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[Delete] o T ASER S h =B
AL —
m [Convert to 3D Mol2] 4.25.1 RISRT
ol — —
E [Make DB for Screening] MolDesk SRE o
Screening
) Ale —
E [Remake DB for Screening] DHEde (MolDesk | HISRR
Basic TIZfEAFR
E aJ) IR

[Make DB to predict Activity]
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43, a4y k

MolDesk IZ, Vv Y =2 MBI TT —H B EZITVNE T,
JFHIE LT, [File] - [Open Molecular File] 72X CAN L7 7 AL 1DIZ2X, 1 ODF
0y x s MIMERRSILET,

7u Y= M. [Helpl - [Preference] - [8. Other] @ Default Project Directory Ti% i€ L
=747 MUIZ

MoldeskProject00000

MoldeskProject00001

MoldeskProject00002

E LTRSS ET,

k52 Default Project Directory ®7 4 L7 h UiX, 4 A h—/VEZIX, VAT LDOT 7

F/V RO tmp 7 4 L7 b VIZERE LT T, Windows, Linux, MAC TZhZ a0 £

TOT, EZIRFEESNTNDNE

[Help] - [Preference] - [8. Other]

TIMERLTE SV,

[Help] - [Preference] - [8. Other] ¢ Default Project Directory % = — M2 H L 7=3A401%,
T T LETRIZ, Tr Y= FORGEERTEES R <R £,

TAAVBREDT BT 4 V7 Y (TANF) ICEET L LaHRELET,

4.4, 7O FOERK

B 5 MIER LTV B EAIT.

| B kv F_—® [PDB] [TEST] "% %27V v 7 LET,

TnEi, L TORRERH Y £3,
[PDB] : =—¥»fEE L7 PDBID 4% AJ)
[TEST!] :{TE® PDBID O4r 1% AJ)
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4.4.1. [PDB]

B 5 <—70 [PDBl K% %27V v r+5L, T PDBID AJ

Undo  Help

| 0 AN HY T

ﬂﬂpen Remote mmCIF / PDB ,fﬁj PDB ID |—4kn6J %Ajj L/—([OK] Li‘éﬁo
Internet N - ‘\ - "X S
PDB ID i 4 characters starting with a number([1-9] /]) d 5 Z 7 }\ ;fj: EEI T 4kn6 O) mmCIF 7 7
_____ A& PDB 77 A ak Ay rm— R LET,
Cancel mmCIF 77/(}1/%5}6%‘3&/1/-/6\ %ﬁ%ﬁ7om ‘.‘/\\I
7 haAERR L £

M MolDesk Basic St X
File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

OONPRAREEARBDOE E W B

O p1-L1-w X = O |0 command view X | el “4kn6 : 1 Initial State X = B |[[ console X | £ Docking info| I MD Analysis e
[- EICH Dyna [ScreeflPrepal | | INFORMATTON INPUT ~
g2 mics ning fration) || 1) zveuT Frie

° 5 f inp@. pdb
wat 3 Other  Ligand Lig2 | 2) ourpuT FILE
tmp. pdb

3) SPECIFIED OPTION
es

ﬂ Insert from File

|| TnFoRMATION> DIVISION OF CHATNS.
|| cHATH naMe  RESTDUE Mame  RESIDUE ID  REASON(EXCEPT TI

Add Remote Compound ||| TNFORMATTON> EXTST ALTERNATE LOCATION INDICATOR
RESIDUE NAME  RESIDUE ID  ATOM NAME
Add Fragment || suromsarrons wacken maw cax

an
RESIDUE NAME  RESIDUE ID  ATOM NAME

Alechle INFORMATION> TERMINAL RESIDUE
RESIDUE NAME  RESIDUE ID  DISTANCE
Lys THR 102 123 22.733

||| IuFoRMATION> SSEBOND CANDIDATES

||| TnFoRMATTON> CYS-(CYM) canpTDATES
CHATN ID  RESIDUE WAME RESID ID

||| INFORMATIONS EXIST NEAR ATOM
RESIDUE NAME  RESIDUE ID  ATOM NAME

O Ligand Info X =0 |
- | | muForraTION> LINEAR TORSION ATOM
image name  SA RESIDUE TD ATOM NAME

WARNING: TOPOLOGY FILE NOT EXIST:C99_aa.tpl
| SKIP RESIDUE ANALYSIS

I thout Calpha
lig2 446 THFORMATION> GUTPUT
HJ% || outeur F1LE
o i tmp. pdb

Hgene 20236215 develop

Feb. 15, 2823

[ v console X | ] Warning Console

|| mFoRMaTION> main
1l There is 1 molecule in file

||| sum_aTom num: 177, MOL_CHARGE: -4

program is done normally

1< >

BV T4kn6) 13, 7V REEEZDO—>TH S HGPRT (e ARFHFo -« I 7=
VIRARYARIIV RN T AT 2T —8) L, ZARTEGEREM T y e 7 ez, VR
— A-5-1 U VBN E LAk E G AT S D TT,

s HURIEEANN LTS ANE. 7740 P TS SHEEEAERLET,

% Ky 7= 0 [PDBlIAR% i [File] - [Open Remote mmCIF / PDBI & 7] UASBE T3,
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4.4.2. [TEST]

P ko 7 R—=T0 [TEST] R& %7V v o34 5L,
L Ay H—% v MEBTHEZO PDBID ® mmCIF 7 7 A /L
LPDB 77 AAEH T a— R LET, mmCIF 7 7 A L%
ARIAAT, T Y= P EERLET,

Zofiuz, [Filel #==—ic, fx T ny

File Select Display Color Option Expert Simple Screening Pi

Mew Project =T 7 ]\ ﬁ:‘:ﬁju: Eﬁj‘a—é*}%ﬁgﬁ‘g &) D i‘@—o

Open Molecular File

Open Molecular File as list (Numerous molecules)

DpenRemotemmClF!PDB 7DU°217 ]\O)ﬁzﬁkbzgg‘a—é)(:l_&iu
Open Project Ctrl+0
Copy Project TT9,
;i;i: [File] - [New Project]
St [File] - [Open Molecular File]
Export PDB
Export mmCIF ., [File] - [Open Molecular File as list
:(22:1 ,Tr::ge (Numerous Molecules)]
'Emp°” Ira?'em“' [File] - [Open Remote mmCIF / PDB]
xport Trajectory
Quit [File] - [Open Project]

‘H S [File] - [Tmport]

S [File] - [Import Trajectoryl

4.4.3. [File] - [New Project]
EOHFH T =7 N EERRL ET,
a7 MEEEZ, LLFOWT D HETHFEGRARET,

[Insert From File] : 77 ANVEZHBTEL CTHFEitHrAHRET,
At AriAD B 7 7 A WAL sdf / mol / mol2 / pdb / mmCIF / SMILES T3,

T ANEB LT Z—TT7 7 A )LiEIR#% [Position Select] 4 7 1V RNERENET,
m Position Select * [mouse] : 3D @ﬁ@? 17 AT U P4 7 ;'ﬁﬂ:'ﬂ:/ﬁ\% %Ajj
[file] . ALBHOD T 7 A NDFEED E E LA E ANT)
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¥ T AN, point.pdb THDHPDB 77 A NE T 7 AL I X —TER LGS
T, Ry U3 RETHERTS RA v 77 A0 LTHARARET, RV 77
ANEE, Ry hoFa—7SoEE50Z LT,

n [Add Remote Compound] : A ¥ —Fv MEHTH FEHARARET,
PubChem Compound ID, &% 72/% KEGG DRUG/LigandBox ID ®
W E AN LET, 2D £7213 3D Z@®IRTEXE 5,

m Add Remote Compound

Internet Ajj ‘@—’\‘\ % ID %%@{ﬁj 6i\
O PubChem Compound ID. 120000 2D v N .
(O KEGG DRUG / LigandBox 1D HTS1610-05154872 2D ~ PubChem @i}ﬂ%/ﬁ\\ ﬁ[JZJi\ 120000
Cone LigandBox ®¥;%. #1213, HTS1610-05154872
<7,

[Add Fragment] : #EELHFEEZYEEEE LTANLET,

M Add Fragment Wl IR TE D5 RENT 5 BT,

OPhenyl (C6H5) O Carboxyl (COOH) 7 TR, [Position Select]
ZA47nr2 (k5L [Insert From File] @
B ESR) NERINET,

4.4.4. [File] - [Open Molecular File]

BELLE 7 7 AN EH B ANTHR T 0 V=7 FalERlLET,

ANNTELT77A4NVD7 +—~ v ~, PDB/mmCIF / Sybyl Mol2 / MDL SDF / MDL
MOL / SMILES @ 6 fif5 T,

e 7 7 A VYERT
PDB .pdb / .ent
mmCIF .cif
Sybyl Mol2 .mol2 / .sm2/ .SM2/.ml2
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MDL SDF .sdf
MDL MOL .mol / .mdl
SMILES .smi/ .SMI / .smiles / .SMILES

0 T ANDIREFIZRDOBY THOILEND Y £, YLEFNRLRDILEEIZ. AST
HANIIEREFZAT L TLEI0,

@ AJIL7=T77A4NMNRmol2 7 7 A NVDEAE, 77 A NVEOEMEREHNDT=D, AJ)
BRI HENEM R E N TOILE YA, BRTERD VLAY E E BT EZ1T-> T
72 R,

® AJSJT& 3B SMILES 7 7 A voERIX. 1172 L1 1 45+ SMILES JERDOFRIR 2 H
DBTHXANT 7 ANTT, B TDOATLAEETT,

K BUNTBEEANNLUIESGEIR, 774NV FTSSHAaLEERLET,
T 7 A NrigsAte L S OREED 3D BEICE RS NET,
CORRTERET vy =7 MMITOWTHEEA,

%k 14.6.1 [File] - [Save As]] T u =7 NEEIRETHERIC, 707 N EA
FTCREFELET,

4.4.5. [File] - [Open Molecular File as list (Numerous Molecules)]

10000 3 oL &2 ETe K 5727 7 A N E @BICGRAARE T, REOH 257 741
Doy fEa—T =L L THATEET,

KEOHFITY A b E LTHAAALETTOT, mAAATERSCIIHR 72y =7 MIE
L EH AL

ANNTEL7 74 VD7 +—~ > hid, PDB/ Sybyl Mol2 / MDL SDF / MDL MOL @ 4
FEXE T,

TZrAN 7 7 A NIRRT
PDB .pdb
Sybyl Mol2 .mol2
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MDL SDF

.sdf

MDL MOL

.mol

® U7 ANDIETIIRDOEY THLLENRH Y £9, LRTFVRRDIGEIE. AT

HANCYREF 2 A E L T IEE0y,

MolDesk Basic -> sample -> mol2 -> multi28.mol2 % A iA A 7241,
ZDT 7 AME 28T LIEHRERAN, LLFO X IICY A ME L TRAALET,

| bendrotiumethiazide.mol2
| benzocaine.mol2

| benzthiazide.mol2

: Add selected Molecule

| clozapine.mal2 i [}
dibucaine.mol2

| diethylstilbestrol.mol2

| diflunisal.mal2

| e

VA DF2E7 ) v 7T
D&, MDEHITh+% 3D %K
ALET,

VA DG +HELHEZ Y vy 7 T 5 L [Add
Selected Molecule] A ==—%F/RrLE7, T
7V THe Nt a7 ey e LTHERDY
AT Z ENTE VY —RRIZERY AT F 030
DY ES,

ToLEMHTTRY =V MIMERRSIVET,

% [Add Selected Molecule] A == —T%
FEED ATEN, 0 E TR T HIETT
Ty MIERENRETA,
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45. 7O 1Y FrOFEHAH

TV x FOFEHRIARIETHLUTD 2 A =2 —IZO W THB L ET,
[File] - [Open Project]
[File] - [Import]

4.5.1. [File] - [Open Project]

|2 [File] - [Save As] TIRIFLT=TBY =7 b

F721%. [Help] - [Preference] - [8. Other] ® Default Project Directory TaX& L7=7 1 L
7 bUIZHD

MoldeskProject00000

MoldeskProject00001

MoldeskProject00002

ZRE £

[Select project directoryl %1 77T, BEffO7 0y =2 bO 7 4 /L4 ([ TIZ original
& work 7 A NVE EET) HEIRL, [OK) 227V v 7 LET,

VY —FRER O X 74 (FREE: TP2-L1-W)) 134 v 87 Bt Aok s = LET,
Pidx v 0 BF =4 v, LIdbat. WikRAknods2 L. MIZ&E - A AL 2R L
E

vy —gormEmoBizs o og, Bixpew, Dk, Bizer - o4 Biager
LET,

X BEFIE. 3D M OFWIFRT, SNFGRFL L £,

M OBESFIZ, WD HESC Ry XU FHEREEZET LI L 12, myPresto DABPER T 1
75 L THD tplgeneX/tplgenel 7’02 75 AEET LR T IEEMCER-IBEDY
£9, BN—T 3 TR, GLYCAM W78 EWESr+ 0 3513 ie LT ke % [FH
C )13 CABRS 572 T1,

HEICEIEL7Tca~ 2 NI 3D miimd % 74 (FXIZRME Tprojo0l : 5 Global Minimize )

NOERTE T,
2740 [FPuvxy b BREES EfTa~r R4l 2L ET,
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Ll MolDesk

File Select Display Colm

|

mpr-liw || = B

B peol
~ICE

wat 3

4.5.2. [File] - [Import]

* B | projodt : 5 Global Minimize &2

8202 [File] - [Export] TRIFL7Z7 vy =2 hEE ET,

[File] - [Save As] & [File] - [Export] ®&E WML, (RFELIZT 7 A ABEH SN DNE 5 9
T9, [File] - [Export] THAF L7-7 7 A /L% [Filel - [Import] THAIAA TL 2 &V,

RFEFE BELEZZ7 AV BEHRIALSGE
[File] - [Save As] JERE S AU [File] - [Open]
[File] - [Export] Zp JEMfE SN T 1 77 Al b [File] - [Import]

[File] - [Import] Z54TL., 77 A VEZRIRL T [BI<] 227V v 7 LET,

[Select project directory] # 4 7 v 7 ClH L7 L2 —DERK] Z#IRL, 7+ VX4 %
ANLET, ZOTHNAVFLBFLWT vy =7 MIZRY £,

VERS L2 7 AV, A vR— LT ay el NOETFT—ZPMEESNET,

46. 7O Y FORE

T NORIEICETAUTD 3 A= —|Z oW THBH LEd,

[File] - [Save As]

[File] - [Copy Project]
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[File] - [Export]
4.6.1. [File] - [Save As]
KRL WL RET Yzl MEMNTTRFLET, a~ FOBBELIRFEINET,
[File] - [Save As] #2417 L. [Make PROJECT directory]l %A 7 1/ T
CorLwn o v —DERk] E720% BIrLwnvwzo 14 —]
F0E A7V v I L A=ma—00 [BFHER - [7 415 —]

PRIRL, 7 NELLEANSLET, 2OTHNAEELEBREH LT a7 RRIChY 97,

VER L1277 # VZIZ, FRPOZROET—H (a~r RERLETY) MEFESINET,
h I ILL T oY T3,

proj010/
- original/ =+« ANTZr AN
|
F work/
- IR/
Lo o BB FEFORE (KEBR)

L fERER S/

JBIEFZR D7 NV IZEEND T 7 A MILL FDi@EY T,

27141% HL

eS| all.pdb RAERDy Tz &t pdb

inp*.pdb F721%. %53 F 0 pdb (5 FOMEESY)
prol.pdb, lig2.pdb %

inp*.mol2 F 7213, FALEW D mol2 ULA D 7x)
lig2.mol2 %

* tpl 55 KT tpl 7 7 A (T~ RBERR LTz & %)
log.txt av s NEER S log 7 7 AV (T AF—)
cosgene 00_min.inp [Global minimize] 3 XU [Clean Geometry] SEATHED
minimize cosgene TR/ X —f/MUEHEDORE Y 71 L
FaR Pro.tpl cosgene D tpl 7 7 A /L
cap.bc cosgene @ Cap water DEERGLMHRE T 7 1 /L
Position.res cosgene DNLEHR T 7 A /L
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cosgene

md BEfR

00_md.inp [Global Dynamics] FE4THF? cosgene MD FHRHDOFRE 7 7 1 /L
Pro.pdb cosgene ® PDB 7 7 A /L
Pro.tpl cosgene D tpl 7 7 A /L
cap.bc cosgene @ Cap water DEERLMRE T 7 1 /v

Position.res

cosgene DL —YIER DA BRI T 7 A /L

md.shk cosgene ® SHAKE ZE~7 71 )V
md.rst cosgene O MD 5D Y 25— b7 7 A v
md.ene cosgene DT IVX—H A7 7 AL (T AF—)
md.cor cosgene DFEZEH T 7 7 AL (N4 F V)
md.vel cosgene DHEH T 7 7 AL (T AF—)
GROMACS min.mdp GROMACS =NV F—/MEFHREDORE T 7 AV
minimize Pro.pdb PDB 7 7 1/ (gmx mdrun ®{H77)
BAf% Pro.top top 77 A (7 AF—)
*itp / convTpl_nb.itp | top 77 A NDA LI N—RT 7 A fLBERK /
convTpl_nb.itp |% atomtype (7 AF—)
min.gro gro 7 7 A (7T AF%—)
min.edr edr 77 AN (XS4 F V)
min.log log 77 A/ (7 AF%—)
min.tpr tpr 7 7 AV (/SAF Y| gmx grompp D 7))
min.trr trr 77 AN OAF V)
* xvg gmx energy fENTRER 7 7 AV (7 A% —)
GROMACS md.mdp GROMACS MD 3HHDBRE T 7 A v
md Baf% Pro.pdb PDB 7 7 A/ (gmx mdrun ®H 1)
Pro.top top 77 AN (T A%—)

*1tp / convTpl_nb.itp

top 77 ANDA LI N—RT 7 AN (LERK /

convTpl nb.itp 1% atomtype (7 AF—)

md.gro gro 7 7 A )V (7 A¥%—)

md.cpt ept 77 A ONA4F )

md.edr edr 7 7 A0 (XA FY)

md.log log 7 7 AV (7 A%—)

md.tpr tpr 77 A v (OSAF V| gmx grompp D))
md.trr trr 77 A (R4 F V)

md.xtc / FN7Yxs N 77 AV PBCHLER / #

md_noPBC.xtc
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*xvg / *.xpm / N7z NURITRER 7 7 AL (T A%—)

proj3d.gro
sievgene 00_dock.inp [Docking] EATHFD sievgene O K v v F3HHEDRET 7 A
RafR %

Pro.pdb (= docking.pdb) | [Dockingl Z47H;D sievgene @ K v ¥ > 7 §H D
AJipdb 7 7 AV

Pro.tpl (= docking.tpl) | [Docking] FFTHED sievgene O K & > FE5HE D
AJ1tpl 7 7 A v

point.pdb [Docking] FEATHFD sievgene @ K & 7 FHEHED
ASHRA L b pdb 7 7 A v
grid.file Sievgene D7 Y v K7 7 A v (/A F V)
output.mol2 [Docking] F{THED sievgene O K ¥ 2 JFHH D

H ) mol2 7 7 A /v

output.score [Docking] FEATHD sievgene O N v & 7 FHE D
HhARaT7ER7 741

LW T A AV FIOEREITOTICEBEFED 7 A+ VX E4RE LTIZRE. 74V FE FIZLLTFO
THANEET 7 ANPEZEHNINETOTIERELS LIV,

original 7 A /L4

work 7 4L

internet K¢ CHX 7o m—RKLizcif 77 A4/ & pdb 7 7 A /b

4.6.2. [File] - [Copy Project]

FRLTWEROT Y27 bEEB-LET, o~ FOBBLBRESHLET,
BETFIEIL, [File] - [Save As] ¢ [FILTY, abt—xnray=7 MIZTDOFFFED £,

4.6.3. [File] - [Export]

FRLTWDERE, Tuy=7 NEMTCzip JEME 7 7 A4 M II LET,
a<r ROBRIZH TS EY A,

ARKA=a—F, REZ 7 A NVEEGMEFEITERE X% Linux ~ > U2 SICBE LT,
EREE S HBAEE L TWET,

[File] - [Export] 23179 5L 77 A NI EANT DX T 0 I RFKRSNET,
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LRI T TRIFLE S, 27 ey =7 MR £,

[File] - [Export] TH{J) L7z zip JEAE 7 7 A VOFHIZLLF O Y TH,
proj010/
I original/ =+« AHhZ77AL
|
F work/
- BIREEE/
Foo
- BIREEE/

D=~ FITOREK (REZM)

T ANOHE MR LT2WGEIX Y 7 o unzip 2~ RETzip JEME 7 7 A V&
JEBH L T 7230y,

zip EMEZ 7 A V& BB L7258 1%, [File] - [Import] T72 <, [File] - [Open Project] T

TEAIALe I B D £T,

47. ZEEROPDB 774 ILEH

4.7.1. [File] - [Export PDB]

FHRLTWARDESFE2EAMTPDB 77 A V2 LET,

7L, MOHES—N"TO Ry XU 7HREICHEZMET LT 5700, LFOSAIX
ZREIZTOPDB 7 AV EHIILET,

® FuX UKy bhO7Fa—78 (point.pdb) Z/EKLTWBHEGAE
® RyuX /JHHEZIATLTCNVDIES
® Delta G (F8) K v &> VR OSE

48. REEXRO MMCIF 7274 J)LEA

4.8.1. [File] - [Export mmCIF]
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FHR L TWARDESF2E /T mmCIF 7 7 A V&2 H T LET,
7277 L. UTOBEASITZA/IRZTO mmCIF 7 7 A V2 H L E,

@ RyuX UR7y bhO7a—7 4 (point.pdb) %{ERK L CW 554

& FyXUIUFHREEZFATLTNDGS

® Delta G (F8) F v F  7EFH)O5E

49, REAXDTPL 774 ILHEA

4.9.1. [File] - [Export TPL]

FRLTCWBERDOESF 52 a2 TPL 7 7 A V2T LE9,

H 51T [Global Minimize]l F7-1% [Global Dynamics] #3{7LCTPL 7 7 A L %

AL TEBSBERDH Y £,

TPL 7 7 A :

myPresto @ tplgeneX X° tplgeneL 3 /195 AR B Y —7 7 A )b, RO 1O I 1F#RNAFT

HENTWET, myPresto @ cosgene =X° sievgene THEHA £,

2L, MOFEY—ATO Ry X VEREICH EHELT T 2720, FyF o 7itH

FATHRHIZ R T DO TPL 7 7 A V&2 LET,

410. BN FD 774 ILHEA

splay Lo Upuun w

tne o soioll s

gﬁ;m Show Atom N FEOTHHILET,

wal Hide Atom

Show All

Receptor On
Receptor Off

Export PDB N P4 U “%%@ﬁfﬁj\% i&’%ﬁ;&@*ﬁ L/\

Export mmCIF

Export

jle mmCIF

Export Single Tpl

______T WCFEEHTHITEET,
PDB 7 7 A VD36, &0 FIX TER TREUIGNET,

32

M PLw =g - EEHOSF+E1>DOPDB 77 A4V, 721X, mmCIF 7 7 A JLiZ

Export Single PDB Ey U ‘) 7 I/"C ’—EXpOI‘t PDBJ ’—EXpOI‘t mmCIFJ %E*ﬂj‘é CE N
Export Single Mol2 S%E?R Lf:ﬁj\%% 1 /)0) PDB 7 7/( /I/\ jif: Lj:\ mmCIF 7 7 /r/l/



411. BRI FDI7 74 ILHE A

f@%no453¥% PDB/ mmCIF / Mol2 / TPL 7 7 A MITH I L E T,

] P2-L1-W 22

TS STICLL wasplay  wwion upuun

=8|

ae

Show All

[« I Show Atom
W Hide Atom

Receptor On
Receptor Off

Export PDB

Export mmCIF
Export Single PDBE
Export Single mmCIF
Export Single Maol2

Export Single Tpl

(")

s

Export Single mmCIF

Export Single Mol2

b3
® Export Single PDB
(]
(]
(]

Export Single Tpl

V) —FOREHE ETHF&2 1 O@R L,

47V w27 LT [Export Single PDB]

[Export Single mmCIF]| [Export Single Mol2 |
[Export Single Tpl]
DWTHPZ RIS 5 & BIRLIES T4
BRI 74—~y P THATEET,

412.3D RREHE T 7M1 IILE S

4.12.1.[File] - [Export Image]

3D B DA A— % png B~ 7 A WIEATH I LET,

m Export Image

size of image
width(pixel): [
height(pixel): 062

Ak 4

Cancel

[File] - [Export Image] #3745 &,
E{G A REHET LA TR I RFRINET,
%A X121% 4600 X 4600 v 7 B/ LLFOEE O E
ETEXET,

77 4/ MEIFBER R L TWD 3D EE DA AT,
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413. ST MY TFAILAER
4.13.1.[File] - [Import Trajectory]

Hex7e MD 7027 7LD 7027 N 77 A4 0E ZBHEEDO PDB 77 A V&7 T
FEAIAA T, FH 7T v =7 M EEKRT 2 L RIRRC, BEE R L £9,

[File] - [Import Trajectory]l #3795 &, AT OMEE AR R LET,

(® MYPRESTO (binary single)

(O DCD { MARBLE / CHARMM / NAMD etc. )

(C) GROMACS (xtc) md.gro --> md.pdb : gmx editconf -f md.gro -o md.pdb
(O AMBER (netcdf)

PDB File | | |Browse
Trajectory File | | Browse
e

Fo7V=7 FU T AL, RO 4 TN BENET,

HH Fa
MYPRESTO myPresto @ MD 72 27 I cosgene / cosgene_ MPI / psygene /
psygene-G O N7 =27 R 77 A /LT, single @ binary B TH
VAR A% X

2% cosgene_MPI / psygene / psygene-G (%, MolDesk Basic TiZ
fif 2 ¥4 A, MolDesk Screening T TE £97,

DCD MARBLE, CHARMM, NAMD 7¢ & ® DCD &=
GROMACS GROMACS ® xtc &=\
AMBER AMBER @ netedf JE=

[Browse] #27 Vv 73 25&, 77 A VEREHRNHE T,
ZHMEED PDB 77 A VB REIFHZEIR L 7,
¥ BIMEE 7 7 4 Vi, GROMACS @ gro X7 7 A /VIZIEIGE L CERHAD T,
GROMACS oA, . gro 77 A /% PDB 7 7 A MIZEH L TAS L TL
ZE,

MolDesk Basic -> sample -> trajectory -> AMBER
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->DCD
-> GROMACS

LLFo, 2%, AMBER, DCD, GROMACS ® PDB 7 7 A /L allpdb &, FF7¥ =
7 M) T77ANRHY EFTOT, BEERERT LN TEET,

LA TiX, GROMACS @ all.pdb & md.xtc ZFtAIAATZRETF T,

» rotuss

)
OoNpRIREEANOROEE N

o BEDESE
o o
=
—
[ l e bond
-
‘

RO 3T, T=A—varary hae—7—TCTLUTO@EY) T,

Frame Step

|SDD 5 | 1 < | | Save Animation | | Save PDB
P < < I > > >l

Speed I Mioop [swing

FEOT7 L— LAY KL, £/RAE— K, Loop/Swing, 5| £ R(Step) 7%
BRI T AE A L TIITCTEET,

[Save Animation] A% T, ZRFOEE Z Animation GIF 7 7 A WITRFETE £ 97,
ZORIZ. LLFO GUI T©7 L— ARG OB EN CTX £,

M Export Animation GIF
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[Save PDB| "% > C, - OEBEO N7 =27 FJ % PDB 7 7 A WICIRGF T E T,
ZOBIZ, T4 V7 bRV Z—REEAHDSDOT, BT 5 PDB 7 7 A VERFT ST
FNVE EARE ETATERRCE £,

MD #H x>V L LT, cosgene/ psygene Z i L7- & &%, mdn.pdb (n=1,2,3...) ®
28D PDB 7 7 A MIKE ATy T v ay FERFL, GROMACS i L7-& =13, 1
f@> PDB 7 7 A4 /b md.pdb (Z MODEL L =2— RCXBILTHE AT v T a vy FE2RIFEL
£7

¥ MYPRESTO %£7-1& GROMACS O F 7 =7 N 77 A NE AT LT & X3,
7= 7 FUENTS TEE9, GROMACS O%&1E, edr 77 AL, tpr 7 7 A
Ju, trr 7 7 A VISRLEEZ/2 ) £98, GROMACS O b7 2 =7 bV b &9 DB
AR LTS 7 7 A NVD AN R ZF/RLETOT, WHANDILTIZSN,
4.13.2.[File] - [Export Trajectory]
TaYxl FOFRRLTWDIEEOFIZ, FT7V =7 MU 77 A VBGFET DHA.

myPresto 74—~y FO IV =27 NI T 7 A NVET 7 A VRREHICLY  fEED T 7
ANGLTHRIETEET,

414 . #8TH%

4.14.1.[File] - [Quit]

MolDesk ## T L £,

M Save Resources x [Flle] - [Qu1t] 7293??‘3—5 (l: N
Select the resources to save: ,f%ﬁ é ﬁ”bfl/ \fcﬁl/ \70‘:1 :\)I 7 }‘ 75§ E)l?) 6 j%/lfl\\
B4 Funtitled : emote Compoun odelEditorin o Y = > S o
gun:i::e: : :II ﬁw?t?a’lr{stat: [Ii"lodzIEditirl[:dpu‘:] e 7 HY = 7 ]\ %,f%ﬁ‘g‘ %) 73)%5@‘@‘ ZD & /I) 7 s 7 75)
FREINET,

PBRonTnsdray=-s MMEESNET,
BREAED a7 MIAZHN LT
[OKlZ# 27V w7 LET,

£ >

Select All Deselect All

Gncel
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4142. 70219 FOKRT

BELLTw Y= NETEKTLET,

D WA DX THALHE, DTl =V MIMEESNTWARWES, 7ayc7 b
BRAET AR T HAXA T a I RFRENET,

Yes Mo Cancel

TRAELT2WGEIE [YES] 23R L TRAFL . IRIFL72< 2WIEATE INO] 28R L T

BT LES,

4.15. 5 FHE&ED 3D KR

4.15.1. ¥ D R¥EE

3D Wil £ T, FOlds, BEiz~ U ATHRIETE £,

BhiE < U A BE
X (Ze 75w [alds
Yl (LRI (Al
Z Wl (BAT S J7Idh) [Elfs Shift + = K7 v 7 (FEAT7M)
X (A7) T
Y#h (BT HEicBE

ERT T

HRKTw T

Shift + £ R7 v 7

7 BRLAT Az i/
W (AT X) AICEE (k) P

% MAC OB/, £7 Vo =270 y7
H27 Vw27 =[Commandl + 7 VU v 7
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4152. 9F - Fx A2 - BE - [RFOFER

ST FA BRI AT OBRRITI~ U A TITWET 2, 3D M & Y U —FoRE [ T
TENRFERY £,

#aiE 3D M V) —RINEHE
BRI Ctrl + 7V v/ Ctrl + 7V v/
foe EHGEIN Shift + 7V v 7
fE - SE SN ZTNT Y WL EI Y v

T = A ER KUV T Y s FxA %) v
53 Fi3E IR NTHEIY T

=] Pz-L1-W 2 = 08 || Command\
v Chain : A ~ ﬂ %
45ER g
5PRE Show Atom
6GLY Hide Atom L\\,
TVAL Show Al
BVAI
9ILE Receptor On
E Receptor Off
11 AL
12 At Export PDB
136Gl Export mmCIF
o Export Single PDB
S'I-'\' Export Single mmCIF
17 A Export Single Mol2
8LE Export Single Tpl
19 ASP IEI Aad
30 1El

GF s FaA v BRI JRFIIEEE LD TERIR - R
UV ER D 2 EATRETT,

V) —FORBE CTHECEIR L, £7 U v 7 b

[ShowAtom] F7-1% [Hide Atom] %R L F 4,
[Show All] TIEFREMREL T, X TCEFRRLET,
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4153.Select A =a—I[Z&KBEREF (H) DFEIR

BRLET (H) IO FE2E LD TEIRTEET,
F7o. BRxRJRF#EBL (Atom expression) ZHWTHFAZENT 2 Z LN TEET,
M MolDesk Screening
File | Select Display Color Option Expert Sir Eji @?R éh—(b\éﬁ% (.) Z))i) %)*H_\‘ VCLJJ[I‘IC *R;Ef
-y 5. AND (D) |
l Atoms within d angstrom fcc D iﬁ—o

I Only atoms within d angstrom
Sidechain within d angstrom

Only sidechain within d angstrom

Protein

:::;in [Nonel : BUEDBIRE T XTHRLET,
z::;:ar:‘zmmm — 3D HiHOEFAEZ YV v 7 LTHRICABIZ D £,
Not Standard 20 Amino Acids

cheraed m [Selected now] : EICREOHERIZHWET,
- BERIR SN TV AR TR TRRSNET,

Polar
Hydrophobic

Alphatic [Atoms within d angstrom] : BEIZEREIINTWDJHRT
B s L. ERSMD dALNORT ZER LET,
™ e [Only atoms within d angstrom] : BEIZERIN TS
A BRI LT, 2R b5 dABNORT 2R LET,
o e
s [Sidechain within d angstrom] : BEIZEIREI TV DR
o To, ThEME dABIAO ¥ 2 8 BOMBOFR T % iR
e g,
Sheet [Only sidechain within d angstrom] : BEISEIR SN T
o WA LT, Zhbind dAMNO X 252 oM
= PO BN LET,
[<© pyrimidine

DNA

DDA 1R BL (Atom expression) (Z DOV T
MolDesk DLLTF DY A FE2ZL T IZE W,

https://www.moldesk.com/moldesk-basic-commands/#Select

[Atom within d angstrom] & [Sidechain within d angstrom] @ #H#f d 1%
[Help] - [Preference] - [5. 3D View] TAETxEJ (F 74/ MHEIXH5A),
AT [4.33.5 3D View) B LTS,
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4.15.4. RIRETILDER

M MolDesk Basic

File Select Display Color Option Expert Simple Screening Prepara

12 3t

LT Lo T FaAy R R ARIRL,

B pro1 Space Filling > [T T Tl . . .
a “gtzg Backbone > el |l [DlSplaY] )l e »—VC“;E‘T/I/%JSE?R‘#‘ 6 & N
wa d Lig2

Tube — — . .
Z #REF /L% Line X Stick HICEHE Tx £,
Cartoon >
H Bond 5 from File
f:::nd ; Remote Compound j_ja?/ =) V@ﬁ%ﬂiu ‘FO)@ D VC“TO
Surface (EDTSurf) > pe [Only] D ZOERRETFTAETTIDHERARLET,
Surface (eF-site)
S e [On]  : MOFRETMZZORFET NV E
Show All
Hide Not Selected lycregens Ejﬁ%% L i 'a—o
Hide Selected . S -
Hide all H atoms D [Off] : :O)i‘%ﬂ—\‘%'j‘/l/%‘{% Li‘a—o
Hide all non-polar H atoms fith ACE and NME
Show all H atoms

[T Ligand Inf FY  Save Image f S-S Bond

Z DM DFRRET MOV TIE MolDesk DLLFOH A FEZRL T EE0Y,

https://www.moldesk.com/moldesk-basic-commands/#Display

4.15.5. Surface (EDTSurf) RRETIL

HFREET N EFRTEET,

¥ %% LT [Display] - [Surface (EDTSurf)] — [Outer and Inner] #4425 &, EIR
L7212 EDTSurf (%) TIER SN0 FREFRET AN EEE INET,

% EDTSurf 1%, SV H UV RETEMIN WA SFEEIEROZ7 ) —Y 7 v =27 T,
https://zhanggroup.org//EDTSurf/

O L ERFOREHEIC L > TRALEAN X F4,
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https://zhanggroup.org/EDTSurf/

4y F- %% LT [Display] - [Surface (EDTSurf)] - [Inner (Cavity)] Zi#iR9 2% &, 2R
L 7253112 EDTSurf TER S #17- Cavity Dy FREFZ RET AN EEE INET, 2R
L7245 F I Cavity EE LR W IFF R L8 A,

Ji+ %3341 L C [Display] - [Surface (EDTSurf)] - [Selected only] Z3#ER4 25 &, R L

72 EDTSurf TR S LIy FRIEFRET AN EEE SHET,
| LLECE

[Make Pocket] F721% [Find Pocket] T. %7 > b GRVE) ZAERL L7=#I1C.
[Display] - [Surface (EDTSurf)] - [Pocket] Z&RT 25 &, ¥ /I EORT v FOFEKM
FrELET,

SDFREFRETT VA LT-WEEAIE, [Displayl] - [Hide All Surface] T L TL 72 &0,
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DFREFROBRLEVELEAD LN TEET,

[Color] - [All Surface] - [Any] THERINDH T —RINEHIZL D, T_XTOHFREOE
HEBORAIZEZ GIVET (FRIKGIZERE LI2A)

[Color] - [All Surface] - [Each Polygon] T3 _XChOoHpFEuDOOEE, Il tic7rnrs <
LANTT 74/ FCEDONTEHAIZEZBIVET,

[Color] - [All Surface] - [Reset] T, T X TOHFFHADEOZEZF Y T ILOAIZEKE L ET,

[Color] - [All Surface] - [Transparency] T, T X TOHyFEHDOENEEZ AT A X —IZ &
STUTNEALIELTEET,

W Al Surface Transparency

BHEE, 0 GERICAER) ~ 100 GE2ilEW) O
DIEFEDEAZRETE £,
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4.15.6. Surface (eF-site) R RETIL

T RCOSFREDBHEOHREL, jV
Console HiEiO a2~y AN THLFETTE X
j‘o

set transparency 0.5 & [XDIRMEOEH/FIZ =
~ 2 RANL T2 Z—T 5 & FREFR
23 (0.5) 12720 £97,

Zorx, BEHEL

0.0 (&% TLEﬁ) ~

1.0 (B2ITEH) OB OEEDEEZ R ETE
ESc I

PDBj @ eF-site D73 FRIET VAR RTEET, eF-site Doy FFKiffld= / V —H TH
B &, Poisson-Boltzmann SR L W HE SN ERT vy L TR IT ST

iﬁ_‘o

71 %33R LT [Displayl -

M Surface (eF-site)

Downloaded Surfaces

Henb-A

PDBID

Check All

Check None

Download and Add Surface

[Surface (eF-site)] Z3&IR3 25 L LA FOMEENAH F 9,

TlE, 4kn6 O A DIy FHDOE/RDNAJRETT,
4kn6-A ZF v 7 LimF %, [OKl 27V v r35L, A#HD
SrFEImAE FRO®EY FHRLET,
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eF-site TlX. FERT v ILDH R EERBTOEE, + 0.1V L EIZEH. —0.1V UL
TIIHRT, +0.1 ~—0.1 OMITEFD 2D N T —_—0 FAIOETESIT L, KT
WZEOKMEDRIEE 2 o7 X VBEENHNITH T —_X—D FUloa TaET L THRBLT
WET,

BERT vl ' "
Bk ' L

m Surface (eF-site)

Downloaded Surfaces Download and Add Surface

AknG-A PDB ID | 1m17]

[PDBID] (2, PDBID # AJJLTIOK] 227V v o3 5&, F
O [Display] - [Surface (EDTSurf)] T/AKOHi#H % FRx LT-
LEIC, FTRIO LS. ASIL7=PDBID @ eF-site D4+
A EIRATREIZ 72 0 F 77,

(BT, 1m17 AT LT=)

Check All

Check None

Downloaded Surfaces Download and Add Surface

grm e In1T-A (Im17 @ AN 04 TEEIEMS T,

Check All

Check None

once

UETRR LI, T RTOHFREFRET V2 LIZWIGEIR,
[Display] - [Hide All Surface] TH L TL 72 &0y,
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4.15.7. Surface (eF-surf/ eF-seek) RRETIL

PDBj @ eF-surf F7-1% eF-seek TIEk L7 FRHET N E2FRTEXET, eF-site D4y
T RiflX, PDBICEERS N TWOEECEHE INTZH D TT A, eF-surf/ eF-seek Tid,
=N AT LIALE DEETHFRE AR TEETOT, MD HRZORE R EER
RTHIENTEET,

[Display] - [Surface (eF-surf/ eF-seek)] 3R T 5 L LLTFD AT 7 7 A VIR 53 H F

M Select one surface file (efvet XML) by eF-surf/eF-seek

&« v 4 <« 20181030_ef-surf » ef-surf » electrostatic_potential v 0 electrostatic_potential &R 2
2E ~ FLWIANA- - [ @
= pe A zw - EHEH &3 #47 Z 27T, eF-surf £721%
n 5173Y [7] 4KN6_2.0bj.gz 2018/10 6z 771N 245KB o ene
o Git [ 4kNe_2.py.oz 6z 771N 2,177 KB eF-seek Tﬁ+ﬁ L7z,
=l Subversion | | 4KNe_2 efvetxml.gz 018/10 12:05 GZ I74 )l 1,262 KB
#% Wondershare F eret Xml 7 7 /I) /1/ (J:
= A4z 0-) -
. = *
3 Fraoh sl *_efvet.xml.gz 77
= Eo9Fv S
=07 FAN) BRI ET,
| CTA v < >
T74JLE(N): | 4KN6_2_efvetxml.gz V| *.gz;*xml;* jvpolygen “

% eF-surf/eF-seek ® URLIZZNZENLLT D@D T,
eF-surf : https://pdbj.org/eF-surf/
eF-seek : https://pdbj.org/eF-seek/
ZONR—=UT, 2—HFDOTEATILT, A—NVOREIES> THEMBREOT —X % A
FLET, HEMERT —% Ctargz W) 22X v m— RUTRET S &,
4KNG6_2_efvet.xml.gz
(ZofITiZ, PDBID=4KN6 ® PDB 7 7 A V& AJJ7 7 AV E LT7)
LW T AN D efvet xml IERD 7 7 A LBV £,

BA<] 22V v 27 92L, UTOLSICEKENERSNET,

45


https://pdbj.org/eF-surf/
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FHEICO PDB 0% EHHEZORHEEZ E AL ERADE D7D, eF-surf/ eF-seek |2
A L7-PDB % MolDesk TE/RLTHDH, AEEECERHEHZ AT LT IEEVY,

MolDesk Tz Ek L7z & ZIZHEIICTE 5, *jvpolygon 7 7 A /L& AKREHE T AT)

LTERRTHZIEHTEET,

4.15.8. Label RRETIL

[Display] - [Label] - [ *** On] @R 32 & ZBIRF OJF T3 Label £ S ET,

TN EFRT H EEDOFRRLFINE LT O 9 ORI £,

HHE B
[Atom name] SR
[Atom id] JR+ 1D

[Atom name] [Atom id]

74 + R 1ID

[Residue name] [Atom name]

B + A4

[Residue name] [Atom name : Atom id]

BIA + A4 ID

[Residue name : Residue id] [Atom name : Atom id]

AL BRIEE S + 4R ID

[Residue name]

L (F o R T D BFER)

[Residue id]

BiET  (ZUNTEHOR)

[Residue name] [Residue id]

eI + BREERS (ZRXTHEHDOHR)
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4.159. KEZHERTETIL

[Display] - [H Bond] - [On] Z3&R5 2% &, SR LT () (BRI 2 KERE G,
1N SFEICED LT, T _XTERRINET,

HENTH, E [Add Hydrogens] == RTARRRTFEMAMLU T LERH Y £7,

LAY AR LT
LA ER T 53T
KFEFEE ZFoR LTBITY,

KFFEEDFREEDKRKE %KL T DI, ALAEWZIEIR L 72RHE T jV Console i T
ghbond 0.2
REEANLTIITLET, 0.2 1IFRKIERLED),

KFBREG DOREEDEEERT 5120, (bEWEEIRL7-kKED E £ [Color] - [H Bond] -
[Any] Z&R L TEEOOEZEN L 9,

IKFEFEEFERICEIT 2% E 1% [Helpl - [Preference] - [4. H Bond] TiTW\ £,
FEMIE 14.33.4 HBond) #Z& ML T EE0,
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4.15.10. SS#EERTETIL

[Display] - [SS Bond] - [On] 2R3 2 &, IR L7ZFF () (ZE%T 5 SSHEEM.
HEDKVET, T XTHERENET, SSHEAEZFRTIHAIT. BRT L7 (H) 12
—RITILZ T ERR A TEIN L F9,

HIHEED SS AL, TRTHIBRSA TET DT, SSHEZMMLIEWEEIT

HoHNLDH E [Create S-S Bond] ZEfTL T, SSHEAZAER L TR MLERDH Y £,

KX B EER LT
KNI ED SSFEA FEBROKRVEE) #F R L
-9,

SS A DB D KEZ KL T HITIE, Z o3V B Z3R L7 kBET jV Console i T
ssbond 0.2
RELEANLTIATLET, 0.2 1IFRKIEZERLED),

SSFEG DR G DOEEL T D121, # o "I EEERLI2REBDO E £ [Color] - [SS Bond]
- [Any] ZBRIRL UEEOAEZER L £,

4.15.11. FEBHKFDIERT

[Display] - [Hide all non-polar H atoms] #E#R7 5 & ROTXTOIEMMEAKEIR 23 FE
FoRIZIRD £,

4.15.12. KFRKRT - R
[Display] - [Hide all H atoms] ZBER$ 2% & ROT X TOKER NIRRT F5,
[Display] - [Show all H atoms] #i&RT 5 &, ROTXTH FERRICLT) KERT%Z

FRLET,
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4.15.13. BOfFITA

DE T A R FRTOBREEZ DL ENTEET,
FFeTF oA B RF 2RI [Color] A=a2—TEEZRIRT L LANEDY 7,

M MolDesk Basic

File Select Display Color Option Expert Simple Screening Preparation V

Qo S
Bonds > Structure >
Heriiw 53| - { ke | E7z. [Color] - [All Surface] T, 4T
v E F-'n:r‘:‘:l"mirI . Tube Ribben Cartoon 3 Residue @%%%@@@%E%E% Iﬁ]ﬂ%‘:ﬁ:%i é
- H Bond > Charge
4 5ER - N =) —

L 55 Bond > BeFactor ZEMNTEET, FFMIL. Surface FoR

3 6GLY All Surface ¥ Shapely S - N

> 7VAL Background > Group ;ET/I/@IE% \—s/ijﬁg\ < f: é " \o

; :TL‘:L Insert fr any

R
> 10 SER E— 1

[Color] A = = — DI H OFEMIZ OV Tik, MolDesk DL FDHA P EZZHL T EI 0y,

https://www.moldesk.com/moldesk-basic-commands/#Color

415.14. 9 )y TDAE

SFOUMEEEZRR (7)) v 7) $H52ENTETET,

v 7V 7E— RIZT DI

N4
: 5
1(’;\.,.' n“\‘&"/%ﬁU DA/ IEAY/AN
N B}
A = [Option] - [Z clip] #FE4TL F7,

7V w7 E— ROBEAEIZ~ T ATITWET,

BiE B
Ctrl + £RT v 7, FioiX {5 BT - % Z (AT 7 R B
Alt + ERT v 7
Shift + £ K7 v 7, 0% EEYIMERZEE L EE, % L
~ 7 ARA — )L DAl (BAT) R Hh
Ctrl + Shift + £ K7 v/ FIOROFEF, LR - M
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https://www.moldesk.com/moldesk-basic-commands/#Color

5
7 U v Fe— NEMRT D1, FE ﬂf& &7V w2, £721% [Option] - [Z clipl
ZIITLET,

4.15.15. E{T7a< > KM UNDO

FAT LI a~ v Ri u [UNDO] LT n [REDO] THETTE £,

4.15.16. ¥ RA:#ERD UNDO

u T~ U ALK LERDO UNDO R TE £,

4.15.17. EZIRDERR

TV U AL DRI T XCHERR L £,

4.15.18. ERDHER

@ THUEER L TV 214 3D £R L £ T,

41519. 24— ) 4

m E H FHIEUAFDOA=Za—T ¥V T LET,

[Option] - [Center]
[Option] - [Orient]
[Option] - [Reset]

[Option] A = = — DK E OFEMIZ DUV TIEL, MolDesk OLLFOH A &S L TLZS
",  https!//www.moldesk.com/moldesk-basic-commands/#Option

4.15.20. EEIZEHD R

F721% [Option] - [Axis] T, JEfZ# %~ L E£9, Red, Green, Blue T x,y, z 8%
ENENERHLET,
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https://www.moldesk.com/moldesk-basic-commands/#Option

4.15.21. Fog &R

F 7213 [Option] - [Fogl T 3D Ml OBATE HMNCFEZEZ T T, WRICHETIAEED
ZEnTExEY, F7 40 I OFF T,

4.15.22. ®REE—F

F7-1% [Option] - [Projection] T 3D M D H# £ — K% perspective (HHKE
F 7213 parallel CET#E) (U0 EZ O ET, T 74/ MEIX perspective T,

4.15.23. AT LART

E F721% [Option] - [Stereo] THERZ /3T (TF 7V 7) SEEEFRIIEIY EZ S

nEJ, EERICKR. FERICYT Y Okfa) okvve 7y 2R LE THREATR] T
SEARKR S ATRE T,

4.15.24. 3D REDRE

E F 7212 [Display] - [Save Image] THAEDEK RFHEE T X THRIFLET,

W DA A— % png Bfg 7 7 A WIZH 13 5 FhEIL4.12.1 [File] - [Export Image] |
EZRLTLLEE N,

4.15.25.jVvav >y FOET

MolDesk |Z, 3D F/r7'1 277 AL LTCPDB) ®jV 2 L C\EF, MolDesk Tix, jV
Console HE D IREEDERF T, jVOIFIFEFT X TOa~wy REFEITTEET,

Voa<w FUARME, jVOLUTOYA FEZRLTIIESVY,
https://pdbj.org/jv/manual/index ja.html

Fjv Console % EWarning Console = JV Console @fﬁc:&i\ 7 v 7 1/7‘:}?\‘%
OffFm i1, FrEiEA . PR,

Atom #1: FAI 29 Group: 1RP 301 Chain(auth/label): A/? Model: 1 File: 2

Coordinates: (7.852, -18.950, -14.273) Charge: -0.177 'f'ﬁfcﬁ g:) %%T ]Ji-g‘ 2 @E%;}_‘» 7
Atom #2: CAP 28 Group: 1RP 301 Chain(auth/label): A/? Model: 1 File: 2

Coordinates: (7.074, -19.511, -15.163 ) Charge: 0.278 R X
Distance #1-#2: 1.3084785 ) 7 7 —a‘é (1: 2 ﬁ%FﬁO)EE%ﬁ%%m l/
Atom #3: NAL 30 Group: 1RP 301 Chain(auth/label): A/? Model: 1 File: 2

Coordinates: (6.903, -18.926, -16.360) Charge: -0.201 37 Vw745 & 3RS MDA
Distance #2-#3: 1.3432299 Angle #1-#2-#3: 119.67651116242035 %?%7]—‘ Liﬁ_
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416. KyX U JstE LM%

Ry d o 73R &3 BRITHE T 2B ROS T L BITHY T WY FOSF%2
FREL T, ZRRE Y T RBREEG LIc BB OGS 2 PRR T 25HH T,

A IE 2 IRE T2 L & 1d, ZARMOEEZEE L, U H > M3 7 ORZER < HE
oy D 1 EREG O 2 HAZEEEIE T, ZHOMELEEIEET,

MolDesk ® v & > ZEHEOFIAILILL F D@ Y T,

Ty b~ (@DTO0—Tr) fEBk —_

5B DDFERR AFOBEERT o~
GEzra) ol [Make Pocket] - JO-JEETE
SUDBEEUSTERR . AFORERT Y 0D
gz - [Make Pocket] W | o e vErcEs
5 INTEESDATERR . AFOERECAKT  ~D
GEmE) - [Find Pocket] L AR N ety -
kv TetE
SUNOBEBUSTERR (MmO FERR .
Gmzre) =i g Gm/E® A E = EY [Dockine]
* - RO AOE S ]
- 2RO T 7L (sdf/mol/mol2) hr5
E [Select Receptor Molecule]
B [Auto Docking] -
T RTEAT

¥ BRI BIIMA TR ~D Ry F 0 JRAIRE T, ZRME LT, ¥ VB E
TR 2B ETEET,

3 [Preference] - [3.Docking] THE/RTHEE T, RyXF L ITHET 0T T Lk
sievgene_dual F721% sievgene2 NHEINT HZ LA TXE 9, sievgene2 %, BRACHE
DAERTEDRNA Ry XU REERZ NI E Ry XU IEELIZEFE LV Ry X
77a T NTERGER MDD T, —KITIX, sievgene_dual ZfEH L E7,

Ry Xy ZHERNCR Y Y N (OFa—75) 2EKTAHALERDY £,
Ry NMEBRIZIZLLTOFERSH Y £77,

Ry MOERRFTE :

1. BFOEEZRT y NOTa—T7R{EDEDIZT 5 ik
FEARED EfEEDN Do TWDAIGEICHWET, VAV Myt a7a—7mE LET,
B N E TRy DS O 5y F A IR L £ 77, HEEGEINT,
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2. FFOREIART vy O a—T7 GE2 kT 5 HiE
BN EE IR T2 50 T2 RIRLES, HEGERR, ok, A7y ho
TR — T RIEE W ERICAR ENETOT, Ry EEOD LSRN LT, Ry
N DZERNEZET 5 X O IT@EIRL TS 7230y,
2—YNKRTy hOTa—T7 RmEAERT HAEZEET 52 L b, [Find Pocket] (12X 5T
HEWICHERT AL b TEET,

Hor o NOERBKDST-H%IC, Ry ¥ v 73 THAT2ZRIEDSF LU Hr RDsy
THEEELET,

SRERD X E R B E IR T2 S 00T CHRECEIR T, VT Rogy
FIE 1 SOLEWE 1T T,

SREONFEBRIRT L &1, VIV REMEISELRT Yy NOZERITZETHE 5120
TEIRL TS 72X,

MolDesk TIZ. ZBESFH (DR L H 1 DF U R IBEE IS F 2SN EDHY)

EVHY FaF A -OEWMETIIHE) Z2BECHEELTHRATIZENTEET,

417. FyX2UT5E 1 (288

AHB R TEAVD, LV UTIAR Ry X U M EEOETHE R LET,

FIEILL T O@EY T,

| k=ET . mEEEN
PDBEZMAS sz ¢®;¥Eh@
[Dock] - [ﬁtto Dooking] |¢8— U7 HZ?E;%@
v
ERiERE 2T ﬁ?thngﬁ
- Hw#tﬁﬁ%
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417.1.mmCIF/PDB 7 74 I)L&EA 3 —%y MERATHEAAD

(441 [PDBl) 22 L, 7AFTF—2LLTA v Z—xy 55 PDBID M1ml7] %3
TRABE T,
Z D% 37 E 1% EGFR tyrosine kinase domain C, #1723 A 4/ Erlotinib @43 1-23
ML CunET,

4172. 288 Fvyx>T

m [Dock] - B [Auto Docking] Z3&IRL £,

DT, BEITT RTOS I LTRE LToAKREBRF BN Eh, ¥ XTolbiEi-
I3HEZ MOPACT AM1 |2 KV ERAMINS L ET,

MOPAC7 AM1 TEMFHHE CERWMLAEW E 72138 D5A 1L, Gasteiger TEMALIINS 1L
EJx a8

AW £ T2 13HELIA D55+, [Helpl — [Preference] — [Molecule] — [tplgeneX] Ti&EiR L 7=
N ES W TEMBSIMSNET,

4173 ZBERE) T FORFEESR

BAATMNET T 5L, ZBREROBIREAMES A v =D A AT 0 I RRRSNET,

M Docking: Select Receptor

Please select Receptor Molecule(s) including at least one Protein/Nucleotide, and click [OK].

Zoficiry ) —#rEE B prol 2R L. [OK] 22V v 7 LET,

M P2Liw 2 = g
- I pro 1 [Receptor] u prol ﬁ)iﬁ'ﬁSk L T nﬁ)cl‘éhﬁ_f_
.o
. a fa§3 a prol OFKFLN a prol [Receptor] 2V £,

BRI FIE, F N E IR T ERIK 1 SBLLERHY £, e, HE
BFEZZATOTHENENER A, 2L, VY FRRET 5K 7 v hOZERITZET S
LWL TRIRL TS 7ZS VY,
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4.17.4. K7y b EEKT S
ZHRIRER, Ry MERITEL BT %

(®)iCoordinates of the ligand: FAT R BFRINET,
O Make Pocket
O Find Pocket Z OB TIIEMEE DR D> TS T,
p— [Coordinates of the ligand] ZBER L, SR L7V H KD
JERERRER Ty b7 —7 R RIC LET,
Ry NMERTEZRZBIRT 52 (4 7 a7 OEB OHRBIZLLTO®E Y T,
HA B
[Coordinates of | BIR L7/ FDEEEZR T v hOT r—T7 I LET,
the ligand] Z N BRI T UNOBEE D 2R LT, — LT r—>7
RICTEET,

[Make Pocket] BN LT/ RoRE LIZR 7y hOEKEEES, ERONGIZA Ty ho7 '\
— 7 SEERLET,

[Find Pocket] IR L2 /RIEROER ECTHRT v MEREITWD, O v —7 8% B8
WA aT A AR L E T,

Wy hOT =T [T H0F (F o7 B I3RS FUSNOGT, BE]) &k
RyDFAT R IRERRSNET,

M Docking: Select Pocket Molecule

Please select molecule(s) of Pocket, not including Protein/Nucleotide, and click [OK].

[ P2-L1-W &2 = 0O
. [ pro 1 [Receptor] ZOHITIZY Y —FKREE T
‘ = lfrlasa ‘ O lig2g #®IN L, [OKl 227V v 7 LET,

ZORE, VT RFDRADBRILIZ Y £,
ZhiE, VH Y RSFDOT X TCORFNRr > v
O—7 Bl ol AR LET,

%7~ vV —gormEmic B pointd BEFSH, Ky
Yy hOT =T JARITEME NI Z LB TE E
T
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YTy ROBIREMT A =X AT 0 7 NFRINET,

m Docking: Select Ligand

Please select one Ligand melecule for docking, and click [OK].

Cancel

oz B lig2 2y V) —£REECGERL 0K 227V v LET,

VAL K, Ay hF BT e LTV
o o ettt 0 5 ||| AT ERIORTEEETH LG
Make grid data ﬂ"ﬁlé T\n@—o
Clustering
[ Clustering :::—:::rrofc\usten 10 [£ NERY 7%1“;%0)%14:5&%54 S
K
Show Customize Tabs TOBITIE. T4 hOSEOEE [OK] 22V
Conce v 7 LET,

[Show Customize Tabs] Z#7 VU v 7 +25&, RoX o THEDOFEMR T XA XERED
ARETY, AL 4186 Ry ¥ U 7EHE FEHIRRE) 2L T2 E0,

Ry FERREOFURES A 7 0 7 OEEOHIIILLTO@EY T,

HH LA
Docking Method fast I TR
moderate HECHRSE (7741 1)
precise fE CTREFE  (Molsite 1)
Number of candidate | 1557 1#i& D Hi J)%k
molecules
Make grid data 7Yy RERLET
1[FIH OFR TIIMATT N, A UZEEL &
Wy b EERDIRUE D GHEldE TE T
Clustering | Clustering W& A2V 7 LET
Number of cluster VAV REFERTy hOo7a—7 /I LET
Show Customize Tabs PR RTABREET HE TR RLET
KZDX T aFrT 5HE [Basicl % 7 OmEHEN—H
EEARAN BT OEENPLE (BT 512X
Cancel L THIATTLMEDH D)
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4175 FER DR

Ry ZHENTE T35 &, Docking Info B2, v &> VEHEIZHE - 72/bE5% (ligd)
BLORy X ZFEIZE D PRI 10 HO 5 1M (ligh ~ ligld) AT DR
JIEIZ U A FERIRSNET,

53 FHEE D BAEDEIZILL F D@ v T,
AGfE (deltaG, HHT=x/L¥—)
Aa7 (score, NyFor72a7)
RMSD (R ¥ ZEHEDO AT THWE Y T RITkd 2148)

Window Undo Help

File Select Display Color Option Expert Simple Screening Preparation d U
OOopNpEOREEA [
-] L1-p1 [™ Command View ¢ s ™ "untith

ied: 7 Docking ¢

Select Receptor Molecule

Docking

0, QL

- = g ||| ° J{%"‘ 482 % %
201 .QO
J‘f:' v &2 4 887"

Docking Info i Dy F %27 U v 7 LTT | F—%227 U v o745 &, BRSNIHFNR
3D HZ 1 >FORRSINET,
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Docking Info i CliL, Ctrl+ 7 U v 7 THEEOS T 2RI TE £7,

[ “untitled : 7 Docking &3 = O || B Consele | [T Docking Info &

image SA deltaG

score

RMSD

i
_ Ii]"’"ﬂ’
'-'v“-:rj " 462 785 22882 452

,
e
"'f'jf: " 462 -6.11 -25939 541

At H 462 686

Ny
_ Ii]"’" Q0
Dt H 452 -7.86

&
_ b!»_‘ 2
Ll -~ S A

4.17.6. FRDRHEF

-2.0077

-2.19%

-2.8879

162

9.8

88

(4.6 7uP =7 FORSFE)] 2R L, EEOARI T rY =7 FMRFLET,
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418. FyX 2 J8E2 UDDIYAHUEK)

VA Ra 1B ETLHHED Ry X VEHEOFEITH 2R LET,

FIEZLL T D@ T,

HUINDEaFHFAD

v

KFRFEDD

v

LS EFTHAD

v

KRRFEE@a(IN

v

7 RS B
R

BRIERCRE

4.18.1. 321NN mMmCIF/ PDB 7 7 A ILEZ A AL
FAFF—% L LT . PDBID 1m17 ® mmCIF 77 A4 /L& PDB 77 A VAKX 7 a—R
LC. mmCIF 7 7 A V& FHEHRABRET, 1m17 OB 14.17.1 mmCIF/ mmCIF/ PDB

TrANEA U Z =3y MER THRAL ] 2B LTI 7ESV,

MolDesk A A h—VHRIZT A 7 v FITHERL & L7 MolDesk Basic 7 # /L4 O T,
1m17 ® PDB 7 7 A LIS Ao TV ET,

[4.4.4 [File] - [Open Molecular File]] #ZH L. MolDesk Basic 7 # /X DHIZH 5
LN D7 7 A NVEGIHIAFET,

MolDesk Basic -> sample -> pdb -> 1m17_protein.pdb
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M MolDesk

- o x
File Select Display Color Option Expert Simple Screenin g Preparation Window Undo Help

[ef=JJofoli] <]z

MR = O || [ Command View 3 = O | [ "untitled : 1Initial State i3 = O || B Console i3 | [T Docking Info S BB mEB~-my=0

Standard Output
EDS CHECE TOOL v1.1.1 2014. Sep. 19

B oot [Prepal
ration|

H Insert from File

u Add Remote Compound

Add Fragment

—mod -mut -zot
INFORMATION INPUT
1) INPUT FILE
format &.pdb
2) OUTBUT FILE

se) db
3) SPECIFIED OPTION
—alt
—din

INFORMATION> DIVISION OF CHAINS.
CHAIN NAME RESIDUE NEAME RESIDUE ID  REASON (EXt

INFORMATION> EXIST ALTERNATE LOCATION INDICATCR
RESIDUE NAME RESIDUE ID  ATOM NAME

INFORMATION> LACKED MAIN CHAIN
RESIDUE NAME RESIDUE ID  ATOM NAME

[ Ligand Info 2 =8

INFORMATION> TERMINAL RESIDUE
RESIDUE NAME RESIDUE ID  DISTANCE

image name  SA

INFORMATION> SSEOND CANDIDATES

INFORMATION> CYS- (CYM) CANDIDATES
CHAIN ID RESIDUE NAME BESID ID

INFORMATION> EXIST NEAR ATOM
RESIDUE NAME RESIDUE ID  ATOM NAME

INFORMATION> LINEAR TORSION ATCM
RESIDUE ID LTOM NRME

7 v Console £ = O || WARNING: TOPOLOGY FILE NOT EXIST:C29 aa.cpl
SKIP RESIDUE ANALYSIS
INFORMATION> OUTRUT
OUTFUT FILE
separace.pdn

B prol #BIRLTHD E [Add Hydrogens] #727 U w27 L, ¥ o _X7ELERITKL
KL TWDKRFFRA O E BRI O IMEATNE T,

FEFORFRIEBL o~ FRZ VEHEORY VITEE LT,

V) —FOoRE T E 7213 3D i COBRIRSNTWA R IR L, Z1 6125t L CHEITAREZ
RPN a<y RRZ VEEICERRINET,

4.18.2. 1E&YWD mol2 7 7 A L EiEHAD

H [Insert from File] TULTFDO 7 7 A V& AT LET,

MolDesk Basic -> sample -> mol2 -> ERLOTINIB.mol2 % HiA A £ 7,
ZDEEMIE. Budd AA| Erlotinib D4y 1-CT9,

[Position Select] TiZlmousel ZEIR L. 3D WHEH D FRBEKAHEEZ 27 Y v 7 LET,
7Y w7 BT RFE RSN, V) —ForEEcy B oeamaEmanEd,
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esk = @O x

Fil Display Color Option Expert Simple Screenin g Preparation Window Undo Help
oopEEnAE BEBEN
MR = O || [ Command View 3 = O | [ "untitled : 1Initial State i3 = O || B Console i3 | [T Docking Info bR mEB-r=0

Standard Output
B3 X TOOL vi.1.1 2014. Sep. 19

1st  : inpuc DB file name

B oot [Prepal
ration|
insert from File:

—mod -mut —
INFORMATION INPUT
1) INPUT FILE
format &.pdb
2) OUTBUT FILE

se) db
3) SPECIFIED OPTION
—alt
—din

INFORMATION> DIVISION OF CHAINS.
CHAIN NAME RESIDUE NEAME RESIDUE ID  REASON (EXt

INFORMATION> EXIST ALTERNATE LOCATION INDICATCR
RESIDUE NAME RESIDUE ID  ATOM NAME

INFORMATION> LACKED MAIN CHAIN

= Ligand Info & =5 RESIDUE MAME ~RESIDUE ID  ATOM NAME
[ Ligand Info

image e | SA INFORMATION> TERMINAL RESIDUE
RESIDUE NAME RESIDUE ID  DISTANCE
INFORMATION> SSEOND CANDIDATES

INFORMATION> CYS- (CYM) CANDIDATES
CHAIN ID RESIDUE NAME BESID ID

INFORMATION> EXIST NEAR ATOM
RESIDUE NAME RESIDUE ID  ATOM NAME

INFORMATION> LINEAR TORSION ATCM
RESIDUE ID LTOM NRME

[ M Console 2

= O || WARNING: TOPOLOGY FILE NOT EXIST:C29 aa.cpl
SKIP RESIDUE ANALYSIS
INFORMATION> OUTRUT
OUTFUT FILE
separace.pdn

[Position Select] ™% 4.4.3 [File] - [New Project] ] &R L T 72 &0y,

VY —FoREHE . £7-01%. SDEE T, B lig2 227V o7 LTGRINL TS,

E [Add Hydrogens] #7 U v 7 LT, AbEWEIRITKI LRIE L TWD KB T% p A
Ta VOERIREETCHINLE T, 2D L X, {LAWIC Gasteiger TEMBAFIMIILET,

& ANL7EZ77ANN mol2 77 ANVDEE, mol2 7 7 A WVICERBIWN G ENDH5E
IF DOEREFAIARETN, KEBRFEZMMLZGAITEMEERLELETOT
THEL IV,

4.18.3. 7R v MMERL

Dock
[Dock] - [Make Pocket] #27 VU v 7 LE 3,50 FDiEIRNEZ L TWRNTZ0D,
LFDOU—= 78T alnFERINET,

M Warning

Make Pocket : Please select at least one molecule to make pocket before this command. Iif [OK] % 7 U > 7 L/ T ]7 —= :/ 7“ ﬁ/l)

= " you select molecule(s) including protein/nuclectide, pocket is made on the surface of

selected molecules. If you select molecule(s) excluding protein/nuclectide, pocket is ‘7 = 7“ % \‘(‘ﬁ [/ «C 753 % . ﬁj\% %%*}‘\1 1/ jz

molecule(s) itself.
a o
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BIRT 50 FORIAIC L > T, LUTFO 238 D IZAED I L Ed,

SN EMRODFERIR DFOEEEMRT v FO
= - [Make Pocket] - O g 2

By IVEESHATERR - DFORBICAKT v D
edsids m) [Make Pocket] W) g Tl

SFEEOEEZRry hoFu—7 RIZTHHEE
BN BETIIER S 25 £V BIR U E T, EEERA,

BELEZFTFOREIIRT Y FOFr—T RELERLIEWVES
Z R BRI T2 a2 (BEEIRA) LET, Zoga, &
7y bOZERITZET D XD ITERL E9,

FP1-L1 52 | =8| ZOHITIEINFOREIIRYT y NEAERT D729
=N sz B prol &Y Y —FREIE E 721 3D EiE T
g |

K

| ERL [Make Pocket]l® 27 V v 7 L £,

BN EPAR=AT 4 NRRET IR, Ry MNEROX A T u 7 BRERSE
o

W MolDesk
File Select Display Color Oy

= B || & console 3 | [ Docking Info BRpER B-m-=0
Standard Output
Input File name (mol2 file)

=Lt = 0 |/ command View £ = O |/ unitted : 5 Partical Charge 52

Bl Prepal
g2 ration|
nsert from File

add_atom, del atom, chg_atom, add bo:
nd move_mol, rot_mol, move_atom, del hyi

BB irpuc move increase-decrease value o
|| x= -15.463, y= -o.
OUTBUT MOL2 FILE

program is done normally.

Hgene

Jul.27, 2016

[ Ligand Info 53 =0
INFORMATION> main

image name  SA
There is 1 molecule in file.

a
Awnbl"‘ lig 2 4
i

program is done normally.

Hgene

Jul.27, 2016

S0 INFORMATION> main
There is 1 molecule in file.

Start MOPAC Single Point Energy Calculation.
TOTAL ENERGY = -5023.448253
program is done normally.

< >

Wy MEROZ AT 0 72Ky bORULEREE FEE AT LET,
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m Make Pocket m Make Pocket

make pocket make pocket

pocket size pocket size .

selected center point selected center point 7 7 A b

x: EEEEEERIE] A « BB A fiaE & LT 149LEU

: -9999.990= A . 2627 = A N

y y HD23 Jii - Z 541

z: -9999,9%« : A z: 55680 : A

gize size

radius(A): & = radius(A): & =

coce G

FUDEEIZLL T D E B DO GIETHEE LET,
EEHE (BEE ZANTD

V) —FNEE %7213 8D Bl TR ZBRT S (HEER)
JFF 2 BEOBIR L1255 813, TN OFREENR 7 v OHLERE L 72 £,

Ry FOEERIE, A T vl D radius TRETE 7,
LU, fulaais LT 149LEU HD23 i8R L, 2% 6 Al L7=fICTT,

[ *untitled : 6 Partical Charge 52

™ *untitled : 7 Make Pocket 2

BIR L7277y b3, BEOFEHOEKT KNI, RNy b7 a—7 5n
FRENET, FROVETHERENET,
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4.18.4. 70— J HDEIR
R FMBIAN TSRS T —T 803 55X FOFIETHIFRTE £,

3D i TR T 71— 7 KA R BIR L7 7 o —7 JHIBRE NS
(Ctrl+ 7 U v 7 THEGER)

4185 FyFx 2 JitE

m [Dockingl #7 UV v 7 LE7,
ZREROFRENET A v = F A T a I RFRrENET,

M Docking: Select Receptor

Please select Receptor Molecule(s) including at least one Protein/MNucleotide, and click [OK].

OK i Cancel
[ P1-L1-pl 32
» [ pro 1]
By coficiz B prol #BR LT [OKl 27V v 2 LET,

- [ point 3

SBEEGFL, Z NV EELIER T e RIK 1 OG0RRBERDH Y £, (LAY, B
BREZALTHNTHENPENEE A,

Uy ROBRFGIEEIRET DA T 0 I IRFRSNET,

m Docking: Choose method to select Ligands

Method to select Ligand(s).
®One ligand in Tree/20 view:
() From file(s) (sdf/mol/mal2) = 0)'&”"6 Lj: a‘:‘ - * v }\ D

[One ligand in Tree/3D view]
DEFE [OKl 227V »v7 LET,

Gance
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U ROBRZRET A v =

m Docking: Select Ligand

. _ _ AT TNERINET,
Please select one Ligand molecule for docking, and click [OK].
VA RE L THWILEWET21TEL > Y
Cancel —FURWE E 7213 8D A5 1 %R L%
R
Cetpl 8| = B :
» [ pro 1 [Receptor] '|
> B poink - zoficr Bllige #3RLT [0KZ2 Y v 7 LET,

Ry & VRN AT DA T v 7 BFoRsnE T,

Ry % Z7EREORE, WiEs 724
Vo T OREREEANTLET,

Method Number
moderate v~ Mumber of candidate molecules: 30 -2
[#] Make grid data S | peke
o ZOBITIET 74V FTEHEAELET,
ustering
MNumber :@ii [OK] %7 U \\/y Li‘a—o

[ Clustering Number of cluster: 10 -2

HEHHOEWRIX [4.17.4 Ry v N E21ERKRT 5 |
EHMRLTLEENY,

Show Customize Tabs

Cance

[4.17.5 FEROMER] 14.17.6 FERORE] 22 LT Ry X FEROMER L IRGFE
ITWET,
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4186. RyX U5 E HMRT

[Show Customize Tabs] &~ % %

Docking
S N Sz Ak
Method Number IV w7 FTHERyFUTHED
moderate Mumber of candidate molecules: 30 -2 gi%ﬂ}%&ﬁ@&jﬁS\%% éhiﬁ"o
[~] Make grid data
Clustering
Mumber
b Clustering Number of cluster; 10

[ Show Customize Tabs]

ancel

FEMIRRE 2 7 DT 7 v bakENL [Docking] - [Method] DIz LV #7220 £,

[Docking] - [Method] 7% [fast] DA

[ Docking X m Docking
Basic | Custom_1 Custum_2| Basic | Custom_1 | Custom_2
INPUT DOCK - Docking method

ASAMET: METHOD: DOCKSP:
@PAR ORicH DAMPPA: 10 (2 @FLEX ORIGI @ NORM (O FAST

GEMERA: 1 = NUMCON: 50000 | MATCHE 2 =
GRID

(Lowmin: 25 5] (Lowmax: 35 [£] [ uPRMIN: 50 5]

-

UPRMAX: 120 4 MOVNUM 200 - [CANDID: 100 (2

EVALHB C1ROTLOH C]RrOTPSC

PROBDE 65 RADVDW: 0.6 RADELE: 0.6

Ak 4K
Ak 4K
Ak 4r

DAMPVW: 0.99 RADMES: 1.4 MARGIM: 6.5
ITERAT: 3 =
DOCEK - Score calculation

CONF WETVDW: 1.0 [=] WETASA: 1.0

ATMMDL: ONFLE 100000 =] cONFOR: 100 [ AT 1o Elne el 1o E
OALL @UNIT boin: 07 [5] pHASE: 2 [=

Gance ancs

WETELE: 1.0 |-

ATMMDL=UNIT, DOCKSP=FAST, MATCH=3. LOWMIN=2.5, LOWMAX=3.5,
UPRMIN=5.0, CANDID=10
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[Docking] - [Method] 7% [moderate] DA

[l Docking bt M Docking
Basic | Custom_1 Custum_2| Basic | Custom_1 | Custom_2
INPUT DOCK - Docking method
ASAMET: METHOD: DOCKSP:
@PAR ORcH DAMPPA: 10 |2 @ FLEX ORIG @ NORM (O FAST

GENERA: 1 [2]  NUMCON: S0000[=] MATCHE 2 =
GRID : . .
PROBDE 65 [=] RADVDW: 06 [%] RADELE 0.6 [2 [ T | 3 =)

- -

UPRMAX: 120 L2 MOVNUM 200 |2 gﬂw—m_:‘]
. 000 [ . 14 [ . 85 =
DAMPWW: =| RADMES: = MARGIN: 2 ] EVALHB [JROTLOH ROTPSC

MERAT 3 |2

DOCK, - Score calculation
COMF WETVDW: 1.0 = WETASA: 1.0 = WETELE: 1.0 =

-

ATMMDL: CONFLE 100000 -2 CONFOR: 100 |2 WETHYD: 1.0 [5] WETANH: 1.0 2
@ALL OUNIT oo, 07 [2]  pHAsE: 3 [

Cancel Cancel

ATMMDL=ALL, DOCKSP=NORM., MATCH=2, LOWMIN=2.5, LOWMAX=3.5,
UPRMIN=5.0, CANDID=100

[Docking] - [Method] 7% [precise] MDA

[l Docking * m Docking
Basic | Custom_1 Cuslum_2| Basic | Custom_1 | Custom_2
INPUT DOCEK - Dacking method
ASAMET: METHOD: DOCKSP:
@PAR ORcH DAMPPA: 10 |5 @ FLEX O RIGI @ NORM () FAST

GENERA: 1 5 NUMCOMN: 50000 MATCHE: 2 &
GRID

PROBDE 65 = RADVDW: 0.6 = RADELE 06 =

' * ' UPRMAX: 120 [=] mownum 200 [ [ canpip: 100 |2

. 099 [= . 1.4 [+ . B3 =
DAMPVW: = RADMES: = MARGIN: = [ EVALHB [JROTLOH [JRaTPSC

ITERAT 3 =

((owmin: 25 [ (Lowmax: 3.5 [3] [ upRmMIN: 5.0 2]

DOCK - Score calculation
COMNF WETVDW: 1.0 == WETASA: 1.0 - WETELE: 1.0 =

-

ATMMDL: lCONFLE 100000 =] CONFOR: 100 [= WETHYD: 1.0 [ WETANH: 1.0 |2
@ALL OUNIT o) vipin: 07 2] pHASEE 3 [=

Cancel Cancel

ATMMDL=ALL, DOCKSP=NORM. MATCH=0, LOWMIN=1.0, LOWMAX=1.2,
UPRMIN=3.0, CANDID=100

67



FEAIERE # 7 OB OFBIXLL T OEY T3, 75X myPresto O R¥ = A FESM LT

<IN,

[ INPUT |

HHE B

ASAMET ASA OFE 1L PAIR/RICH
DAMPPA JRF- R DLREL

[GRID] 27V RFRT v VAR

HHE A

PROBDI Wy bR & AR O PEEE EIR
MARGIN GridPotential O#iHD~—
ITERAT A L= 70 IR LR
RADVDW vdW D5 SR B 1

RADELE e DB S R BEAT I

RADMES mesh SUAERD 7 1 — 742
DAMPVW vdW R DFREL

[CONF] UHv Rar 74—~k

HHE B

ATMMDL JRF-E7 L OFEE ALL/ UNIT
CONFLI confomer A=f% D i KA TRIEL
CONFOR AR D Bl RS

DAMPIN Bl DJR1[# vdW BRRf O X v 77 7 7 B —
PHASET torsion [FRIHADGEAHEL
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[ DOCK - Docking method] 7 w—/ \LH—F

HH B

METHOD K %> 7575 FLEX/ RIGID

DOCKSP R & v 73t RIE1- 08 ) £ 2 NORM / FAST
CANDID 7 — Y — TR

GENERA BOA DB

NUMCON R+ DH LA T

MATCHI FEA T O X A 7 A

LOWMIN FEA T OO TR/ ME

LOWMAX AT O O T BR B KA

UPRMIN FEATH O D _ERR e/ IME

UPRMAX FEATE DL D FRRR AR

EVALHB ZUNGEEV I RO, BMEEBRE LI2KERSEOFE YES/NO
ROTLOH U7 R-OH JoElfs YES/NO

ROTPSC IKFEAEA FRER & L 7 BB o lEE YES / NO
MOVNUM JEERSE %3 5 3[R

[ DOCK - Score calculation] % =7 EE

HH Bl

WETVDW 2 a7 FHERED vdW DL

WETASA A a7 FHEEED ASA OIREL

WETELE A a7 R R OFEDOFREL

WETHYD A 27 FHERE DIKFERE B DIREL

WETANH BUNTBEEV T RO, BIGMEEBRE LToKFM G O
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419. FyXUJ5E3 EHDIVAHUFK)

VW RE77ANVPOEEEET 2560 Ry X VRHEOFETH 2R LET,

FIEZLL F oY T3,

S UINDBETIHAD

v

KRR F 20

v

Ty bEERT D

tamor (L agaas | Tan Tl lsifhel/maln s

v

EEE b U CEg &0 - 3 TTALEL 5L BIRE ATRE

[y FEE
v

ERIERBCRT

4.191. 321N BDO mMmCIF/ PDB 7 7 A ILEZ A AD

TAMT—=42L LT, PDBID 1m17 DX LRI EH T 7 A VIS FHAIARE T,

[4.18.1 # /%7 &® mmCIF / PDB 7 7 A V% 5A5ATe) LRI UFIETPDB 77 A /L
Bt ABE T,

4.19.2. Ry FMERK

[4.18.3 A7~ MERK) LRI CFIETKRY v FEEMRLET,

4.19.3. AAHFD 3 &tik

m [Dock] - m [Docking] #7 U v 27 LET,

SRERDOBBREET A v =V F AT R IIPERINET,
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M Docking: Select Receptor

Please select Receptor Molecule(s) including at least one Protein/MNucleotide, and click [OK].

oK ' Cancel

] P1-L1-pl 52

By
!>n|i92

» [ point 3

—
|

oz B prol Z®IRLT [OKl 22U v 7 LET,

ZERIFIE, XN EERIERS FERK L OTLLERD Y £9, LEH, P
BREZATHNTENENEY A, L, A7y FOZEMITZET D X O IT®RL T

S,

Uy ROBRFGIEEIRET DA T 0 JIRFRSnET,

m Docking: Choose method to select Ligands

(®) Mo conformer.

() Yes

Method to select Ligand(s). Z BT
T — [From files(s) (sdf/mol/mol2/SMILES)]
Do you create 3D coordinates with adding H atoms and charges ? %%Tﬁ L.
() No, Do nothing.
Do you create conformers 7 Yy o ]\\67\% D3 ykﬁﬁ:@ji%'ft %

IT9 2 E 9 73 [Yes] ZiIRL,

Conformer A fkiZ. &7 4/ +D
[No conformer] %33R L £,

[OKl 227V v27 LET,

Do you create 3D coordinates * EERIEDOIHEE OFBIXLL TOEY TF,

HH

A

No, Do nothing.

ANTZ 7 A MK LTS EIE LW T, 77 A VF O TIEH (FBARE, HEinf /e
L) 2x0FEH->T Ry U IHEEZEITLET,

Yes

KV T R TFORBUIZKZBRTEZMAIML T, 3 RITEIFE L72%I1Z. MOPACT
AM1 CEREZMMLTNE, Py Z3HEICERLET,

3 WITIERE{kIZ, AMBER GAFF2 713312 X % = 3 v ¥ —hw Ml (Bidil) #H5
EHESTIZOWTEITL, FHE 1L, Console iz, FHHEEREOR 7 (FEHEH )
MERENET,
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Do you create conformers ? B OIHE OFANIILLF O#E Y T,

HH Bl

No conformer. Conformer £l & FEIT L EH A,

Yes Conformer £ % %17 L £9, myPresto @ confgeneC 7’1 7' 7 LAZfENET,

IIT, Tuvel FEHLNEDRE L TRWEEE, UTOUV—= 7l it E S

DT, RGFLTHLHW, [Docking]l #7 VU v 7 LCH U#E/EEZ LT 72 &0,

Docking with multi sdf/mol/mol2 files : Please execute "Save As". This command is
i l % available after saving the project by [File] - [Save As].

T A IVERZ A T a7 T, MolDesk DA A b—VBHZT A7 by TIHER E 7=
MolDesk Basic 7 AV A DOFIZHLILLTFD 2 77 A )L EEIR L FT (Shift+ 7V v 7 T
BHEER) ,

MolDesk Basic -> sample -> sdf -> multiO1.sdf 1T oleEMEETe
MolDesk Basic -> sample -> sdf -> multi3.sdf : 3 ToflvEmEETe

[BA] 22 Vv r925&, Zb 4 U Ty RGI2onT 3 RtbEtERMTOhE T,
M OANTBHIEEMELTMoR 774 ILZERBIRL KX, 3 RTELIEERITTER

Ao, MOR 77A4ILDIEEIE. T TIZ3RTIEESN TSI EARHREELRY
9,
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41943 RuALLE=2F T 74

B3 KITALHEOREZHRTHILEIID TRA, MBIT2EICHED DEA1X [4.19.5
R 738 1A TS IZEN,

SWIIL L2031 7 7 A IV ORFEGEETIZ OW TR L £ 77,

SWIALFENK T T DL, 7uvaZ FEREFL WD 7 14 % [PROJECT] &35
L. [PROJECT] -> work -> database LA FIZ mol2_files] & \W\NHDZRITD T /L E B4R
SNFET,

(mol2_files| 7 4 /WA LA TFICIZNF T L D7 4V ZNEFETER S, 5FZ L D7 4L
ZOHFZIZar 7 r—~v—TLtOmol2 7 7 A NNPEETHINET, (4 BRU EOR
HEIEDFRINZ DN TAEM, 7 FRICF T AHLBFET 2581213, JEF RIS [FRFC
AR )

[PROJECT
[PROJECT
[PROJECT
[PROJECT

> work -> database -> mol2_files -> 3d001 -> 00000001-01.mol2
> work -> database -> mol2_files -> 3d002 -> 00000002-01.mol2
> work -> database -> mol2_files -> 3d002 -> 00000003-01.mol2

] -
] -
]-
] -> work -> database -> mol2_files -> 3d002 -> 00000004-01.mol2

mol2 7 7 A VDL )V— VIZLL T D@ v T,

[ (#F) |27 +~—F% (#F) l.mol2

Imol2_files| 7 #/VAE FICIZZINHE 1 2O multimol2 7 7 A MZE L D=7 7 AV
(all.mol2) HHETIZNFET,

[PROJECT] -> work -> database -> mol2_files -> all.mol2

TrFANVAINTEY RoF o TEEOY Ho REATLIESEASIE. 3 koufbZiThenoT-
PAE Y. mol2 files 7 4+ /L2 NREIFRICERKR SN E T,

AR STz mol2 7 7 A WZIE T OBRTERFEE & Z 1 b (FRRT) il h 7,
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@<TRIPOS>COMMENT
LIGANDBOX ID = 00000001-01
COMMENT LOCATION = HEADER
SOURCE = SOURCE
SOURCE_ID = NS-00204087
SUPPLIER

ENAMINE
244490869
MOLECULAR FORMULA = C13HI18N30

IDNUMBER

MOLECULAR WEIGHT = 232.307

MOLECULAR CHARGE = 1

SUM_OF ATOMNUMBER = 125

SUM _OF ATOMNUMBER MINUS CHARGE = 124
NUM OF DONOR = 3

NUM OF ACCEPTOR = 2

HOMO -11.9705

LUMO = -4.2755
NUM OF CHIRAL ATOMS = 1

NOTE = ENAMINE 744490869;Enamine (Fragment) 744490869;

@<TRIPOS>MOLECULE
00000001-01

35 36 0 00
SMALL

MOPAC_AM1

@<TRIPOS>ATOM
1cCl 4.0440 -1.4180 -0.0780 C.2 1 LGD 0.3547
2 N1 2.9170 -0.6340 -0.0930 N.am 1 LGD -0.3512
3 N2 4.1590 1.4370 -0.0800 N.2 1 LGD -0.1045
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4195 FyXx 2 stE

Ry TRREME AT LA T n I RFoRsET,

Ry JRVROFEE., #iEs 7 24

Method Number

moderate Number of candidate molecules: 30 1% U ‘\/ 7‘0)ﬁ/§\$\5 73? E %]\jj L/ gi ‘j‘o

Make grid data

Clustering

mes ZOBITET 7 A0 R THELET,
— “o%% [OKl 20 v LET,

Clustering

Show Customize Tabs

PR T4.17.4 87y NEAERT 5] 2L T2
Cancel é l/ \o

ATILTZ 42D Y T RGFIZO0WTO Ry ¥ o Z3HEFE A Docking Info B IZ—5
RRENET,

M MolDesk 2 o X
File Select Display Color Option Expert Simple Screening Preparation Window Undo Help
OONPDEONREEHBEREREE N
CPpl 8 = B ||/ command View 2 = B ||M pj1:80c P = B || B Console |[™] Docking Info &3 o im
B0t 3 m M imag SA deltaG  score RMSD
B point2 ration|
Insert from File: & : ~
e 3 a0 872 3695 183
Make Pocket 4
5
Find Pocket. ? 0\
= Lo ol 441 86 35867 484
K ‘SE\mR:cepthol:(u\e qI"
1) Docking '
N
mDockingNMR ﬂfof f an 749 31683 40
q
Y Autoocking
ﬂfar)é‘ L a4 818 -33M6 872
q
[ Ligand Info 52 ==
imag name  SA 8&0\
ﬂfojo B a4 -859 33776 863
q
i) 106 2 441 741 3071 9%
q
e : N
[ v Console 32 sgl|*yt 4a 735 30 785
[ I
*’“cjob‘ H a4 695 20605 98
q
< >
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Docking Info M D& H 1%, FANEE 72 IXFIEIC Y — FA[RE T,

A a7 TY— b LIZRRBITY,

& Console | [7] Docking Info &2

image SA delta score RMSD
L~ f H 441 -a72 -3.6395 183
q

L &‘* 44 -8.6 -3.5867  4.84
qJ”

oS
H
’9)‘ 3.32 -1.67 -3.4192 57.04
HO )j o
P

‘D""“UJ; H 441 -318 -3306 472
q

L~ f H 4.4 -8.59 -3.3776 863

[4.17.5 #EROMER] [4.17.6 FERORMF) 22 LT Ry X 7FEROMR ERT%E
fTWET,
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4.20. Ryx 2 T5tE 4 (R MER)
Ry MEREITHOHAD Ry FTHEOETH 2R LET,

& Ry JEHEAZHWT, ¥ U BORROARTRY v k&M 5 ik
& [FouX UHELEHAWEREERRN v MEFRE (Molsite)

D2OMNHY ET, 2 TIHEIFEICOWTIHAL £,
4.20.1.PDB 7 7 A L& HAHKFRIRF - B &0

[4.4.4 [File] - [Open Molecular File]] #Z M L., MolDesk @1 > A h—/LEFZT A7 bk
v FIHERE S 7= MolDesk Basic 7 #/V X OHIZHHLLTFD 7 7 A ViR AIFFE T,

MolDesk Basic -> sample -> pdb -> 4KN6.pdb

ZoOTF—2OHMIE 1441 [PDBl] 22 L T ZE0y,
VY —FREE T, 4230 B AL, KD 8 Sk~ AT (Shift+ ) v 7 ©
BRI LET,

M MolDesk = o X

File Select Display Color Option Expert Simple Screening Preparaion Window Undo Help

OO OREEAR R B

= B ||/ command View 2 = B ||/ *untitled : 1 Initial State 53 = B || B Console [ Docking Info &3 o im
8k H B =8
o iig2 mics
wat3
u Insert from File
E Add Hydrogens
Make Pocket

Find Pocket

Select Receptor Molecule

image SA deltaG  score  RMSD

Docking

H Docking NMR
ﬂ Auto Docking
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E [Add Hydrogens] T, K& L CTWAHTRTOKRFREF%2 ((bEMIL., pA T a v
OFRBEIREET) ML E3, ZoOE, EmbfimEnxd,

4.20.2. 7R vy MMEFER

o
a pro 1z U —F /R H TERN L [Find Pocket] 27V v 7 L%,

I
T OEREZITHOTIC [Find Pocket] #3792 LA TFTOU—=0 7 XA T a7 )
FRENFT, TOLEEIINFEEIRL TOLHEFETLTLEIN,

Find Pocket : Please select molecule(s) including at least one protein/nucleotide before
&= this command.

I\

ZITE Al edb 1 oOZ NI ESF Ry F 2 RIRLET, ¥ 7HS
FEIBRS F 2P L b 1 DBIRL TR, # X B EI3mLSN D8R D
DTOEDLENARETT, BRLIZSFORE LTRSS v MREREITWET, 207k
D, Wy FOZERITZET D L OITBRL TS ZE0Y,

Wy MERFMERET DA T 0 S BERRENET,

M Pocket Candidate

0. of Candidate; :'< . ~
L ZOBICIET 7 40 hO&IETHE LET, |
Radius of Pocket(A): 4,00 %
ZoFEE [OK] 227V v 27 LET,

Minimize no. of Points: 5 '"3I

® fast
O fast (by sitegene)

_precise (by MolSite : MolDesk Screening)

| OK | Cancel I
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FHAOHIILL T O@Y T,

HAE

Bzl

No. of Candidate

R MER O

Minimize no. of Points

Ry N7 a—7 HOk NG
INED o —TERDRNRr y MIMERM ORI L ET

Radius of Pocket(A)

Ry hO¥EROBEZE (A) fast (by sitegene) TASHLET,

fast

Il TIRKG L 2Ry MR TG A

fast (by sitegene)

i TS EE 22 R & MRS J71E (sitegene 12 K D)

precise

Molsite (& X 2 @R 7 v MRS

RIED DD &0 10 DRT v MEiN A a T IHICFE RS ET,

M MolDesk

File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

OONBDCEOREEARREE N

[ P2-L1-W-p10 22 = O || Command View 52

Make Pocket

Select Receptor Molecule

Docking

E] Docking NMR
m Auto Docking

= O |[[ *untitied : 4Find Pocket 52

= B || B2 Console [ Docking Info &

image SA deltaG  score  RMSD
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4203. FyX 2 stE

m [Docking] #7 U v 7 L¥7,
ZRROFER BT A v =V XA T IRFRENET,

m Docking: Select Receptor

Please select Receptor Molecule(s) including at least one Protein, and click [OK].

Cancel

M P2-Lip. 2| = O

» gpm‘L\)

> lig2

) Dt zopicir B prol 2L [OKl 227V v 7 LET,
> [ point4

5 I point 5

BRI, N TEEIERS FeRIK 1 OGO HERDH Y £3, LEH, P
BREZATHNTHEPENEE A,

Uy ROBRFIEEIRET DA T 0 I RFERSNET,

M Docking: Choose method to select Ligands

Method to select Ligand(s).

OL

ZOFITE, T AN D
[One ligand in Tree/3D view]
OFEFE [OKl #7V v LET,

m Docking: Select Ligand

VB ROBREET XA T a RN

Please select one Ligand melecule for docking, and click [QK]. %ﬂf\‘ é j/[/i ‘a_
oe ]| Cancel DI RELTHWILEWETZ13HEEZ>Y Y —
FOREA E 721 3D EED 1 OB L ET,
] P1-L1-p1 2@] = m
» B pro 1 [Receptor]
g-LEN copicir B lige #mIRLCOKIZ2 ) v LET,
[ pointg

Ry JRRRMEANNT DA T 0 7iRFoRsnET,
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Ry FEHROREE, #iEs 7 24

Docking

Method Mumber . U \/70)%‘%7&87&]\7‘3 L/ij_o
moderate Number of candidate molecules: 30 |2
Make grid data
Clustering : O){&]J—’C‘\@if?‘j7 j‘/l/ ]\ VC“§+% Lij‘o
Cluslering :Lljnn:::rrofcluster: 10 [= : O)i i [OK] ;5.) 7 U b4 7 Li‘é"o

Show CustomizeTabs | FROETHH OFRIL 14174 K7 v FEAERT 5

BTSN,
o ][ G

bolbRATORVWRTy b (Ryy bOFTY ) —RREET-HFLICHDHD) &
EALT Ry Z7HAERETEINET,

ZNLS DRy MIHBIBICHIBR S E T,

DR "R L TRy o ZTHEZITWO WAL, = [Delete Molecule] T
HEHE N WA TYy FEVZ2aT7ORWRZ Y FE2TXTHIRL TS Ry ¥ 75
EIITLTLEES N,

[4.17.5 #EROMER] [4.17.6 FERORMF) 22 LT Ry X 7FEROMR ERT%E
fTWET,
4.21. Molsite IZ& B Ry FMEFR - Fy XU JE
Molsite |2 X 2 EEE 2R v MERIZOW T L 97,

421.1.PDB 7 7 A I EHRAKERF - EFE{TN

[File] - [Open Molecular File] ©, MolDesk O > A b —/LHHIT A7 kv FITHERK & U
7= MolDesk Basic 7 + /L& OHFIZEH HLLTF D7 7 A V&GRSR ET,

MolDesk Basic -> sample -> pdb -> 4KN6.pdb
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BHZ A T4kn6) 13, 7V oREEEED—>TH S HGPRT (B RFH o Fv - 7=
VIRARI RNV N T AT 2 T—) &, ZARITEGEEREM T s YT e, VR
— 251 U VDA LI B E B AT O TY,

V) —FOREE T, X NTE, LAY, FESKD 3 D&~ ATEIR (Shift+7 U v 7 T
BHGEIR) LET,

) MolDesk - o X

File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

OONPCRIREEHER BB
and View &2

= 8 | comm = O || untitled: 1 Initial State 53 = 0O || B Console| [ Docking Info 52 | [7] Screening Info G

image A deltaG  scoe  RMSD

Add Remote Compound
n Add Fragment

= Delete Molecule

E Add Hydrogens

Delete Hydrogens

E [Add Hydrogens] T. KL CWDH T XTOKRZERTFZMHMLET,
ZOBE, T EIITEMbAIME N E T,

X ALEMOKFERTFAIME. p/ -h/ m O3FVOATL a v BBRTXETN, KN

BOFMIT MolDesk Basic ¥==27 V] ZZHRBLIFFEN, ZZTlE. T 74V D
p ATV a BN L ET,

wic, B lig2 #58IR L dkie T u [Partial Charge] % 3247 L. MOPACT7 AM1 CEfif
HEZ L b Em 245 LEJ,
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4.21.2.Molsite IZ& 2Ry MEER

o
a pro 1 %> U —R/"Hm CEg L [Find Pocket] #7 V v 27 L%,

V'~
3 DFERZATHTIC [Find Pocket] #5473 2L TFOU—=0 7447 w3
FoREINET, TOHAREFFFEERL THOHITLTIES N,

i& Find Pocket : Please select molecule(s) including at least one protein/nuclectide before
4355 this command.

ZITE AR E L 1 ODF R IENFRERLET, F o\ VHESFEDRSED L
OBIL T, Z o T ELUSDOEE D3+ HEHD T ENARETT, BIRL=oF
DOFRE ETHRT v MERZITWET, ZO7D, Ry bOZERIIZET 5 L 912 h 1%k
WL T ZEW,

¥ Molsite 1X# /NI B DRT > MERIZHIG L TWT, R0 FITEERNSRE LT
WEH AL

Ry NEREMERET 54T a7 BRASNET,

No. of Candidate: 10 = Z @fﬁﬂ’(“@i

Radius of Pocket(A): ~ 4.00

[precise (by Molsite)]
BN ET,

Minimize no. of Points: 5

O fast
O fast (by sitegene)
© precise (by MolSite)

$% MolSite Tix, UAP 731 &9 25D ligand DR 12 IR % 7 > MERIZ K v
VIR E LET N, UAP 3 71d. [Helpl-[Preferenel-[Molecule] T#H/~7J HLLFD
BT, 774/ P TRESN TV DD FUSNDEED T2, 2—FRRETDH L
MTEET,
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UAP 55+ %EF L7=WiEA1E, LLFO[MolSite UAP file path] (2 F L7205+ D
mol2 7 7 A WA ZFA LT, [Applyl £721Z[0K] #27 YV v 7 LTCHEE L T D EHE
LTLIEEN,

type filter text 6. Molecule crot

1. Molecular dynz Force Field --- [ TplgeneX 1:

j‘ Zc[fe“;“g © AMBER ff99SB O AMBER parm99 O AMBER parm96 O CHARMm22 (for Amino Acid Only) O CHARMm19 (for Amino Acid Only)
) o.n O FF_set* (User selection)

5. 3D view

6. Molecule Protein Force Field : f99_SB_ILDN_aa

7. Internet RNA Force Field : RNA_OL3

8. Other DNA Force Field : DNA_OL15

ANSI Support

Force Field --- [ TplgeneX Water | :

OTIP3P OOPC3

Force Field --- [ TplgeneL ] :

O GAFF ver2.1 O GAFF ver.1.8 O GAFF ver.1.7 O AMBER parm39

Protein > Content of standard amino acid (%) 80

Nucleotide > Content of standard nucleotide residue (%) 80

Glycan > Content of standard glycan residue (%) 80
MolSite UAP file path C:¥Program Files¥MolDeskBasic¥ mypresto¥template¥uap.mol2

Apply and Close Cancel

4.21.3.Molsite [C&k 2Ry MEEDIF|EL - B

Molsite |2 L 2847 v MEROFHHEFFR O B 2L TFO@EY T,
WHIFHFIZE U CTRICREZIT O LI H Y FHA (AL y FIEFIFR TITWET),

Intel Core 17-4790K 4.0GHz
/16GB A€V [windows8.1
8 W5 CHELT
PDB 4kn6 (1555 Ji1) 1143
PDB 1m17 (4744 J71) 15 5y

[ MolDesk
File Select Display Color

pgop@i
ezlip. B = 0

o ZofITIE, BHREE TR, 10 DR Y MRS X I TIRICR RS NET,

g2

B point4
B point5
B peint6
B point7
B points
B point9
B peint 10
B peint 11
B point 12
B point 13
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4214 FyXx 2 JstE
WIZ Ry X 7R EZITWET,

m [Docking] #7 U v 7 L¥7,
ZRROFER BT A v =V XA T IRFRENET,

M Docking: Select Receptor

Please select Receptor Molecule(s) including at least one Protein/Nuclectide, and click [OK].

OK : Cancel
I P2-L1-p. 2| = O8O
» gme\)
> lig 2
) O et zoficiz B prol @R LT [OKl 227 ) v LET,
> B point 4
» M point 5

XBEWGFE RV ERFERIRLOGUSBENLH Y T, [LEYOEREZE AT
THENEVEEA,

Uy ROBRFGIELIRET D25 A T a0 I RERRSNET,

m Docking: Choose method to select Ligands

Method to select Ligand(s).
@ One ligand in Tree/3D view

() From file(s) (sdf/mol/mol2) al 0)@”’6 @j:\ 5‘:7 + v ]\ D
[One ligand in Tree/3D view]
DEFE OKl 227V v 7 LET,

Concel
m Docking: Select Ligand VA ROBRENRS Z AT 0 73
FRINET,
Please select ene Ligand molecule for docking, and click [OK]. U 7] y ]\ & L/"C)EH W Z) 'ﬂj/a\%%
Cancel VY —FoRE R E 72 1% 3D Hif 5

1 O8RL £,

] P1-L1-p1 23] Tmr
» [ pro 1 [Receptor]

|>
> B poinks otz B lige 2@ L<ORIZ 2 Y v 7 LET,

Ry FHRFMEEANNT LA T 0 7RFoRSnET,
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[l Docking x

Basic
Docking
e T RoX o ZREORE, MEs 724 v 7 Of %
moderate v umber of candidate molecules: s
Makegrlddaia 7"5? E%]\j} Liﬁ”o
Clustering
. Number . e
Cluslerlng Number of cluster: 10 -2 : @{%J‘(‘\ai? 7 j‘/l/ ]\ —’C“g‘l‘ﬁ Li‘ﬁﬁo
ZoFEE [OK]l 227V v 7 LET,
Show Customize Tabs
Concel

bolbRATORVWRTy b (Ryy bOFTY ) —RREET-HFLICHDHD) &
EALT Ry 7HARFEITINET,

TS O o bEEBIIC RS ET,
BIOH Y o b EFEA LT Ry %2 73R E T 001

= [Delete Molecule] T+ LV 2Aa7DRBWRZ Y FE2TXTHIRLTHD
Ry ZTHEEZFITL T IEEN,

R & 7 ROMES L RAFITRTEI 2 Z L T Z S0,

ZOFITIE, b AT DR - TS & EfEEE (1ig3, [Color] —[Atom] —[Any] Tk
B CHERR) LRSS, RMSD=1.31A 720 L7,

MolDesk

Fie Seect Diplay Color Opton Expet Smpie Screening Prparstion Window Undo Hef
dopppiREEAROR

o = Cornm Docking

© Conscle ™ Screer
an B2 &R .
) P06
B e [+ B 9o Rl ] P
e ek S
S A s
21
[o [0 poll
3L
[ [P .
Dod
g 48
[
— 2
age et
-y ol a8
= - it 3
% 0% &
Pl
o g
=
B
— ‘7 3 486
‘g
Py s
\v(‘; ‘
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422. FyX> 455 E5 (NMR E8BT—4)

Z R - LB DIRE IR DR NMR BT — 2 2 AT 28560 Ky X 0 755
DETH 2R LET,

® FIENMR T, ¥ /\J 8 - {LAEWDOREGERIZET 265D DIRECTION 7 —
HaWELET,

& KU NRUELALEWDNIREGE T E LE T,

& N UNRUE - {bEME Ry XU UEET D, FEBRIC K 5 DIRECTION 7 —# L&
#1225 DIRECTION F—# D3 =2 L—3 g AEOMHBERRKICR D L 5 Ibd
WA ElE L, HEPREEE THILET,

FIEZLL Fom@mbY T,

| svoEEsmAG |
v

| tamo» L ETBAS |
v

| mrubatmds |

v

NMRERT -9 %
FudFAT

v

| kuFvosE |
\ 4

| exemcss |

® NMR EBT—XIZL5 Ry X2 ZHEOFEMIZ. myPresto I[ZIRfF STV 5
lsievgene NMR USER MANUAL| #ZM L T 72X,
4221. 832N EDPDB 774 ILEZRZHAD

T A RT—4 &L LT, PDBID 1A9U (Mitogen-activated protein (MAP) kinase p38 « )
D PDB 7 7 A )V itHriABE T,

MolDesk DA > A h—)UIRIZF 2 7~ v FITHERR 17 MolDesk Basic 7 4 /L ¥ O HZ
1A9U ® PDB 7 7 A /LIS A5 TV ET,
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[4.4.4 [File] - [Open Molecular File]] #Z&M L. MolDesk Basic 7 /L X DHIZH D
UFD7 7 A N il E T,

MolDesk Basic -> sample -> NMR -> Pro.pdb

M MolDesk
File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

dopnpEoREEARQR

= 0 |/ command View £ = 8 |/ untitled: 1 Initial State 52

B prot Dyna
mics
ﬂ Insert from File

Make Pocket

Find Pocket

Select Receptor Molecule

= B || B Console | [ Docking Info &% a

image SA deltaG  score  RMSD

Docking

m Docking NMR
[ PR

[ Ligand Info 22 =0

image name  SA

DT ARNT =X CIEBECAKBIR O MMNET L TCWD 7280, KEBR-OMINTETE
BB/ ISV 3

4222 L&D mol2 7 7 4 ILEEAAD

H [Insert from File] TULTFDO 7 7 A V& AT LET,

MolDesk Basic -> sample -> NMR -> Lig.mol2
Z oA WIE. MAPK p38a . p38 S OFRFFEMFLER] SB203580 D4y T,

[Position Select] 1% [file] Z1%IR L F 3, [Position Select] Dbl 4.4.3 [File] - [New
Project] ] ZZML TS,
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M MolDesk

- o x
File Select Display Color Option Expert Simple Screening Preparation Window Undo Help
OB NREEHARREE N
[mEaRR R4 = B || Command View 53 = B || [ *untitled : 2 Insert from file 52 = B || B Console [ Docking Info 3 SEL
B prot E % a m imag E delt RMSD
o g2

Insert from File
Make Pocket

Find Pocket

Select Receptor Molecule

Docking

m Docking NMR
Y suo0ecins

[ Ligand Info 53 =0

image name  SA

4
;—ORN lig 2 406

[V Console 52 Sl

7 7 A VOEEEIALE BN S, Y ) —ForEmEIc S, B ckamasEmshEd,

® Z DT AT —F TIHBUIKER T O L BRATINTET LTWDH 72, KRBT
DA FATE T RIZHESR F T,

® ANL7=77A4N0Nmol2 77 ANVDGE, AN17 7 A VHEOEMIIRGFESINET, A
SRR ERFEIIITOER A, BWIEEN RV EAEYITE T EMHEEZITo T EE
AN

4.223.7R7 v MMERL

[4.18.3 B v MERK 28R L THRY v MEREZTOET, 27 L. 2o 2g B prol
<l ibat B lig2 #45E L £,

M P1-L1 E ]

- @ pro1 :@{Ejfli 'ﬂﬁ/lfl\%@%%gﬁg%ﬁ&‘/ }‘@701:1‘—‘7\){—?'\&:
~ﬂliq&
LET,

et B lig2 % U —FRMiE E 72 1% 3D [ TR L

Oy
[Make Pocket] Z#7V v 7 L9,
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VT RgTtORFDRICRD, VT R FOTXTORFNRT Y hOTa—7 8
Tl o Tn 2 E PR TR 2T,

7=, vy —grEmc B pointd BERIN., By hoTSn—F ERRICEMS N
CLBHERTEET,

M MolDesk = o X
File Select Display Color Option Expert Simple Screening

OB NREEHARREE N

CIPI-L-p1 2 = B |/ Command View 3 = B | [ "untitled : 3 Make Pocket 53 = B || B Console [ Docking Info 3
0 prot | Prepa|
ration)

ﬂ Insert from File

Make Pocket

Find Pocket

Select Receptor Molecule

Preparation Window Undo Help

image sA deltaG  score  RMSD

Docking

m Docking NMR
Y suo0ecins

[ Ligand Info 53 ==

image name  SA

4
;—03‘ lig 2 406

[V Console 52 =]

4.22. 4 NMR E£BT—42 DA AN

m [Docking NMR] #727 U v 7 LE7,
SREOBREMET A v —F A T r I BNEREINET,

M Docking: Select Receptor

Please select Receptor Molecule(s) including at least one Protein/Mucleotide, and click [OK].

| ok |[ comel

] P1-L1-p1 23
> | pro 1
’g"g.i? zopici: B prol ##RLC [OKl 227V v 7 LET,
> poin

R AIE Z NV ESFERIRL OGOUENDL Y £, LAY, &Rz E A
TVWTHNENEEA,
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YTy ROBIREMT A =X AT 0 7 NFRINET,
)ﬁ/l\&bf)ﬂb\éﬂﬁ/\%itiﬁi%y) —FOREHE £72IX 3D D 1 OR L £,

m Docking: Select Ligand

Please select cne Ligand melecule for docking, and click [OK].
Cancel
= P1-L1-pl 32 | =l
» @ pro 1 [Receptor] ,
> B ponks - zopick B g2 #®RUTOKIZZ U v s LET,

R LA DO ERKFIRACONWTOEREANT 2544 T u IRFRENET,

m Docking NMR

ecking MR [Method] TRy ¥
Methed MNMR files =LA N ~

® Rigid Select NMR coefficient file | | Select NMR experiment file E"‘ﬁ.ﬁ{i %lgj:ﬁ L/ jﬁ ‘a—o

() Flexible number atom  coefficient(x1.0E5)  experiment : @’fﬁj—’c“&i [R]_g]_d] 7‘{
28 H1 1.0
2 | H 10 HEIRL £,
20 H3 1.0
£ H4 1.0
3z H5 1.0
SR [Method] ®FEfMI
S [4.22.7 NMR ERT— #1255 Ry ¥ 7
R B ABRLT
9 H1Z2 1.0
o 1o <EEW,
42 Hi5 1.0
42 Hi6 1.0
e |me w0 [Select NMR coefficient file] &

2 Make gric cats [Select NMR experiment file]

Show Customize Tabs VC\\ NMR igﬁ?\— ﬁ %J\jj L/ji ‘g—
Concel

NMR ER T — X 213 A BRI T — 2 & A URERERMET — 2 D290 H ) £,
NMR EBF— 21X GUL £ 7217 7 A A A LET,
ZOFITIE T AN B AN LET, [4.22.6 NMR £ —2 D7 7 A VA S ITHEAT

TZEW,

NMR #EE7—# %2 GUI A1+ 28481% 14.22.5 NMR E7F—% D GUL A )| #&RL
TL7E&V,
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4225 .NMR E8T—4®O GUI AA

NMR ERT — % DA HETIZ A7 7 ECTEEANT L HEE 7 7 A VTAT S
TERHY £7,

AT ECESZAITHGEIE UUTDO X DAY U EEFERET — 4 (experiment)
DEIEEZ AT LET,

AV UARRURELT — 4 (coefficient) (2137 7 4 /L F T LOBAN SN TWETA, HEZE
BT&EET,

M Docking NMR

Basic
Docking MMR

Method NMR files

@ Rigid Select NMR coefficient file

() Flexible
number atom  coefficierlix1.0E5)  experiment
28 H1 1.0
29 H2 1.0
30 HI 10
31 H4 1.0
32 H5 1.0
3 He 1.0
4 H7 1.0
35 H& 1.0
36 H9 1.0
37 H10 1.0
38 H11 1.0
39 H1Z2 1.0
40 H13 1.0
4 H14 1.0
42 H13 1.0
43 Hi6 1.0
M H17 10
45 H18 1.0

Make grid data
Show Customize Tabs
T

4226 NMREBT—2DT7 74 ILAA

NMR EBT— %% 7 7 ANV AT 5 HEEZRHL £,

[Select NMR experiment file] 7R % > TR U EMERET — 4 (experiment) 7 7 A /L
% . [Select NMR coefficient file] R % > TR U 5EFUERET —# (coefficient) 7 7 A /L

EANNTEET,
BIRT 5 NMR ERT — % 7 7 A VOFLIRFIILT .nmr LRo>TWARERDHY 7,
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Z OFITIX, MolDesk DA > A b —)LEFIZT A7+ v FI/ERK & 4172 MolDesk Basic 7 %
WHEDOHIZASTWD NMR ERT — & 7 7 A )V E it irdr £,

[Select NMR experiment file] R¥ > %27V v 7 LLLFDT 7 A Vil E T,

MolDesk Basic -> sample -> NMR -> expr.nmr

W Docking NMR
Basic
Docking NMR ’—OKJ 7 v 7 LZE é °
Method NMR files
®Rigid Select NMR coefficient file [Se
(O Flexible
number atom coefficient(x1.0E5) experiment . >t S 1 pehe
[ = e
2 H1 10 experlment DNZE @Tﬂi p‘l’ﬁ&\_
29 HZ2 10 0.17688
30 H3 1.0 017682
SN EEA,
31 H4 1.0 0.17682
32 H3 1.0
33 HB 1.0 0.18183
kXl H7 10 0.10497
35 H8 1.0 0.19487
36 He 10 0.18198
37 H10 1.0 0.27479
38 H11 10 0.22519
39 H1z2 1.0 0.32519
40 H13 10 0.27479
41 H14 10
42 H15 10 0.22519
43 H16 1.0 0.44043
4 H17 10
45 H18 10 0.32519
Make grid data
Show Customize Tabs
oK Cancel

NMR FEEF— 2 757 A VD7 4+ —~<v MILLTO®EY ¢,

AV URBRFRE T 7 AV
IEEMZEENDKFEDI L, 7T NEFHET G E T HKERFIZONT
1172812, TRERFID) TEF4] TR % ZoIRIZZZB X)) TRl LE T,
21T, F7T 1 AT LEN Y THATIEIAY MTERRLET,

F14%%%0% Tsievgene NMR USER MANUAL| O G)XO42%% T, HHEIRED HFH
L. JEMRZIRWNGEIL0.0 Z4ELET,

; NMR signal coefficient (3rd value is force coefficient)

Iz

29 H2 100000.0

30 H3 100000.0

93



31 H4 100000.0

GUIDERIIRE L0 TIN, 77 A VAT DEEIL1.0E5E LI BIEZT R LET,

A URBRIERIEZ 7 AV
NMR EB T 57 A VR I FEBREICHOWT, [JRFID] (R4 [ 7L atE
R 2 ZONRICZEAXEIY TRl LE 7,
2T, T 1L ATLEN Y THDLTIEI AL MTEHRRLET,

; NMR test suits (laco, use excel sheet calculation)

I3

29 HZ2 0.17688
30 H3 0.17688
31 H4 0.17688

4227 NMR EBRT—RIZ&kD FyFXxUJEE

Ry & ZRIREGIEOBBIILL T 0@ Y T,

HH B
Rigid By MMeahaiis (EEEZEEL2RW) ELTRyFU73EL
1 SOfEfiitEE L H I L ET
Flexible UH Yy MW ERELZEZ N D Ry ¥ 73E L
b DOBEMIMEEZ ) LET

ZNZE, myPresto [ZfJE L T\ % sievgene NMR @ sample (26525 2 2D A7 U7k
(nmr_sample_inputl.in . nmr_sample_input2.in) OFFHEFMEEZFH L TWET,

ZoflciE, FEFES LT [Rigidl Z2%RLU, [OK] 227V v 27 LET,

Ry FEEPKT T2 &0 ZOBTIEEMEEDN 1 OFE I ET,
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M MolDesk
File Select Display Color Option

CONCPRIREEERCEEB

CIPI-L-pt 2 = 0 |[ Command View 2 = 0 | “untitied : 5 Docking NMR 52

B R B &2 8

g2

B point3
Insert from File

Make Pocket

Find Pocket

Select Receptor Molecule

Expert Simple Screening Preparation Window Undo Help

= O || & Console | [ Docking Info 5%
RMSD

SA deltaG  score

mage -
'
03 a6 ez s om

Docking

m Docking NMR
Y suo0ecins

[ Ligand Info 53 =0

image

name
"
"Oi% lig 2 406

[V Console 52
|

Docking Info i f ClEffitgid 28R L 427 U v 7 L. TAdd Selected Docking Result] %
HIRT S Z LT, oMM E % Ligand Info BB 5 Z ENTE ET,

B Console |[7] Docking Info 53

image SA deltal sCOre RMSD

F{)%J” 406 -8.23 -39681 0.8

........................................ Add Selected Docking Result

[ Ligand Info &2 = 0

image name

H .
F{ﬁgj lig 2 406

H .
F‘O%J lig 4 406

NMR EER7 — 22 LV eOfiE (lig2) AMEESn (ligd) ZLPHEETE £,
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[4.17.5 #EROMER) 14.17.6 FERORF) 2R L TRy X 7REROMR &R T%
4228 NMR EBT—RIZLB FyXUFHE HFHETE

[Show Customize Tabs] R"¥ %27 U v 735 &, MR EDZ 7 (Custom) HBFERII
S

Basic

Docking NMR
Method NMR files
@ Rigid Select NMR coefficient file | | Select NMR. experiment file
(O Flexible
number atom coefficient(x1.0E5)  experiment
3 H1 1.0
4 Hz 1.0
5 H3 1.0
& Ha 1.0
10 Hs 1.0
13 H& 1.0
15 H7 1.0
19 He& 1.0
21 Ha 1.0
24 H10 1.0
26 H11 1.0
30 H1z 1.0
34 H13 1.0
36 Hi4 1.0
39 H1is 1.0
41 Hi16 1.0
Make grid data
Show Customize Tabs
A
0K I Cancel

SRR E DT 7 v FiREIL. TreO# b T,

Basic | Custom

INPUT
pampea: I8 |5

GRID

PROBDE: 65 || RADVDW: 0.6 5] RADELE 0.6 [2 pAMPVW: 0.99 [2
RADMES: 14 =] MARGIN: 65 [Z] meRaT 1 [2

CONE

CONFLE 100000 = CONFOR: 100 = DAMPIM: 0.7 |25 PHASET: 3 [

DOCK - Docking method

METHOD:

OFLEX @RIGID
GENERA: 1 [2 NUMCON; 30000 |2 MATCHE 3 |5
LOWMIN: 1.5 [£ LOWMAX: 3.5 [2 UPRMIN: 50 [£
UPRMAX: 120 [2 MOVNUM 0 |2 CANDID: 10 [£
[JevaLHs ROTLOH [JroTPSC

DOCK - Score calculation
WETVDW: 1.0 |2 WETASA: 1.0 -2 WETELE: 1.0 | WETHYD: 1.0 (=
WETANH: 1.0 |2 WETNMR: -200.0 £
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Custom #Z 7% F Rkt 25 L, Basic Z 7® [Method] (ZZFE &AL 20+ TIHEEL
778y, [Method] % L7241 Cancel] 27 U v 7 LTHFy B LTHD

R m [Docking NMR] #727 U w27 LTL &0,

HHOBMBIILL T O#EY T, S HIZEEMARFINI DWW TIE, myPresto D R¥ = A &

ZHLTL X,

[ INPUT ]

HHE B!

DAMPPA G R B DIFRA ORI
[GRID] 7V vy AT v IV ER

HHE B

PROBDI Ny bR L AR T O R ERR
MARGIN GridPotential OO~ —
ITERAT A L= T IR LIEEL
RADVDW vdW D5 FUERBER IE

RADELE #iv e OO B8 SR AR 12

RADMES mesh SERD T o —7 4%
DAMPVW vdW DRI

[CONF] Vv Rar 74—~k

HH B

CONFLI confomer ARk D i KERATEIEL
CONFOR AR 2 B EE SR

DAMPIN Bl DJR ] vdW BREf O X v 77 7 7 B —
PHASET torsion [RIFADBEAHEL

[ DOCK - Docking method] 7 v —/ \LH—F

HE A

METHOD R % 7 J1% FLEX / RIGID
CANDID 2 — 1 L — F R
GENERA ROA TP B2
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NUMCON KT DH LA T

MATCHI FEA T O X A 7 A

LOWMIN AT DL OO T BR e/ IMil

LOWMAX AT O O T BR B KA

UPRMIN FEATH O D _ERR e/ IME

UPRMAX FEATE DD FRR R AN

EVALHB BRI EV T RO, B EZE LIoKFEREEGOFE YES/NO
ROTLOH U # > R-OH JoMmlfs YES/NO

ROTPSC KFEREB ATHER & v X7 BB O lalE: YES / NO

MOVNUM JERE %3 53 [EL

[ DOCK - Score calculation] A =7 EHE

HE B

WETVDW Z a7 FHERED vdW DR

WETASA Z a7 E RO ASA DIFE

WETELE A a7 FHRR OFE ORI

WETHYD A a7 HEROKERE G OB

WETANH B gEE )T RO, B EBR LI KFEREORK
WETNMR NMR I D 2 = 7 HIE S 4% 5

A3 FH X UUEHE

B TBEORT v b (EHEESNDFT) O I By REEETHZET, Ryfw
THR—AOEEREILEIT) 2 ENTEET, XU\ 7EOMEITEINLEEA, BTy
FOERIIVEDH Y FH A,

U T R+ OHFRLEE

[Move] ==~ K72 ECIrnE9,

RE(ERHROERE L LT, AT RV —AGHEZHEET,

4231.mmCIF/PDB 727 A ILEA 2 —2y FTHAAD

[4.4.1 [PDBl] #Z&M L. PDBID [4kn6| D4y % il aABE T,

4.23.2. KZIEF - EROfH0
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VU —FoREETC, X NI E ALEY)., fERKD 3 Dhk~ U ATEI (BEHEGERIIL shift
+ 70w 7) LET,

M MolDesk - o x
File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

OORNEROREEAR RSB

= O || Command View 2 = O || untitied: 1 Initial State 22
0ot Dyna Prepa|
0oz mics ration|

wat3

ﬂ Insert from File
E Add Hydragens
Make Pocket

Find Pocket

Select Receptor Molecule

= O || B Console 12 | [ Docking Info % B #E8~-0-=0
Standard Output

INFORMATION> DIVISION OF CHAINS.
CHAIN NAME RESIDUE NAME RESIDUE ID  REASON (EXt
B a 1RP HOH 301 1 TERMINAL ¢

INFORMATION> EXIST ALTERNATE LOCATION INDICATOR
RESIDUE NAME RESIDUE ID  ATCH NAME

INFORMATION> LACKED MAIN CHAIN
RESIDUE NAME RESIDUE ID  ATGM NAME

INFORMATION> TERMINAL RESIDUE
RESIDUE NAME RESIDUE ID  DISTANCE
Lys THR 102 123 22.733

Docking

E Docking NMR
m Auto Docking

INFORMATION> SSEOND CANDIDATES

INFORMATIONS CYS-(CYM) CANDIDATES
CHAIN ID RESIDUE NAME RESID ID

INFORMATION> EXIST NEAR ATOM
RESIDUE NAME RESIDUE ID  ATCM NAME

INFORMATION> LINEAR TORSION ATOM
RESIDUE ID ATOM NAME

WARNING: TOBOLOGY FILE NOT EXIST:C99_aa.tpl
SKIP RESIDUE ANALYSIS
INFORMATION> OUTRUT
OUTPUT FILE
separate.pdb

1V Console 32 L= | ottt isisietototniobbiiataiaiate i

INFORMATION> main
There is 1 molecule in file.

program is done normally.

< > < 5

E [Add Hydrogens] T, K& L TWDHTXTCOKERT% (LEWIX, pA T av
OfFBEIREET) ML ET, ZOB, EmbfME5InEd,

& THEINYILUIOBNX, ¥ T HEOKRFRAOMMELTIT> T I,
> XU RTEOKEBIRTOFINE myPresto @ tplgeneX 23TV E T3, T DORE,
[Help] - [Preference] — [Molecule] — [tplgeneX] TER L 7= iz Tx v
NI7ED PDB 7 7 A NVOIRERFICEMERPFTLASNET, FEIRYy X7 T

L2 OEMEREHFEICEALET,

> ALEMOEMF G IEMERFE O OIZLETT, [Add Hydrogens] %547 L 7=
& X2, myPresto ® Hgene 71 7' F L7 Gasteiger THEM AL £,
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4233. FFFkyXxT
FEH Ry X TOETHEZRLET,

B lig2 @R L. [Movel %7 U w27 Li-t%. 3D B M lig2 %4 K7 v/ LT
GSFDME RS v 745 L9512 T 5003y TF) bPFNfBsEL E4,

[Move] 122\t 14.24.16 &7 () oB#EhlElR] 22 L T7EE0,

O lig2 #®AT [Delta G] #517L£7,

Ry %2 7R — X0 ERECHE, T72bbTE Ny 2 7NFT I, OB
IESEET,

[AlIF1Z Docking Info [Hif

HHE =X/l X —deltaG EAFH I F T,

&) Conscle | [ Docking Info &2

image SA deltaG sCore RMSD
HE, AT HE

N

s

.86 -8.24 -2.5824 454

- 4
"

[Delta GIDFATIE, RLARYT > &ML 2 BIHUEOFETIZZ U v REHER
REZ2 D20, SHEREFENAES 2 £9,
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e B lig2 2@A T [Delta Gl& %47 L £, 1IRIH LV & RO CREN T T

L %7, £72. Docking Info Hifi® deltaG fEA 1 [HIH X VB LET (ENLVLEL
Tz HRLET),

& Console | 7] Docking Info &2

image SA deltaG score RMSD

H HEHF
Fo £
| Ho
186 -0.02 -20635 105
H

?F‘(N

i N H

q

424 ‘bt ERE

ICEWETITREZRE T 2 HIEEBH L £, (LEWETITERED =~ > N m e
HYET,

4241. 77 AIIZ&L BIEEMDTRHAH

n [(Insert From File] : 77 A NVEEEL THFEaAARET,
FeAIAD B 7 7 A NWIEHUL sdf / mol / mol2 / pdb / mmCIF / SMILES T,

M Position Select = - 7 /I, /I/igﬂ%){?(ﬁ [POSitiOn Select] ﬁ’f V= 775)2%/71“ é *sz#o
[mouse] : S8DWEHDO~TY AT Y v gl fbBGE AT
e [file]  : ALABOT 7 A AOIEOE F TILAWE AT

K ZUNTBEEANNLIESGEIE, 774NV FTSSHAaLERLET,

42424 08—y MK BIEEMDFHEHAH

n [Add Remote Compound] : A > ¥ —F%v MEHTHOFEHAARET,

PubChem Compound ID, & 72/% KEGG DRUG/LigandBox ID ®
WL EASNLET, 2D £7212 3D Z@IRTEE T,
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m Add Remote Compound ]\jj —91—,\\‘ % ID %%@{ﬁd &i N 'fﬁlj 2 &f\

Internet PubChem D4 . 120000
© PubChem Compound D' 120000 2D v i
() KEGG DRUG / LigandBox 1D HTS1610-05154872 2D ~ LigandBox D&, HTS1610-05154872
> Sk = N4
— T9, (FlE LTI TICANSN TS L TFEH
LT, AJJLELTLEENY,)

4243. T T L— ML BILEYMDFHAH

[Add Fragment] : EELH THEEZYHMEEE LTANLET,

m Add Fragment

BINTE D57 I 5 FFA T,
(O Phenyl (CBH3) (O Carboxyl (COOH)
O Cyclohexyl (C6H11) O Cyclopentyl (CHI) oy FFEEEIR % . [Position Select]
24 7nu7 (Lid [Insert From File] @™
M ESR) RERRINET,

4.24.4, KZREFOHHIN & HIBR

ZITIEHE. T AT —HE LT 4182 {LAWD mol2 7 7 A V& FiIiATe ] ML T,
LT D7 7 A )W fidriidr, LAIBEOFEOBA L 9,

MolDesk Basic -> sample -> mol2 -> ERLOTINIB.mol2

IKFIFEA ORI & HIBRZAT 5 TR OV TRHRA L £,

E [Add Hydrogens] T/KFEFEFDOfHN% [Delete Hydrogens] T/KEJR1D

HIBRZAT 5 Z &N TE ET, ALEMITKFBIR 12T DE2E. Gasteiger 15 TaEfr & [FRF
WAL 9,

IEEWIET 2@ R LI a 3, LN OmEEAFRR LT KRBT EZLLTD 3180 756
BIRTE £,

W Add Hydrogens to ligands : select Hgene option

(®) -p (Dissociation) (2 -h (Non-dissociation) (O -m (Metal coordination)

L ok || o
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1. —p (Dissociation) :
P P b R T RE RS ARBIRIR BB LT 72 B & D WK AN, BB O H a2 FEr LE3,
FEVE B REEEIZ 35V TR DK FAT IS sp3 IRAHIE Z FF>7 I L D AT DONT
KOG L TE LD, TIVYy, 77 =V UHEEICOW TS REEEE OKFA RS 2170
7
RIGT 5 EREEIILL T O®@Y T,
FRPEERERS « DAVRF I VI, U UL, AVIR R
HWIHMEEREH  sp3 IBRROT IV, TV, I T =V U RON T
—RIIIKBERP TR OA T v a v & T 74V N TEIRLET,
2. —h (Non-dissociation) :
PRI M B REZE DS FEMRHEIRABIC 72 B K D VKB, FXEMOERETH LET,
3. —m (Metal coordination) :
SBENAKFMAINA T Y a V() DBEE STV DL5E, FREMIEIZ OV THREE, X
1%, FEFRBEIRAEIC 22 DARRICKFEMN, BB O HE TR L ET,
K3 DHEIEIZLL F @) T,

s FA— - AR
O o
N N ‘jr H \W
S—H S
O 0
s B Rudd Ak c T RT Y

H

0] 0] | B
)J\ /O\ — )’I\ /07 N\ e 3 N\
NTTH N — N N
H H N—N N—N

< FL— XY 1R 0 RN, Nk, N oS3 CFmiEE A oo Lol gsh)
@] O

/ \ Ho # \ ,.H H / \ _H ,—j{ ,—j{
—X Y— N N —s N N Ho _H H _
/N /N / \ N O
H H H H H H H/ /

X ALEM DOKFZTINZL, myPresto @ Hgene 7’12 777 A2 XV £9°, EfEOZEMIZ.
myPrestob. jp TABIIN TV 5 [Hgene FEMIERFHE] 2 T8I &V,

ASRIOFITIE, T7HNVED —p A7 arDEETIOK] 227V v 7 LET,

ZOBITIIFEAAAIALE D 1 ST, BEOAEEWD & % R T Z IR
BIRL T ERROBELTT S 2 & T L TOKERFOMIMEZITAIRZFEITTEET,
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4245 L EYRERFDIT 5 —

{EEWZERET DERICLL T O L 5 0G24 7 a FRRRSINTGEIL AL FREENICHRE
ERFETHLZEERLET, 20D, HE Y E LTHEM L TWD myPresto
MFIATTEER A,

Error

y - , Task failed. Please check whether you executed [Add Hydrogens] at
\ ' molecules.

OK

Warning

i Cannot execute this command. Net find cutput mol2 file of this molecule. :
lig1

OK

DA, MEOHRERSTIREE 2 T2T — 2T 20BN H Y £97,
ZNTHEITTERWIGAIL myPresto THA TEX W+ Th oD, T bHHIBRLTL
7ZEW,

xR E LT, E [Add Hydrogens] T/KZERTE(MLTOLFEATT D, HDHWIT

[Delete Hydrogens] CTKFZJRTZHIFRL CTHDHEITTDHET—NEMETE D
Banbo £4,
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4.24.6. {E=4E&E DTN
b2 2 AN 5 1B HOWTCERA L 97,

% 1 DRI L2 RAET - [Connect Fragment] #3735 &, SR L1
GRIR LR F0S0KBFR LS OBEIEE 2 IS LI AERT) IS TOWFRno
{fbeptE s nE 4,

Methsl (CHS)

Ethane (C2H5)
Phenyl (C6H5)
Carboxyl (COOH)
Cancel Cyclohexyl (C6H11)
Cyclopentyl (C5H9)

(C) Ethane (C2H5) (O Phenyl (C6H5)
(C) Carboxyl (COOH) (O Cyclohexyl (C6H11) () Cyclopentyl (CSHE)
¥ ol ¥ ol p il

KR %22 IR Phenyl (C6H5) Z AN

[ Ligand Info 2 = B8 [ Ligand Info 52 = B8

image name SA image name SA

NN
S -> Gl
Durgig B lig1 4.41 Dy Ib*ﬁ lig 1 5.32
1 ]

Ligand Info [Hjifi® 2D #1530 & SA (BRAESME) OEPEFHINET,

® v RETRNIHLT E [Add Hydrogens] T/KFZRFZ(ML T ZI0,
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o (LEMITKBFEADMIIMEI N TRYVVIREET - [Connect Fragment] #3179 % &
T =20 £7,

4.24.7. [RFDEH
JE A BT D T EICOWTCIRIA L £17,

% 1 DRI L2 RAET - [Change Element] #3179 % &, BRLIZE 7%
C. H.L O, N, P, S, F, Cl, Br, IOWTFNODRFICEBRTXET,

JRFEHEBRORETFOBNFELTND & T —Ilhdew, HT OKRERFLSN %

BT DAL, HON O TOKERT % [Delete Hydrogens] THIFR L TH<

TEEMERLET,

4.24.8. [R FDHIk
A ZHIRT 5 HEICOWTERB L £,

JFF % 1 D EITEEGRIR L 72RET [Delete] Z%AT9 % & —FEHIBRTE £7,
HIBROKE R, HEE O FIZokrSh 2 5HE 130k s ET,

2 DDA & ER HIBRDAER 2 73 F 1253 Wt
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[ Ligand Info 3 = O [ Ligand Info &3 = 8
image name SA image name SA
.owojﬂué% lig 1 4.41 w lig 1
“ —
ﬂHz
mwofé lig 2 3.25

",
4

4249 .FEE DA, HBERBDER

fEAALTZY . MAREEEL L2 T2 HEICO W THALET,

m Change Bond Order

2 DOJFF &R L7KRET

u [Change Bond Order] #2179 % &
1~3 KB E TOfMEZIRFHIHEATE X7,
FEE DT DG BT A OIRBNEL SN ET,

Gnce

ATHIC [Delete Hydrogens] T/AKERF-ZHIBRL T Z LA HERE L 5, #
ADEBRBRIHED T JEN DD =T —I272 0 7,

°
o

4.24.10. EfFEtE
(LB E T ITBED B E D HFIEICHOWTH LE T,

B OB £ 1213k 28R LI REET ﬂ [Partial Charge] #1795 &, 2R
LIALEME IO TR CORFOEMTtEE A Tx £,

B Partial Charge

0 Gasteiger O MOPAC7 AM1 ©MOPAC7 PM3 © MOPACT AMT BCC FIEFLLTD 6 ONEINAJGET
ORESP (RHF/6-31G*)  ORESP (RHF/6-31+G*)
for docking / MD for precise MD j—o
Gasteiger, MOPAC7 AM1,

MOPAC7 PM3, MOPAC7 AM1-BCC, RESP (RHF/6-31G*), RESP (RHF/6-31+G**)
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Gasteiger, MOPAC7 AM1, MOPAC7 PM3, MOPAC7 AM1-BCC (%, Hgene 712 7 7 A
TEHELET,

RESP (RHF/6-31G*). RESP (RHF/6-31+G**) |%, AB-initio & b ¥FH 717 T A
Platypus-QM TaHHE L £ 7,

mol2 7 7 A JVIZFHE LB NG A S E T,

Gasteiger MOPAC7 AM1 MOPAC7 PM3

[Color] - [Atoms] - [Charge] T Color /i

4.24.11. #EERE{E

MG A LT 5 B DWW TR L E T,

{EEWE T2 13 %2 IR L7 fRHE T E [Clean Geometry] % EfT9 2% & BIRL (LAY
F 72 IIBEICxE L cosgene (2 & D& RECET R 2 BT T £,

m lig 1: Clean Geometry

(C) Only "lig 1" molecule and neighborhood atoms

(O Fix position: selected atoms in "lig 1" melecule

o

SR FEOERNEOFHHIZLL T O#E Y T9,

BN A

Not fix BZER | WS LT

BRI LTS & 72130572 2 i i b
Only "4y 4" molecule and IR LIAEAWE IS X OZ0FEE (I y h4 7
neighborhood atoms PR 825 AN) M oORT v NNOTRTOF T ZEh)

L. RIS 2 [EE L TG R b

Fix position: selected atoms in | IBIR L7ALEW L 2 I3FET OEE DR F 2L EHFHR L
[4314] molecule LB E T2 13hET2 T & A R L
SNALERR L7 WRT% 3D Wi ETRIRLIOK]Z 2 U v 7
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K ALEWE IO REALF I, AKFERF 2L 2WEE O H, KRR 24
MMU7%E LD bEETE 22 H Y £9, KFRT 2 HN L7 RAE T i ki

I L= A, [Delete Hydrogens] T/KFEJF 7z HIbk L Th HiEE R

E [Clean Geometry] % 3FTL CAHATLIZEW, FDHEIZ, E [Add Hydrogens]
TAKRBIRF 2L T, BE, #HERELEFETLTIEZI N,

4.24.12. [RFOE
FEEERFF LI R E2HIBRT 5 HFIEICOW T L £97,

1 ODJFFZ IR L7 IREET H [Extract Element] #5473 % &R 2HIBRTE £7°,
JFEANEESCRICE L TWAEA., MaldrEEInEJ,

[Delete] & %720 3ok innEwi,
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4.24.13. [RFDEA

fe R LIS ERF 2 AT HEIC OV THP L £,

2 DDA EIN L72IRET [Insert Element] %32

fi¥5 e, ZRHOFRFHICC, O, N, P, S OVTAHO
P ARATEET, RFVESEORCBLTOD5a, #
AR SNET,

=SS TN

110



4.24.14. $5EDEER

JRF-THDfl & Z #5925 FIEIZHOWTHA L £,

A LTWA 2 0DFF%#FRE LT-IREET n [Torsion] #1775 &, 2 FOKES
EHEEOAETCHERIELZ ENTEET,

angle (degree) : | =

180 FE[nldix
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4.24.15. #£E& DOHIB&

EBHRE S 2 HIBR T 2 B OV TR L £ 97

HEFMKE LT 2 2OFF 21BN LIIREET n [Delete Bond] #3177 % &2 K HD
HEE S ZHIBRCE £7,

mIEE =0
- B lig1

[ Ligand Info 2

image name
NN
LS
Doy lig 1
¢
q

[z &= = g
. @ lig1
. [ lig 2
= 0 [ Ligand Info &2
SA image name

50
41 j lig 1

b
OH

I

/0

SA

3.52

0.50

[Delete Bond] THIBRCT& 2 DIXEFHEAE DA TT , EERNOEAZHIBRLL S L35 L

TRV ET,
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4.24.16. [RF (H) D& L [EER

Ji7 (H) oB#EeEEnz 425 HIEIZOW TR L £,

1 SLL EDJFE T 23R L7 IRAET [Movel #3179 5 &, ®RLZFT (H) %
ATERE S E - RS E 720 TE £9,

5 RT v 7 TWATHE

£ RT v 7 Claldn
Move Move | #E%IZ27 U v 27 LT [Move] T— FZMERL £,
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4.25. 1\t &Y®D 3 Rtik

Prepa

T2WIALBEWD 3IRTALZEATH T N TEE T, 999 [ E TOEED AT 7 7 A )V
EOEDICEELEDT, Ry ITHEDOY T RANIZ77A0E LTERATLZLEHTX
jzj—o

4.25.1.1t&¥®D 3 Xtik
WBELEZ77A40VE23KTIEL T, 3DMol2 7 7 A VIZERT B2 LN TX F14,

¥ AT 7 AN SMILES DAL, MOFBXDAN 7 7 A VDALY, HREE D HBE
< FET,

¥ AT 7 AD Mol2 DAL, [2D23D] 13ETTEXEH A, FRLUS O A S
ITLET,

m [Convert to 3D Mol2] T, #%%? sdf/ mol/ mol2 / SMILES 7 7 A /L DJEFE % 3 Ik
b L. 5 1222 1290 mol2 7 7 A NVEARLET, F/2, AR L7727 TD mol2
Ty A NE<—Y LT, allmol2 77 A /NVEIERLET,

FIRIZLL T D@ Y T,

OFuv=7 FEERLTWRWEAIT 14.4.3 [File] - [New Projectl] #Z&MR L CT{EED
Tyl bEfERR L £9, [4.6.1[File] - [Save As]] #Z L C7ay =7 FORGFL

ITWES, Yuvzy F@f%ﬁ%ﬁfKYK@m [Convert to 3D Mol2] #%Ef74 5 &
I RNY o =/ N s b=

m Warning

Convert to 3D Mol2: Please execute "Save As". This command is available after saving

A% the project by [File] - [Save As].

X ANT77ANDOYA XL ->TE, REEBVPVLEIZRDL G —ABRH D50, 2—FHk
T e e LE,
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X AT HAEMD T 7 A VA BIEIKGFSCENE £ 5 & IEF IO S R0 EMR
HYET, 77 A NAITEEKF T2 EORNTIIZEN,

&) m [Convertto3DMol2] #7 VY v 75 LUTOEAT a7 RNHETDT, 3%k
L DR BRI EEIR L T,

m Convert to 3D Mol2

2D-->3D make conformer

set substitute property name to identify molecules, if " <NScode>" or "<SUPPLIERID_*>" or "<IDNUMBER>" or " <idnumber>" does not exists in sdf files:

H

set supplier name if "<SUPPLIERMAME_*>" does not exists in sdf files (option) : SUPPLIER
Tag of moleculer names (option) : MOLECULE
SOURCE of input files : SOURCE

CHARGE : (® MOPAC7 AM1 (C) MOPACT AM1 BCC (long time)

Example of output mol2 file

@<TRIPOS>COMMENT

IDMUMBER = Value of <NScode> or <SUPPLIERID_*> or <IDNUMBER> or <idnumber> or (Property value user inputs above)
SUPPLIER = Value of <SUPPLIERNAME_*> or (User inputs above)

LIGANDBOX_ID = MOLECULE-"* (MOLECULE : User inputs above)

SOURCE = SOURCE (SOURCE : User inputs abowve)

SOURCE_ID = Value of <NAMIKI_ID> (if exists in sdf files.)

Cacel

% Mol2 7 71V

29TH®D,

[set substitute property name to identify molecules, if "<NScode>" or
"<SUPPLIERID_*>" or "<IDNUMBER>" or "<idnumber>" does tag does not exists in
sdf file ‘]

DILFHNDOANINEE /O TUFCRELS B L E T,

UL, sdf 7 7 A VEATT D HEEITAEN R T, ThUANDTEAD+7 7 A LT
FRRD U EH A,

DIz, AN sdf 77 ANDOFHEETHA T 4 Z— TR L TLIEEV,

% sdf 7 7 A /L% Windows TBIWCHEH 2GR T 25681%. 7V —Y 7 h® TeraPad »
#F) T3,
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sdf 77 A /L OfIIEEHR & LT, property 44 & L C, NScode *7-i% SUPPLIERID_* %

7-1Z IDNUMBER Z7-iZ. idnumber DR HHHE. Thbb,

> <NScode>
* Kk x

> <SUPPLIERID *>
N~ -

> <IDNUMBER>

* kK

> <idnumber>
* Kk x

(7272 L. *IHEESCFS)

a8

Pz

LRI TWDH A, MolDesk Tidk., HEIWIICAMKT D mol2 77 A LD a A MTD

IDNUMBER=IZ. sdf 77 A L0 |3 propery [0 LFF % LLTF O X 5 12k LET,

ZHIC KV I FORIENFREIC AR YD £,

(mol2 7 7 A N Ftak 1))

@<TRIPOS>COMMENT
LIGANDBOX_ID = MOLECULE-00000001-01
SUPPLIER = SUPPLIER
SOURCE = SOURCE
IDNUMBER = NS-000000001-0001
MOLECULAR_FORMULA = C8HINO4
MOLECULAR_WEIGHT = 183.163
MOLECULAR_CHARGE =0
SUM_OF_ATOMNUMBER = 96
SUM_OF_ATOMNUMBER_MINUS_CHARGE = 96
NUM_OF_DONOR =5
NUM_OF_ACCEPTOR =4
HOMO =-9.2167
LUMO =-0.5693
NUM_OF_CHIRAL_ATOMS =1

@<TRIPOS>MOLECULE
MOLECULE-00000001-01
2222000

SMALL

USER_CHARGES

@<TRIPOS>ATOM
1C1 0.2340 0.2060 -0.1420 C.ar 1 LGD
2 C2 1.5030 -1.9990 0.1260 C.2 1 LGD

-0.0357
0.3443
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3C3

1.5630

-0.5300

-0.3070 C.3

1 LGD

-0.1662

ZIZTO AR, AT) sdf Ty AND TR AL TR O@EY . AHIfEE & LT, property £
L LT, NScode F7=i% SUPPLIERID * #7-i% IDNUMBER F7-!%. idnumber ®DFC

A3 72 <, property 44 SID OFCIR - LvZginol= & LET,

Mrv1622910011607582D
14 13 0 0 0 O
0.2198 0.0635
0.9343 -1.1740
0.9343 -0.3490
0.2198 0.8885
-0.4946 -0.3490
-1.2091 0.0635
-0.4946 1.3010
-1.20091 0.8885
1.6488 -1.5865
1.6488 0.0635
0.2198 -1.5865
-1.9236 -0.3490
-0.494¢6 2.1260
3.6524 0.0000
2 3 1 0 0 0 0
311 0 0 0 O
4 1 2 0 0 0 O
5 1 1 0 0 0 0
6 5 2 0 0 0 O
74 1 0 0 0 O
8 6 1 0 0 0 O
9 2 2 0 0 0 O
10 3 1 0 0 0 O
11 2 1 0 0 0 O
12 6 1 0 0 0 O
137 1 0 0 0 O
8 7 2 0 0 0 O
M END
> <SID>

NS-000000001-0001

SRS

CoocoQCoocoocoooSSooo

999 v2000

.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000

cC
C
C
C
C
C
C
C
o)
N
o)
o)

0]
Cl

oo QCoooooo Qo oO

oo QCoocoooo Q9o o0

oo QCoocoooo Q9o o0

oo QCoocoooo Qo oO

el elolecReNoNoNoNoNoleNoNoNe

oo QCoocoooo Qo oO

oo QCoocoo0ooo Qo o0

oo QCoocoo0ooo Qo oO

cNelolecReNoNoNoNoNoleNoNoNe

oo QCoocoo0ooo Qo o0

cNeloleReNoNoNoNoNoleNoNoNe

oo QCoocoo0ooo Q9o o0
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ZO sdf 77 AT, ZOFEETIEH, HJImol2 7 7 A 12 IDNUMBER= OFtik73 T
ERNDT, ANJJ sdf 77 A NVD5F & T mol2 7 7 A VOFTIT A< 720 £7,

ZZ T, b YT property 4 SID Ditik% mol2 7 7 A /LD AL MMTD
IDNUMBER= & L Citib 95 Z &IZLET,

ZOEEIZLLTO®@Y | 24TH D,

[set substitute property name to identify molecules, if "<NScode>" or
"<SUPPLIERID_*>" or "<IDNUMBER>" or "<idnumber>" does tag does not exists in
sdf file :]

(2. SID & EFE property 44 & Ftilk L £ 9,

m Convert to 3D Mol2

2D-->3D
set substitute property name to identify molecules, if " <NScode>" or "<SUPPLIERID_*>" or "<IDNUMBER>" or " <idnumber>" does not exists in sdf filge:

set supplier name if "<SUPPLIERMAME_*>" does not exists in sdf files (option) :

Tag of moleculer names (option) : MOLECULE
SOURCE of input files : SOURCE

CHARGE : (® MOPAC7 AM1 (C) MOPACT AM1 BCC (long time)

Example of output mol2 file

@<TRIPOS>COMMENT

IDMUMBER = Value of <NScode> or <SUPPLIERID_*> or <IDNUMBER> or <idnumber> or (Property value user inputs above)
SUPPLIER = Value of <SUPPLIERNAME_*> or (User inputs above)

LIGANDBOX_ID = MOLECULE-"* (MOLECULE : User inputs above)

SOURCE = SOURCE (SOURCE : User inputs abowve)

SOURCE_ID = Value of <NAMIKI_ID> (if exists in sdf files.)

Cacel

H L. AJ)sdf 7 7 A /L@ property ZNLLTF D X 912, ZZAHN A>TV DAL, property
e LTHRETEEEA,

> <entry name>

molecule.001

DOFENI BIZIE U T ICsdf 77 ANDH T H T ¢ X—Tp P CT—FEEHL T,
AR LTS AL S0,

> <entry_name>

molecule.001
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FREHE B OBITLL T O Y T,

HHE

NE

2D > 3D

FxvrT5HE3WALEIT,

3 KTt LIZLL FOFNETIT 9, AMBER GAFF2 /12 kv =
RNF—RMEEHRIZ L D 3 ot kit &7 5, £OBRIZ, H
A DA & At DAL EAT 90 HJRF OFAINZ, Feth/bE AL
PEEREE DK CREBEIRABIC 72 D K o fHn L, AT
MOPAC7 AM1 THEKT 5,

F w7 wHNT L 3wk E IThR, ZOBRIE. H RO ff
N, BRI OERIIITHORNTA Y PV OfgiE %% O F F Lk
LT, Mol2 77 A V&5, £7-. COMMENT 17DfF
INEATO720, 37N TTIZ 3 Wb SN TWAH 7 EOBRH T
3TN AREDGEIT, Ty 7 &4,

make conformer

3 kAT BERIZ . 45FD Conformer KT AHEITTF = v
735, 4 BRI EOBEBEEOH ITHOWTHER, 0 FHICE
FOVHLBFEET D5E10E, SRR S [RIRFIC AR,

set substitute property
name to identify molecules,
if "<NScode>" or
"<SUPPLIERID_*>" or
"<IDNUMBER>" or
"<idnumber>" does tag does

not exists in sdf file :

Ay sdf 77 A vDOHFIZ, <NScode> F 7213
<SUPPLIERID_*> %£7-1% <IDNUMBER> Z7-1%
<idnumber> @ property £ DFAE L72 W REIZ, B D property
4 @ property fEi% . IDNUMBER=& L CH /) mol2 7 7 1 /L
\ZReik 4 %,

IDNUMBER & U Cigik = E 72 B property 44 & f A9

%, RBANRWEEAIEL, LFE 3 > property 4 & H BRI E L

C. IDNUMBER &7 %,

52 8 DD property & NAFER T, = —W A ) D54 property

% B IFE L2 0WGA1E, IDNUMBER= (3H7) mol2 7 7 A /v

A5 SN2N (Z0%E S 3 Re biX TE 525, AJ) sdf 7

7 ANDyT LTI mol2 7 7 A VDI ORHTIT AT E 72 <

%),

CHARGE:

AN 2 E M O AR 5 Z . MOPACT AM1 %721
MOPAC7 AM1BCC 7>53#iR4 %5, MOPAC7 AM1BCC D
Ak, FEERNE S BE T,
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PLFiEA 7 v arTd, BERMATIIHY A,

HH N
AJ7 sdf 77 A vofiz, <SUPPLIERNAME_*> 23F(E L
RVERRIZ, T2 CAS LIe3e8%, SUPPLIER= & LT
. tH7) Mol2 77 A MZFERTE D (1 1HZ L DFREIXT
Set supplier name %)

if “<SUPPLIERNAME_*>”

AT sdf 77 A rodiz, <SUPPLIERNAME *> 23MEfEd
does not exists in sdf files

HEEE. D L OB SN TH I Mol2 7 7 A Uiz,
SUPPLIER=¢ L (iR &N %,
(Fi2® SUPPLIER ODI#4y).

DL DIIAIDT DX T HIGET D, 0 F4 &1, 7] Mol2
77 AN®D @<TRIPOS>MOLECULE ®OROITIZFEHE
Tag of moleculer name SN 3F5,
(FF2® MOLECULE  ®#47) .
I, 7T AR BIZAERT B0 A ID F 5T,

A7 7 A N DORFEIREAEET D,

Hi7) Mol2 7 7 A L-0> COMMENT 77i, SOURCE=& L Cit
SOURCE of input files R,

(F7o SOURCE  Difi43),

(mol2 7 7 A Ltk f51))

@<TRIPOS>COMMENT
LIGANDBOX_ID = MOLECULE-00000001-01
SUPPLIER = SUPPLIER
SOURCE = SOURCE
IDNUMBER = NS-000000001-0001
MOLECULAR_FORMULA = C8HINO4
MOLECULAR_WEIGHT = 183.163
MOLECULAR_CHARGE =0
SUM_OF_ATOMNUMBER = 96
SUM_OF_ATOMNUMBER_MINUS_CHARGE =96
NUM_OF_DONOR =5
NUM_OF_ACCEPTOR =4
HOMO =-9.2167
LUMO =-0.5693
NUM_OF_CHIRAL_ATOMS =1

@<TRIPOS>MOLECULE
MOLECULE-00000001-01

120




@ [OK)] #7 Vw0357 7ANRIRYA T a7 RNHETDOT, 3D mol2 7 7 A /WMZ
TS DH7 7 ANVEBIR L £,

Z OFICiX, MolDesk DA > A h—/LEFIZT A7 kv ZIZVER & 7= MolDesk Basic
TANEDFIZHHULTD2 77 A VAR L F9,

MolDesk Basic -> sample -> sdf -> multiO1.sdf 1ol EMEETe
MolDesk Basic -> sample -> sdf -> multi3.sdf 3N FIEMEE T
[ Select sdf/mol/mol2 files X
T « TAZFYT 5 MolDesk Screening » sample > sdf v B | dfDEE »p

L3

ZE - FLWTAS-

—
A 0490 PR ==

¥ Fov0-F (75 multi0t.sdf
o
Creative Clou 123 multi3.sdf
= pe [ multi28.sdf
Uiy
W FA7T wle N
TrAIEN: | "multid.sdf" "multi0l.sdf" v| *sdf:*.mol;*.mol2 ~

ORI DOT7 7 ANERRETDHZ ELARETT, IR TE D 7 7 A VERIL, sdf/
mol / mol2 T3, FNDHIXREIC 7 #VFIIFET DHDUEND Y £97,

® Ty ANAIIEYFRR2OUEERENLLAITESSA T s BNHET, ZOHEE
X7 7 AN EEEEE LTI IZE0,

@ [BAL] 22V v o 325L BRLIEZT 7 A VOBEEFEN 3 Rotfb S, o FEE Sy O #EEL
D mol2 7 7 A MIEHIILET,
JERED 3 RotAb. Tlix, AMBER GAFF2 /13512 X 5 = v ¥ —Hh/Mb. (Mg k) &t
BREDFIZONWTIEITINET,

® 3WfbiHENETTE, a2V FEBREFELTWD 7 X LU FIZ mol2 7 7 A4
IVBIEREET,

Tulxl NERELTWS 7 414 % [PROJECT] &% &, [PROJECT] -> work
-> database PATIZ Tmol2_files] & WO ZETD 7 A/ BERK S IVET,
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[mol2_files| 7+ VAL FIZIZNDTF T L D7 U FPEETHER SN, DFTEn7
FNEORNNEar T 4 —~v—TL D mol2 7 7 A /VNEFTHISNET,

[PROJECT] -> work -> database -> mol2_files -> 3d001 -> 00000001-01.mol2
00000001-02.mol2
[PROJECT] -> work -> database -> mol2_files -> 3d002 -> 00000002-01.mol2
00000002-02.mol2
00000003-01.mol2
00000004-01.mol2

mol2 7 7 A VDL V—VIZLL T DidE ) T,
& s (EE) |27 r~—F5 (EF) ]l.mol2

Imol2_files| 7 #/VAHE FIZIZZNHE 12O multimol2 7 7 A MZE L D=7 7 A
allmol2 & /1 S E T,

[PROJECT] -> work -> database -> mol2_files -> all.mol2

AR STz mol2 7 7 A AT, - OBRFERME & Z 1 by (FRIRT) Rt s 7,

@<TRIPOS>COMMENT
LIGANDBOX ID = MOLECULE-00000001-01
SOURCE = SOURCE
SOURCE_ID = NS-00204087
SUPPLIER = ENAMINE
IDNUMBER = 744490869
MOLECULAR FORMULA = C13H18N30
MOLECULAR WEIGHT = 232.307
MOLECULAR CHARGE = 1
SUM OF ATOMNUMBER = 125
SUM_OF ATOMNUMBER MINUS CHARGE = 124
NUM_OF DONOR = 3
NUM_OF ACCEPTOR = 2

HOMO -12.2444

LUMO -4.4651

NUM OF CHIRAL ATOMS = 1
NOTE = ENAMINE 7Z44490869;Enamine (Fragment) 744490869;
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@<TRIPOS>MOLECULE
MOLECULE-00000001-01
35 36 0 0 0

SMALL

USER_CHARGES

@<TRIPOS>ATOM
1cC1l 4.1340 -1.4790 -0.0090 C.2 1 1LGD 0.3417
2 N2 3.0250 -0.7110 0.0090 N.am 1 1LGD -0.3345
3 N3 4.2490 1.2640 -0.0030 N.2 1 LGD -0.1475

426.1tEWMD 2D T T4 52—

Ligand Info Bz DAL AWM E7-13kE2 427 ) v 735 L[Edit 2DI A =2 —NENFET, T
VT 5HEERLUIACEME 132 AN LT, 2e=T 4 #— JChemPaint
NEEILET, N—T 3 03, 3.3-1210 TF (EEEEO TR .

4.26.1. JChemPaint D2 Ef

[ Ligand Info &2 = 08

image name SA

<L
2

w0

HO HO” bl [ Edit 2D

BIR LA E 1382 A LT, 2D =5 ¢ #— JChemPaint 23EEEI L F9°,
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7 Console | [ Docking Info | MD Analysis | Edit 2D &4 | =g

| Apply |
File Edit View Atom Bond Tools Rgroups Templates  Help
- BENEEERNE
\

][ meen |

B [RIFIEIY 3]
f&
7/%/
'z

® 0@ oo

[Elwoine s Foe LR @

[ omwoma | |\ [zoomtecor -]

BE2V/NS W E E T, 7 O %~ U AT MolDesk OEE DM KT v 735 & HifH
ZROVHLT, Bz RE LTHEATEET,

7 Edit 20 52

| Apply |

File Edit View Atom Bond Tools R-groups Templates Help

B M el el & 4 &
|

= N
= ? g
= N o
N " d
- %/\ |
—, OH (@)
lows
ba 0
H
o\/o
HO e \OH

[c]inilo]nJ (e [s] [FJ el Br [ (R s i

| Draw Bond H || H Zoomfactor: 100% ‘

TRERIZ, A=a— i [Applyl RE %270V v r3hE, wWELTESD %2 3WTikL
T MolDesk (ZH Y IAZ~ £,
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JChemPaint O FHEIZ OV TiE, JChemPaint @ Help A == —% TS 7230,

427. 3 1IN BiR&k

ﬁ TH N TEOWMEEITI ZENTETET, JTD PDB 7 7 A )L DR 53w
bIRfFSNET,

4.27.1. KimALE
2 R B DORGIFEELT O FNAIZ DWW TR L E T,

& R RN LUTREET [Cap with ACE and NME] #3775 &, BR L%
VoXTE O N K2 ACE 7R, C Al NME #2505 B Rl E S vE 5,

RESALER I, #eabh 95 14.27.2 KFBEF O EHIER] OFNCFEITTHZ E2HEREL £,
HEICKRBIRFZAMMLUTLE D & NEREIZ OXT JFHF23401 LT LE W NME FKiEA 0
T/ 72 F9,

[ P1-L1-W = 8
a@pol S
4 Chain : A
[ eiace

672 GLY
673 GLU
674 ALA
675 PRO

1425 ACE R Hi%, fRimDERIEE S LD 1 /NS WNEFE 2R £,

992 TYR
993 LEU
994 ILE
> 995 PRO
[ oss ]
. I lig 2

wat 3

v

N4 2 NME FREDOFRIEF 1L, KmOEREET LY 1 DREWEFIZRY 7,
4.27.2. KFIFEFDfT & BIkx
B R BITKFBIR A DOFINE BIFR 21T 9 FIEIZHOW TR L £,

KN B EIEIR UTIREET E [Add Hydrogens] # %735 &, R LI=¥ "7 HE
ICREL TWDTRTOKEBRFDINENET,
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Z ORBRIL, myPresto @ tplgeneX & W\ THEITSvE 7, [AFRFIC [Help] — [Preference] -
[Molecule] — [tplgeneX] THEE L7z 1HICHS X B OFH 523740, PDB ORER1
AT/ 2 WL DR CEEM A TLASIIVE T,

B R B SR LTREET [Delete Hydrogens] #3173 5 &, BN L7=X 37
BRKROT X TOKEZRFDHIFRSIET,

4.27.3.S-S $EE D ERL L HIFR

& R RN LTREET E [Create S-S Bond] #3479 25 &, BN Li=Z L\

B 250 CYS MDD S MO M#EN 4.5 ALLFOHAIC S-S AN Ek &, PDB 7
7 A WZ SSBOND 178G S AL E T, S-SHEAZ AR L7z CYS #%AET, CYSS FRAICA
fxnEd,

BN G R IR UTRRETC [Break S-S Bond] #1795 &, @R LI=¥ L\ 7H
DFTRCTHO S-SHEENHIFEE., PDB 77 4 /L® SSBOND 1T HhHIFEEINE T, S-SHE
AR LTz CYSS &%, CYSEEICEHINE T,

¢ MolDesk T, ¥ XV B AN LT-E&IZ, 74/ TS SHEEEAKRLET,

4.27.4. RAETRE DH|BR

& R RN LUTREET % [Delete Residue without Calphal % %4745 &, j#N
L7 o R BEOTFHEFEFNRIE L TODEEE, ZORENHIBRENET,
4275 FEDOEH

FIEEZ B 5B HOW TR LET,

H R BROREELY 1 OBIR L7ZIRRET [Mutate Residue] #3174 5 &, Z X
TEDIEEDT I ) BEALHERM LT 40 FRIEO T 2 ) BRICEHTx £,

POV T MolDesk DLLFDH A &2 ZHLTL &0,
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https://www.moldesk.com/moldesk-basic/#40

T TE DRENL T OIS IR RENET, BRLICVERELZBRIRLTZ Y v 7 LET,

ARG %

® ARG [C(+)-NH] ==> ARN [C=N(-)]
(ARG [C{+)-NH] ==> MMA [C(+)NNCH3]
(O ARG [C(+)-NH] ==> ADA [C(+)NN(CH3)2]
(ARG [C(+)-NH] === SDA [C(+)(NCH3)2]
() Other

ALA v

@) ARN [C=N(-)] === ARG [C(+)-NH]

(O ARN [C=N(-)] ==> MMA [C(+)NNCH3]
() ARN [C=N(-)] ==> ADA [C(+)NN(CH3)2]
(CJARN [C=N(-)] === SDA [C(+)(NCH3)2]
() Other

ALA v

(® MMA [C(+)NNCH3] ==> ARG [C(+)-NH]

() MMA [C(+)NNCH3] ==> ARN [C=N(-)]

() MMA [C(+)NNCH3] ==> ADA [C(+)NN(CH3)2]
(O MMA [C(+)NNCH3] ==> SDA [C(+)(NCH3)2]
() Other

ALA W

Cancel |

[ ok || cance |

Cancel

(@) ADA[C(+)NN(CH3)2] ==> ARG[C[+)-NH]

() ADA[C(+)NN(CH3)2] ==> ARN[C=N(-)]

() ADALC(+)NN(CH3)2] === MMA[C(+)NNCH3]
() ADA[C(+)NN(CH3)2] ==> SDA[C(+)(NCH3)2]
() Other

ALA W

Cancel

HIS %
HIS

lesidue

(® HIS [deltaH] ==> HISE [epsilonH]
(O HIS [deltaH] ==> HIS+ [deltaH + epsilonH]
(O Other

ALA ~

Cancel

® SDA[C(+)(NCH3)2] ==> ARG[C(+)-NH]

() SDALC(+)(NCH3)2] ==> ARN[C=N(-)]

() SDALC(+)(NCH3)2] ==> MMALC(+)NNCH3]
() SDALC(+)(NCH3)2] ==> ADA[C(+)NN(CH3)2]
() Other

ALA v

Cancel

127



https://www.moldesk.com/moldesk-basic/#40

@ LYS [NH3(+)] === LYN [NH2]

OLYS [NH3(+)] === MML [N(+)H2CH3]
(OLYS [NH3(+)] === DML [N(+)H{CH3)2]
(OLYS [NH3(+)] === TML [N(+)(CH32)3]
(O LYS [NH3(+)] === LYA [Acetyl lysine]
() Other

|ALA v|

@ LYN [NH2] ==> LYS [NH3(+)]
(YN [NH2] === MML [N{+)H2CH3]
(O LYN [NH2] ==> DML [N(+)H(CH3)2]
O LYN [NH2] ==> TML [N(+)(CH3)3]
ILYN [NH2] ==> LYA [Acetyl lysine]
() Other

|ALA vl

® MML [N(+)H2CH3] === LYS [NH3(+)]

() MML [N(+)H2CH3] === LYN [NH2]

(O MML [N(+)H2CH3] === DML [N(+)H(CH3)2]
O MML [N(+)H2CH3] === TML [N(+)(CH3)3]
() MML [N(+)H2CH3] === LYA [Acetyl lysine]
() Other

[ALa v|

[ o || cancel |

| oK || cancel |

[ ok || cancel

® DML [N(+)H(CH3)2] === LYS [NH3(+)]

(O DML [N(+)H(CH3)2] ==> LYN [NH2]

(O DML [N{+)H(CH3)2] ==> MML [N({+)H2CH3]
(0 DML [N(+)H(CH3)2] === TML [N(+)(CH3)3]
(O DML [N(+)H(CH3)2] === LYA [Acetyl lysine]

® TML [N(+)(CH3)3] ==> LYS [NH3(+)]
(O TML [N(+)(CH3)3] ==> LYN [NH2]

(@) LYA [Acetyl lysine] == LYS [NH3(+)]
() LYA [Acetyl lysine] === LYN [NH2]

(O TML [N(+)(CH3)3] ==> MML [N(+)H2CH3]
(O TML [N(+)(CH3)3] ==> DML [N(+)H(CH3)2]
(O TML [N(+)(CH3)3] ==> LYA [Acetyl lysine]

) LYA [Acetyl lysine] ==> MML [N(+)H2CH3]
) LYA [Acetyl lysine] ==> DML [N(+)H(CH3)2]
) LYA [Acetyl lysine] ==> TML [N(+)(CH3)3]
() Other

ALA v

[ ok || cancel

() Other () Other
|aLa v| |ALa v
[ ok || cancel | [ ok || cancel

PRO %
PRO HYP

(8 PRO [-H] === HYP [-OH] (@ HYP [-OH] ==> PRO [-H]

() Other () other

ALA v| ALA v|

[ ok || cance ||| ok || cancel |
THR %
THR THP

® THR [OH] === THP [-0-P03(-2)]
() Other

[ALa vl

® THP [-0-P03(-2)] ==> THR [OH]
(C) Other

|ALA v|

[ ok || cancel |

[ o || cancel
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SER %

SER SEP
(® SER [OH] ==> SEP [-0-PO3(-2)] @ SEP [-0-PO3(-2)] ==> SER [OH]
(O other (O Other
LA v| ALA Y|
ok || cancel | [ ok || cancel |
GLU %
GLU GLH
® GLU [COO(-)] ==> GLH [COOH] @® GLH [COOH] ==> GLU [COO(-)]
() Other () Other
[ALa v| [ALa v|
[ ok || cancel | [ ok || cancel |
CYS %
CYS CYM CSO

O s reie B

@ CYS [SH] ==> CYM [S(-)]
() CYS [SH] ==> CS0 [SOH]
() CYS [SH] ==> SEC [SeH]

@ CYM [S(-)] === CYS [SH]
(O CYM [S(-)] === CS0 [SOH]
(O CYM [5(-)] ==> SEC [SeH]

(® CSO0 [SOH] ==> CYS [SH]
(€S0 [SOH] ==> CYM [S(-)]
(€S0 [SOH] ==> SEC [SeH]

SEC

M 0 muzteResdie Bl @ wuate Residue S

(®) SEC [SeH] === CYS [SH]
() SEC [SeH] === CYM [S(-)]
() SEC [SeH] ==> CS0 [S0H]
(O Other

ALA v

Cancel

() Other (O Other O Other

[ALa vl [ALA v| [ALa v

[ ok || cancel | [ ok || canca ||| | ok || cancel |
TOM (FTRTOREMATRER A Z U A D ERIR)

ABA
ARN [C=N(-)]

MMA [€(+)NNCH3]
ADA [C(+)NN(CH3)2]
SDA [C(+)(NCH3)2]
ASH [CO0H] v
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4.28. KB TDH MD 5HE 1

HEMEFIRIC L D, I BEEZR MD FHREOFTHZ R L £,

FIEFLL T 0@y T,

— T | ksEr-sEagn |

| roBEEMAL ¥
v | K-tz vaEm |

[Dynamic] - [Auto Solvate

: -« \ 4
R | TRuF-mss |

. ¥
| smmmews | | N |

4.28.1.PDB 77/ I)L%&EA 23—y MERTHRAAD

[4.4.1 [PDBl] #Z=R L. PDBID [4kn6| D4+ % Fidr AL £,

4.282. £BE MD it&E

E [Dynamics] - m [Auto Solvate and Dynamics] %33R L %9,

LIT ONEIZALER AT £ T,

O fATR LR LT AKREB RS E T,

BALEW E T ITFE ISR LEMAAIN S ET,

> MOPAC7 AM1 T&EMmfIIManEd (MOPACT AM1 CTEMAHHA CTX7eho728
A% Gasteiger TEATINSIVET),

LB E I 13HELIAL O 43112 %F L, [Help] — [Preference] — [Molecule] — [tplgeneX] T

B L7 DS S O TERAMTII S ET,

KB & A A ASIMDTFIEZERT 574 A 7 0 VTR SNET,
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set water
crystal water system size center coordinate
18 use crystal water in PDB shape Center of gravity of molecules
predict precise placement Sphere

8 set water Margin from molecular size

margin(A)y 800 |3

add ion
method
in human cell { 10mM/Na+, 100mM/K+, 110mM/Cl- )

| @ add ion

OK Cancel

ZOWITIET 7 4V FERIETEITLE T,

IKEEEELZ DT,
cFZOBELEEEOFLE L, A XZEEOER NS SADEKE LET,
A F N DN,

b FOMIIODA A PEE T, Natdé K+& Cl-Z2fHmL £,

¥ ZORITIEH, D EHRET Y L LT, GROMACS AN EZRRE LA CitBH L CTE 9,
GROMACS % BefR L7=35A 1%, AR S CHE T 5 72O IZKIABEDY Sphere T72<
Cube (2720 £,

RETEHOFMBHITLL T om Y T3,
Set water OKIRIEDOFTINZ T2 LW EF 2w 7R v 7 ATEIRLE T,

crystal water | use crystal water in PDB | PDB OfffKERICED D
(it aE7K) predict precise placement | &5 D B WSEEK & AT D
FHERR DBy LEETY)

shape (JZIK) | Sphere () margin (BE 75 OFEHEA)
size (K& &) radius (EREA)

Cube (H ) margin (RE O OIHEEA)
xyz (x. y. z RS A)

center coordinate (HV/[ri%) Center of gravity (A8 D L)

Setting of the central coordinate
(o — RS
~ AT Yy 7 THLR T EZIEE)
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Addion (Na+, K+, Cl-£ A1) #3250 LW aT vy 7Ry 7 ATERLET,

method direct input of number of ions (1 4 %% A J7)

minimum number of ions to neutralization (&5 {af % HF1)
saline solution (0.00277/Na+, 0.00006/K+, 0.00283/Cl-)
(A= PR AR KR )

in human blood plasma (154mM/Na+, 4mM/K+,
158mM/Cl) (& b D iR A A YR )

in human cell (10mM/Na+, 100mM/K+, 110mM/C1-)
(& ~ OFRaA A )

in bacteria (10mM/Na+, 200mM/K+, 210mM/Cl-)
T T VT DA F PR

in densities of Na+, K+ and Cl- in mM

(nM {7 TR EEA )

in %densities of Na+, K+ and Cl- (100mM=0.18015%)
(%HLAL THREATD)

KL A A ATMOTEEEEL [OK) 227 Vv 7358 WHokEA AR Tnsh
i‘é—o

27V v 795L, HROPLIZERPRRINET,
TARNVFE—MEHEDORGRES A T I BERENET,
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m Global Minimize X m Global Minimize X

loop limit loop limit
BAMINT *gipg 4 (steps): 5000 = EAMINT iy 4 (steps): 5000
loop limit loop limit
[N 2 MIN 2 (steps): 5000 = MmN 2 MIN 2 (steps): 5000
MIN 1 MIN 2 MIN 1 MIN2
Method : Steepest descent ~ Method : Conjugate gradient
[[] Position restraint  selected atoms w [] Position restraint | selected atoms ~
[ Generalized Born [[] Generalized Born
Cnce Cnce

ZOBITIET 74NV POEFEFEITLET, BERIILLTOEY TY,

- HifE LT 2\, cosgene (2 LD =X —fMEEEEZITVE T,

< 1EEE, &EFE FET, 5000 27 v 7 (LE# 72 L, Generalized Born 1472 L
< 2 HIE, EEARIET, 5000 A7 v 7 NLEMHZ2 L, Generalized Born 1472 L

TR LR — i MEFHRITERE LT 2 [FIFEATRRETY (EREEIT LW AIE MIN 1 £7213
MIN2 ODF = v 7 ZHLET),

1A HOFATICET 2E L MIN 1 T, 2 [\ HOFETICET 2% Ex MIN 2 TITW T,

REHEH OMBIILLTO®EY T7,

loop limit (% A AA7 v 740 77 4L k 5000

Method Steepest descent (A& Fik)
Conjugate gradient (F:fA)fCEE)

Position restraint ({iZ{E#J5) | Selected atoms

T5 (=¥~ 2 THE LR () 20L& R 4 5)
Main chain (proteins & DNA/RNA) (F_XTCThHH %
7B &Ry O )

Heavy atoms (proteins & DNA/RNA) (=T # X
7B LS T OEET)

Generalized Born £ CEH 9 2

¥ R U & LT GROMACS %R L7554 134, Generalized Born 75X FHE T& 72
VD T Generalized Born {EOF = v 7 K v 7 AFF R LERA,

TRNF M MEFTEDPHE T2 & MDRIEORURES A T 0 I NFERENET,
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ZOFITIET 7 40k

M Global Dynamics *

Temperature (const) (K):  200.000 =

[ Pasition restraint
[] SHAKE (H atom bond)

selected atoms

Time step (fsec) -
Cutoff length (A) :

Qutput trajectory
MD energy (every steps): 200
Coordinate (every steps): 200

alv| [ale] a]e

[Jvelocity (every steps): 200

RAECTETLET

loop limit
MDY Dy (steps; 2000 [=| [IMD2
MD1|[MD 2
[] Use restart file
Ensemble : NVT
[] Generalized Born
Temperature (init) (K] : 300,000 =

for Animation

Show Customize Tab

o]

Cancel

- 1 [E720F AT

- step #i% 2000

*NVT 7 %7 n

+ Generalized Born /572 L

- PR 300K

+ 300K JRE—7E

- MLERRZ L

- SHAKE 353 %

« ZALAT 71T 2.0 fsec

- 1y MAT7ARIT 14.0A

TRV F—=T A NHTIHY
(200step = &)

NIV N T ANHIIBY
(200step = &)

- FMM IEIC &L 2 RIEREY — v o JyEtE

® I T 740 h T ALEM E 7213HE Tl AMBER GAFF2, = LIgh (% X787
E) 1 AMBER ff99SB 258 E L CWE T,
([Helpl — [Preference] — [Molecule] — [tplgeneX] T/ I3 ® r[ETT,)

m Global Dynamics X

EARCIC A
BMD1 20000 < steps(IMD2 20000 < steps(JMD 3 20000 < steps ® AT v LT
[JMD4 20000 < steps(JMD 5 20000 < steps(JMD 6 20000 < steps GROMACS %381 U7-540F
[JMD7 20000 < steps(JMD 8 20000 < steps(JMD 9 20000 < steps R LT a1,
[CJMD 10 20000 < steps [ MD 11 20000 < steps [ JMD 12 20000 < steps MD FHEOLMHRES A T 1
N SH BT STs
MD 1 MD 2 MD 3 MD 4 MD 5 MD 6 MD 7 MD 8/MD 9|MD 10 MD 11 MD 12 Typical setting 70X 2 [BhEBEEIT IR < 12
© None A
[FIZEATAIRE T
[ ] Use restart file O Globular °
Ensembe: T Jenbrne | @ AT YL ELT
RNA
o pEL A
Pressure (bar): 1.000 GROMACS %JC?R L/ f_j}ij =) 6j:\
Temperature (init) (K):  300.000 S Generalized Born Y£ <1:
Temperature (const) (K) : 300.000 -
[ Position restraint Heavy atoms (proteins & DNA/RNA) ~ SHAKE 6i %1"%: VC -?_’r fcﬁ AYD)] VG N
constraint (LINCS) : h-bonds Generahzed Born CE SHAKE
Time step (fsec) : 2.000 O)a:‘ )4 7 7\1_\: b4 7 A Fii'%i_\‘ L
Cutoff length (A) : 10.00 " N
_ 00 FA, Fio, B —m
Output trajectory
B MD energy (every steps): 2000 S jj X FMM ¥£*’C\‘ fci < PME Y£"C
B Coordinate (every steps): 2000 - for Animation
a =L N N R —
[JVelocity (every steps): 2000 S E+ﬁ LE ‘é_o TV T VDT
7 4V MREIL NPT 7 o9
cnet | 7T
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REHEH OBBIZLLT 0@ Y T,

Loop limit (¥ A AAT v 7¥) 7 7 4L K 2000

Use restart file (VAX— K757 A )L%f5) 574/ : OFF

Ensemble

NVT (B =HNT YT )L)

NPT (NPT 7> o7 0)

NVE (27uah/)=hrT7 P 7)N)

Generalized Born & CEtE 45,

GROMACS LSt & =

Pressure (bar) SJE NPT 7oV T NLDORRICERT S

Temperature (const) —EIRE K (NVE 7 >3 v 7V TR ER L)

Position restraint (L&)
95

Selected atoms

(=¥ R~ ATHRELET (H) 2@ mRd %)

Main chain (proteins & DNA/RNA) (§_XTD X X
B LSO FE8H)

Heavy atoms (proteins & DNA/RNA) (=T m# X
7 G LRy F D ER )

SHAKE KZROfEEZETET 5. GROMACS D & &=

constraints (LINCS) GROMACS @ & = D, LINC ¥ o ik

Time step %A L A7 v 7Tk (fsec)

Cutoff length 7 v b4 75& (A)

Output trajectory

MD energy (%= /X —EDHT) AT » 74 H#RE)

Coordinate (FEFED ) AT~ 7 #llE)

Velocity (x. y. zBEDHN AT v 7EHIE)

MD & e LT 2 [[1FEF7 A RE

(GROMACS @ & x(Z 12 1a]) T9, 1[EIH OEFTIZRT

HEEEZ MD 1T, 2RHDFEATICEIT 5% E% MD 2 T{T\WE T,
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m Global Dynamics

EiE FEOMD 2 DF = v 7 %
ON (2§ 5 LR EITHAENI/Y
MD 2 ¥ 7 DIEHEHNFRSNET

Cancel

[ Position restraint
SHAKE (H atom bend)
Time step (fsec) :

Cutoff length (A) :

Output trajectory

WD energy (every steps); 200

selected atoms

Coordinate (every steps); 200

O Velocity (every steps):

200

loop limit loop limit loop limit
EAMDT 4D 1 (steps): 2000 MIMBT i g sepsy 2000 2| FAME2 yp (arepsy: 2000
MD1|MD2
MD1|MD2
[ Use restart file
Ensemble : NWT ~
[ Generalized Born
Jemperature (init) (K) : 300,000 =
emperature (const) (K] :  300.000 =

for Animation

Show Customize Tab

Cancel

MD 57

m MolDe:

File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

NONPRIREEHERROBEEN

[ pa-L1-M2-w 22 = 0O ||[J command View &% i untitled : 10 Global Dynamics %
Bpo1 Dyna ScreefifPrepal ¢
Opro2 s ing [ffration|
Bligs +

watd - Insert from File
0 mets
B mets folectie

Delete

u Solvate

E Global Minimize
m Global Dynamics
E Auto Minimize

E Auto Solvate and Minimize

m Auto Dynamics

m Auto Salvate and Dynamics

[ Ligand Info 22 =]

image name  SA

.

lig3 486
Ho
w0

Ho P -
o B

Membrane

£ v Console £ | [ Warning Console

ST T D Eavy RARZ VEEORZ N EITAREIC R Y 97,

myPresto

R
Angle Dihedral

GROMACS

L rea.

gmx rms
gmx rmsf
gmx gyrate
gmx mindist
gmx hbond

GROMACS PCA

gmx covar

o

GROMACS -—- input user file

¥ ) console | [ Docking Info | I MD Analysis 33

XVG / XPM Dssp pCA
frame Step
9 S|l
I= % sl I Iz
Speed i
EXE> INPUT
TOPOLO= FORM  NAMETO= Pro.tpl
COORDI= PDB  NAMECO= all prevpdb
REFCOO= PDB  NAMERE= all prevpdb
SETSHA= READ NAMESH= md.shk

SETBOU= READ NAMEBO= cap.bc

e

Distance

RMSD

20 plot
2D plot
2D plot
20 plet
20 plot

20 plot

20 plot

2D plot

H-bond

+| | save Animation

> 5|

Loop [Jswing

4.6 7vr =7 FORGF 221, (TR

DL4HITT 1

END: Global Dynamics
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GROMACS @ & %1%, [Typical settingl TUL FORENNEIR TE £,

None i HE%E L7

Globular BRAR &2 o X B DB

[MD1] 10 &£, NPT/=IR T,
[MD2] 5 5, NPT/=IR T,
[MD3] 8 &£, NPT/=IR T,
[MD4] 1 &£, NPT/=IR T,
[MD5] 1 &£, NPT/=IR T,
[MD6] 1 5, NPT/=IR T,
[MD7] 1 &£, NVT/=IR T,
[MD8] 1 &£, NVT/=IR T,

time step = 0.1 fs, 20,000 step
time step = 0.2 fs, 20,000 step
time step = 0.5 fs, 20,000 step
time step = 0.5 fs, 20,000 step
time step = 1.0 fs, 20,000 step
time step = 1.0 fs, 20,000 step
time step = 2.0 fs, 20,000 step
time step = 2.0 fs, , 50,000,000 step (sampling)

Membrane 5% OFEFIS1

[MD1] 10 %JE, NPT/=R T,
[MD2] 5 %/JE, NPT/ZE T,
[MD3] 8 5+, NPT/=if T,
[MD4] 1 %+, NPT/=iR T,
[MD5] 1 %U+. NPT/=iR T,
[MDe6] 15U+, NPT/=iR T,
[MD7] 1 %U%. NPT/=iR T,
[MDS8] 1 %+, NPT/=if T,
[MD9] 1 %+, NPT/=iR T,

time step = 0.01 fs, 20,000 step
time step = 0.02 fs, 20,000 step
time step = 0.05 fs, 20,000 step
time step = 0.1 fs, 20,000 step
time step = 0.2 fs, 20,000 step
time step = 0.5 fs, 20,000 step
time step = 0.5 fs, 20,000 step
time step = 0.5 fs, 20,000 step
time step = 1.0 fs, 20,000 step

[MD10] 1 5. NPT/=JE T, time step = 1.0 fs, 20,000 step
[MD11] 1 &£, NVT/Z={L T, time step = 1.5 fs, 20,000 step
[MD12] 1 5J£. NVT/=IL T, time step = 1.5 fs, 70,000,000 step (sampling)

RNA RNA Dfgfngeft

[MD1] 10 %JE, NPT/=R T,
[MD2] 5 %/JE, NPT/ZE T,
[MD3] 3 %/Jt, NPT/ZE T,
[MD4] 1 &JE, NPT/ZE T,
[MD5] 1 &JE, NPT/ZE T,
[MD6] 1 %JE, NPT/ZE T,
[MD7] 1 &£, NPT/ZE T,
[MDS8] 1 %+, NPT/=iR T,

time step = 0.01 fs, 200,000 step
time step = 0.02 fs, 200,000 step
time step = 0.05 fs, 200,000 step
time step = 0.1 fs, 200,000 step
time step = 0.1 fs, 200,000 step
time step = 0.2 fs, 200,000 step
time step = 0.2 fs, 200,000 step
time step = 0.5 fs, 200,000 step
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[MD9] 1 5. NPT/=iE T, time step = 1.0 fs, 200,000 step
[MD10] 1 &£, NPT/=E T, time step = 1.0 fs, 200,000 step
[MD11] 1 £, NVT/=iE T, time step = 1.5 fs, 200,000 step
[MD12] 1 &JE. NVT/ZEIRL T, time step = 1.5 fs, 70,000,000 step (sampling)

X FIRT B REM S L BN THRBEZEPEZ 5, ROESLE Lo THITIEND
WO T, IBEEZZLESET, BOVEANTROBEEZMZ OO, HWI A LAT v 7T,
RDOERHZEID, A LAT T3 ELS THIREFTER 2O T, KIHELT, FEL
LD 720 DT RNA 35| ZIEX SN D Z & 03072 < THte, IEIZ LINCS TAT v
T AT AN 1.5 fs 23 BIR, BIKMED 5312 i TO KD [EHAFEF 72 E 5 TDKRD 5y
THEEENE, 2L D 110 LEWVDOT, HiEMAT v 71, o7 L0 KWK 270
T %,

GROMACS O & X%, %A AAT v 7408 1000000step (77 4 /1 M) LLED & %13,
HEIAIC MD #5% % 1000000step /3:(12E L CMD #RE L £, Zhick v, EFERE MD
FHREOBRPRIEO 3D WL DMERNTEET, ZONEIT DX LAT v 7THIL,
[Preference] — [1.Molecular dynamics] &€ (FROIRM) T, ZHEAHETT, MD &
BEDRTLHEEE, VAY— N7 7 A V%> TMD FHEZ#EE L 97

1. Molecular dynamics

1. Molecular dynamic | Molecular Dynamics Program :

2. Screening O no MPI (cosgene) © GROMACS

3. Docking

4. H bond ) . . .

53D view GROMACS directory C:¥Program Files¥MolDeskBasic¥gromacs¥win64¥gromacs-2021.7 Browse...
6. Molecule Steps to be automatically devided 1000000

7. Internet

8. Other Use chiral server :

ANSI Support

OYes ©No
Chiral Server User ID
Chiral Server APl Key

Restore Defaults Apply

Apply and Close Cancel

138



4283. 35 xH YR (GROMACS TMDEtEL-EE)
PLFO NIy =7 MU AZSFATLC, RO H 2577 7138l & EE) L=V T 7 &K
ﬂ—?bij—‘o

M MolDesk Basic St X
File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

FEOONBENREEARRDOBE N

m Auto Dynamics

O p2-L1-M3w X = O || O command View X = O | [ cc: 9 Global Dynamics X = O | O console | ] Docking Info | T MD Analysis X - B
Bpro1 De {Scree §iPrepal | A
o2 sign ning fjrationfi | mypresto
Biig3 Energy Temperature Distance

wat4 u Insert from File i
B mets i
B mets Delete Molecule e
L et o
Delete || gmxgyrate 2D plot
3 e .
[l hbene bl
E Global Minimize I
|| gmxrama 2D plot
m Global Dynamics I
n [

Tigmd e ¥ B = L T

= || [[®] Auto Solvate and Minimize
image name | SA N\ GROMACS - input user file

.

g2 480 | | auto sohite and Dynamics Save Animation | Save OB
o
Rger: i
i P 4 I S > 3
||| speed | Mioop [swing
|[E1v console x | I warning Console
i|tte  =mp A
|| - Run parameters
integrator “md  ;Aleap-frog algorithm
1| nsteps = 20000 ; Maximum number of MD steps to perforr
Il at = 0.002; x1000 f5
v
7 v < >
END: Global Dynamics
_ . pJu
X

(1) gmx energy
FR L7z energy term # A ) LC[2D plotl# 27 V v 7 LE 9,
717 7 A4 )V : energy.xvg

energy term |, s LIZ—[FI[2D plotlZ 27 UV v 7 L THEIT LI EXIZRKRT D
Console B[O H /) CHERTE £,
RIFFIZ 2T HLL EAZFRR LW E E(E, 7127 DX HIZ, space TOREXET,

Console [H|[f D3R~ 51)

1 Bond 2 Angle 3 Proper-Dih. 4 Improper-Dih.
5 LJ-14 6 Coulomb-14 7 LJ-(SR) 8 Disper.-corr.
9  Coulomb-(SR) 10 Coul.-recip. 11 Potential 12 Kinetic-En.

13 Total-Energy 14 Conserved-En. 15 Temperature 16 Pres.-DC

17 Pressure 18 Constr.-rmsd 19 Box-X 20 Box-Y

21 Box-Z 22 Volume 23 Density 24 pV

25 Enthalpy 26 Vir-XX 27 Vir=XY 28 Vir-XZ

29 Vir-YX 30 Vir-YY 31 Vir-YZ 32 Vir-ZX

139



m MolDe:

File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

NONPRIREEHERROBEEN

[ pa-L1-M2-w 22 = 0O ||[J command View &% = 0O || [J 4kn6_md005 : 10 Global Dynamics i3 1 console &2 | [] Docking info| £ MD Analysis

Peter Tieleman Jon Vincent

Christian Wennberg Maarten Wolf
and the project leaders:

Mark Abraham, Berk Hess, Erik Lindahl, and David vi

Bpro1 Dyna ScreefiiPrepal
Oopro2 mics ning [ffration]
Bligs

wat 4 Insert from File

0 mets
B mets

Copyright (c) 1991-2008, University of Groningen, The Nethi
Copyright (c) 28912019, The GROMACS development team at
Uppsala University, Stockholm University and

the Royal Institute of Technology, Sweden.

check out http://www.gromacs.org for more information.

e

Add Hydroge

GROMACS is free software; you can redistribute it and/or m
under the terms of the GNU Lesser General Public License
as published by the Free Software Foundation; either versi
of the License, or (at your option) any later version.

GROMACS: gmx energy, version 2021.5
: P:

Data prefix

[ s
Working dir

E Global Minimize N o ¥ | | comand Line:

gnx energy - nd.cdr -0 md_energy.xvg
B

E Auto Minimize

c p desk\Mo & |
C:\Users\Kiyotaka\Desktop\projects \akns_ndaa!

Opened md.edr as single precision energy file

Select the terms you want from the following list by
selecting either (part of) the name or the number or a coml
End your selection with an empty line or a zero.

[ Ligand Info 22 S

EAMD Solvate and Minimize 1 Bond 2 Angle Proper-Dih.
5 13-14 6 Coulomb-14 7 L3I-(SR)

9 Coulomb-(SR) 18 Coul.-recip. 11 Potential

[ suto oynamics S Baas L

Pressure 18 Constr.-rmsd 19 Box-X

Box- ume

H 2 |
lig 3 486 m G : 7 22 Vol 23 Density
Hj% Auto Solvate and Dynamics : o e S
w0 | Vir-vx 38 vir-yy 31 vir-vz
i’ vir-2Y 34 vir-zz 35 Pres-Xx
Pres-Xz 38 Pres-vx 39 Pres-vy
Pres-7x 42 pres7v 43 pres-zz
Box-Vel-XX 46 Box-vel-vy 47 Box-vel-1z

image name  SA

]

Membr

Reading energy frame 0 time  0.000 Reading (
Stoats i stics over 20 @01 steps [ ©.0060 through 48.001
ALl statistics are over 201R points

[ jv console %3 | [ Warning Console =d

Energy n g Avera ege  Err.Estn. 1

Bond e y 247 9.65 f1 o es.a
e 3 time  12.000 Reading energy frame a

GROMACS reminds you: "Raw data is like raw sewage, it requ

-
7

| unbo

energy.xvg 7 7 7 &)

X-axis Y-axis X-axis Y-axis
GROMACS Energies GROMACS Energies
247000 700
assang [ T e M g A e PN - MMNWWW[ Angle
283000 5200
271000 5000
S 27a000 ‘@ s
E E
3 3
2 2 2 aw
206000 3600
03000 200
311009 2590 | o S A A A ]
/\ﬁ’w/\/—\/\/«/\/\ﬂ/\’\\/\,v‘/\/-/\/\/\"m_m/‘—/\/\ Fotential Bond
ats000 2000
o a0 s 1= 0 200 240 0 a0 30 o o @ e 1 10 200 240 20 50 30 400
Time (ps) Time (ps)

X-axis  Y-axis

GROMACS Energies

2042

3033

2022

2013

3003

2003

Ky

2883 Temperature

2073

2083

2053

2243
o a0 =0 1z
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(2) gmxrms
/AN TIRIETT 4 b &5 70— (fit group) & .
RMSD #H5H %&17 9 7 /L—7(rmsd group)Z A /) L C[2D plotl 227 UV v 7 L %9,
H17 74V : rmsd.xvg

TN—71E, RLIC—EI2D plotl 27 U » 7 L TEAT LT & 2%~ 9 % Console
W O ) CHER TE 7,

Console #[f > Group /=)

Group 0 ( System) has 23327 elements
Group 1 ( Protein) has 3102 elements
Group 2 | Protein-H) has 1537 elements
Group 3 ( C-alpha) has 192 elements
Group 4 ( Backbone) has 576 elements
Group 5 ( MainChain) has 770 elements
Group 6 ( MainChain+Cb) has 950 elements
Group 7 | MainChain+H) has 957 elements
Group 8 ( SideChain) has 2145 elements
Group 9 ( SideChain-H) has 767 elements
Group 10 ¢ Prot-Masses) has 3102 elements
Group 11 ( non-Protein) has 20225 elements
Group 12 ( Other) has 36 elements
Group 13 | LOO0) has 36 elements
Group 14 ( NA) has 20 elements
Group 15 | CL) has 18 elements
Group 16 ( Water) has 20151 elements
Group 17 ( SOL) has 20151 elements
Group 18 ( non-Water) has 3176 elements
Group 19 ( Ion) has 38 elements
Group 20 ( LO0O) has 36 elements
Group 21 ( NA) has 20 elements
Group 22 ( CL) has 18 elements

Group 23 ( Water and ions) has 20189 elements

rmsd.xvg 7 7 7 &)

M 2D Graph i o
X-axis  Y-axis
Prstein after bz ft to Protein
02
07
014
£
E on
[a]
@
= om
14
005
0m
001
005 o4 045 0z 025 03 03 04 04
Time (ns)

(3) gmxrmsf
RMSF it A23 57 v—7% AL <T@2Dplotlz 27 V v 7 LET,
17 7 A : rmsf.xvg
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rmsf.xvg 77 7 KR pH)

RMS fluctuation

(nm)

g § z

(4) gmx gyrate
S F DR S x @il y i, z BRI 5 IR A R ORI E L L CEMR L &
¥, I—7%ASLT2Dplotlz 27 V v LET,
717 7 4 )L : gyrate.xvg

gyrate.xvg 7 7 7 £ )

Radius of gyration (total and around axes)

f e A T N e p | Ry

Rg (nm)
B

(5) gmx mindist
DI N—T MO T N—T L OROEREEZFTE L ET, S/ (FhEho s
N—=TNOEDRFDLEDOTH) &, 52 bR OSEMEOm ;G213 2
Dfx D7 7 A MZEFEERAENET,
H 717 7 A /L . mindist.xvg

numcount.xvg
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mindist.xvg 77 7 &)

# 2D Graph

X-axis Y-axis

Minimum Distance

0188

0183

0178

0172

0,188

0,183

Distance (nm)

0.158

0,153

PratainL00

a 0.05 o041 0.15 o0z 025 0.3 035 04 045
Time (ns)

numcount.xvg 7 7 7 &)

M 2D Graph S o
X-axis  V-axis

Number of Contacts < 0.6 nm

1980

Number

005 01 o o2 o2 03 o0 04 048
Time (ns)

(6) gmx hbond
oD I N—T LMD T N—T & DRI DR % T2 K FREERRT,
UTFOF T arzFTLET,
-num —ac —dist —ang —hx —hbm -life —dan —nhbdist —don
H717 7 A /v : hbnum.xvg
hbac.xvg
hbdist.xvg
hbang.xvg
hbhelix.xvg
danum.xvg
hblife.xvg
hbmap.xpm
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hbond.ndx
nhbdist.xvg
donor.xvg
hbond.log

hbac.xvg 77 7 )

Xeaxis  Y-axs

Hydrogen Bond Autocorrelation

c)y

gacetay
Acktia syl

X-axis  Y-axis

Hydrogen Bond Distribution

0 004 002 02 0.1

45 0z oz o0z 0@ o0
Donor - Acceptor Distance (nm)
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hbang.xvg 77 7 F&~:H)

X-axis  Y-axis

Hydrogen Bond Distribution

0023

0018

001z

0008

a 12 15

5 o2t 24 2
Hydrogen - Donor - Acceptor Angle (\SOWN)

hbhelix.xvg 7 7 7 F/Rf)

ph

X-axis  V-axis

Hydrogen Bonds

Count

e

]

et
RO

o a0 a0 10 180

0 oo zw  om w0 am
Time (ps)

Close

danum.xvg 7 7 7 R~ H)

sixe-Y  aixs-X

2101q932A bris z10r0d

aistord om0

conuy

ook 0EE 0sE 0es ORE 008 oAb oSt 08 o o

(20) smiT
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hblife.xvg 77 7 F~f)

raph - X

X-axis  Y-axis

Uninterrupted hydrogen bond lifetime

oy

)

w0 200

Time (ps)

240

Close

hbmap.xpm 7 7 7 FRx4i)

X-axis Y-axis

Hydrogen Bond Existence Map

Hydrogen Bond Index

180 40

None
Present

o

Y-axis

X-axis

Number of donor-H with N HBs

%\/\/\M\/\/\/«/\/\

0 HBs

Tag!

™
40
0
2 HB:
20
o 0 40 B0 80 10 120 140 180 180 200
Time (ps)
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(7) gmxrama

Ramachandran 7’7 v b, [2DplotlZ 2V v 27 L £,
)7 7 A /v : rama.xvg

rama.xvg 7 7 7 &KaH)

W 20 Graph

X-axis Y-axis

Ramachandran Plot

o
Phi

Close

5 HfEdT (Covarience analysis, PCA BE£%)

(8) gmx covar
B/ANTFRIETT 4w b & D7 —TF (it group) &, DT OTZOD T N—TF
(covar group)Z A LC2Dplotl 27 U v 7 L £,
)7 7 A )L : eigenval.xvg
eigenvec.trr
covara.xpm

average.pdb
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eigenval.xvg 7' 7 7 #Rf))

K-axis Y-axis

Eigenvalues of the covariance matrix

(NMS2N)

| M2 m m s s 7w e 81 00
Eigenvector index

covara.xpm 7 7 7 £~ H)

X-axis Y-axis
Covariance
B00
590
480
420
360
£
S am e
o
2490
80
120 #
50
B » il 3 2
o 50 120 180 240 300 380 420 480 sS40 600
atom

(9) gmx anaeig
PCA O34T, EA XY MIERE— RE0HT 5,
UTFOF T arzFTLET,
-proj -2d —comp —rmsf -3d —extr
ANJ17 7 A )V : eigenvec.trr
eigenval.xvg
(md.tpr md_noPBC.xtc)
¥ gmxcovar ODHSIT7 7 A V& AT HD T, gmx covar DEITANMA
=7 7 A proj.xvg
proj2d.xvg
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eligcomp.xvg
eigrmsf.xvg
proj3d.gro

extreme.pdb

proj.xvg 7 7 7 &)

X-axis  V-axis

projection on eigenvectors (nm)

vec 1

vec 2
~5 8z

vec 3
258

o © 0 o 1o 200 20
Time (ps)

proj2d.xpm 77 7 &)

X-axis  V-axis

2D projection of trajectory

projection on eigenvector 3 (nm)

EE 08 05 0.1 LE] 07 14 15 18 23

projection on eigenvector 1 (nm)
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eigcomp.xvg 7 7 7 Frfi)

M 2D Graph o o X

X-axis  V-axis

Eigenvector components

black fotal, red: x, grean:y, blue:z

vec 1
Iy

vec 2

04
©® oz
3
g | P B o
02
o o 1m0 za 0 w0 4w a0 5w 600

Atom number

eigrmsf.xpm 77 7 FoR )

® 2D Graph - g X
X-axis  Y-axis

RMS fluctuation (nm)

044
009
004

vec 1

vec 2

vec 3

008
002

o 6 20 10 20 w0 30 a; 480 540 600
Atom number

Close

proj3d.gro 77 7 K<)

i 20 Graph

X-axis Y-axis

PCA

pC2

FC3

I mth BRSO

£
1 L@ 45 44 B BT 10 15 18 I3

Close

% GROAMCS (&% FT7 V=7 I UETOFEMIZ. GROMACS O~ ==7 V& 5%,
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4284. F5 x4 MR (GROMACS LIS TMD EHEL-BE)

UTor7Y=7 MU 2FATLT, RREEIOH 577 7 1 38m L EE) L2/ 7 7 2%k
/—.T_\.L/i‘jﬁo

M MolDesk Basic

File Select Di Color Option Expert Simple Screening Preparation Window Undo Help

EEa ﬂﬂ'@ AEEOBEOEEN
[ p2-L1-M3w X = 0 || command View X ~ B || cec: 9 Global Dynamics X | = O | O console | [} Docking Info | ©] MD Analysis X = 8
[- FICH De Scree il Prepal myPrestc
b pro2 sign ning ffjrationf}
g3 Energy Temperat: Distance
- u Insert from File
vat4 Angl Dihedral RMSD
B mets
B mets Delets cule
L et o
| Delete || gmxgyrate 2D plot
3 e o] || [ B
E Global Minimize |
|| gmxrama 2D plot
m el || GROMACS PCA
5. [
T — o
= T gﬁ Auto Solvate and Minimize |
image ame  SA | GROMACS --- input user file
Auto Dynamics
{3& m 0 Frame Step
H = %
by g2 480 | | auto sohite and Dynamics Save pnmaton| | save P08
Ho
w0
W b ]
| 1 I I . |
||| speed | Mioop [swing
||E1 jv conscle X | [ warning Console
1] title =MD
|| - Run parameters
integrator =md  ;Aleap-frog algorithm
nsteps = 20000 ; Maximum number of MD steps to perforr
1] at = 0,002 x1000 fs
END: Global Dynamics

FNIYx=7 MU CEHHEAIZLLTO®EY TY,
Energy "% v : B NVF—DREIENT T 7 &Ko
Temperature 7~ % > : JEEORHREIZE L, Bhil] & KEEEEE) L7 2 oL 7 7 2 FRoR,
Fle, 277727V FTHZ LR, 7Y v ROk
MoBEE (g 272522 ENTEET,
Distance "% > : REZ %7 Vv 7 LTob, R{Z 2~ ATERIRT H L&, BRL
72 2 - BERE ORI 2L 7 T 7 % o, Bl & REfETHh )N 1 E), £ 72|
QT T 7% 7 ) v THZ LK, 7V v S OREE OB (1
W) ERHZENTEET,

Angle K& RE L Z7 ) v 7 LT, BFE 3~V ATERRTHE, ERLE3
JRF DT AEORMZE T T 7 2 FoR, B & R EE), 7o, 2
W77 7% 7 Vw7352 LIk, 7Y v ROREM OB (i)
ERHZENTEET,

Dihedral "% v : RZ %27V v 7 LThb, JRiE 4~ A TERIRTH &, SIRL

TNEFIZ, 1FHE 2F/HDOREFORTHEHE, 3FHE 4FHORT
D7 OM D 2 A ORI 7 T 7 % FeoR, Bl & IRl )3 8,
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Fle. 277727 Vw7352 8ISk, 27Uy 7 HOKEHEO
Bl () 2R ENTEET,
RMSD R& > i mRA %7 ) v 7 LThb, Y —FoRBEIE TH¥ % 1 i~ 7 2 TR
T 5L, BRUIFOYMEREICKTT %S RMSD ORFMZET T 7 %
FoR, B & EFEEER), /o, 2RI T TEZ Y v THI LI
£V, 27Uy ROREOEE HE) ZR5ZENTEET,

/57 lExportl A =2— (FR) 27 U7 §5L, F—8% CSV 77 A M=y 2K
—hTEET,

s ISV VR S ENENG 7 PR )

RMSD

-0.1

RN A L s s L AABA LA LA RS AR AL RARA RS MRS Maa) sk ante e
042 4 6 B 10 12 14 16 18 20 22 24 26 28 30 32 34 36 38 40
Time (psec)

4285 3D HEIRRET7FAILESD

MD Analysis [Hiffi®> Animation =t b —7 —Z#{E+ 25 Z LI2X > T, 3D W@ T, Ji
FREORFMZL (FF7Y =227 b)) 27 =A—v a3 TRRLET,

[Save Animation] R¥ %27V v 7 95L RRLTWHLEFEDORETT = A— 3
GIF I27 7 A 1T ET, ZORE, 7L — AREFRORE S e T,

[Save PDB] R%Z v %27 Vw7 42L, 2DV =27 NIDEAFT TV ay b
PDB 7 7 A MIRAFTE E7,

MD Analysis E@IZiZ, MD 7’027 Z7 ADOATT 7 7 A VONKEFRRLET,

Console H[E 12 MD FHEOEREH TN HE 1SN E T,
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ZORITIE, MLEFR LR HIMEEY O 36 R FICEHA S TnDH Z En

(MD #%i % cosgene TEATLIZ L &)

BTEET,

INFORMATION> READING POSITION RESTRAINT LIST.
INFORMATION> INPUT POSITION RESTRAINT FILE

w

LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA
LGA

WWWWWWWWWwwWwwwWwWwwwwwwwwwwwwwwwwwwwowwww
PR R R RRPRRPRRPRRERRRRRRRRRRRRERERERERRERERRRRRRE R

[y

o1l

P2

03

04

05

Coé

Cc7

08

C9

010
Cl1
012
C1l3
N14
C1l5
Ole
C17
Cc18
F19
N20
cz21
C22
023
N24
H25
H26
H27
H28
H29
H30
H31
H32
H33
H34
H35
H36

1

O ~J o U WwWwN

9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36

3103
3104
3105
3106
3107
3108
3109
3110
3111
3112
3113
3114
3115
3116
3117
3118
3119
3120
3121
3122
3123
3124
3125
3126
3127
3128
3129
3130
3131
3132
3133
3134
3135
3136
3137
3138

TOTAL NUMBER OF ATOMS

16.
30.
16
16
16.
12
12
16.
12.

le.
.0100
le.
12.
14.
.0100
l6.
12.
12.
19.
14.
12.
.0100
le6.
14.
.0080
.0080
.0080
.0080
.0080
.0080
.0080
.0080
.0080
.0080
.0080
.0080

12

12

12

=

el e e e

0000
9700

.0000
.0000

0000

.0100
.0100

0000
0100
0000

0000
0100
0100

0000
0100
0100
0000
0100
0100

0000
0100

36

(46 7y =7 FNOBRAFE] 2R L, (EEOLFI Ty =27 MR FELET,
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4.29. KB TDHD MD EHE 2

KEEEfC 2 L7 B LB D MD GHR 21T 9 E Tl 2R LETS,
HERR I TV EE A, MERRZITNET, NIV M) 77 A VOB ZITNET,

4201. 2N BEILEYDERE. KEEF - SHEIOMM

[4.20.1 PDB 7 7 A )V &Rt /KBRS « a2 ) #2ML, PDBID [4kn6] @ PDB
77 ANEFRHWTKEBR S EEMOIMEZI TV ET,

4.29.2 8K - 4 A DM (FEREBREH)

E [Dynamics] - [Solvate] #27 VU v 7 U&7,

set water
crystal water system size center coordinate
@ use crystal water in PDB shape Center of gravity of molecules
predict precise placement |  Cube |
size
'setwater Size of the calculation domain -
x(A): 5000 |5 :
y(A): 5000 |% !
z(A): 5000 |5
| add ion |
method
in human cell { 10mM/Ma+, 100mM/K+, 110mM/Cl- )
| B add ion

| oK | Cancel

ZoflTiE [shape] % [Cube] (24 % L. [size] % [Size of the calculation domain] (Z
EHELET,

ROBLEREOHLE L, 1HOY A XL 50ADHER L LET, 4 F oS3
THNIOEEELET, GREOREANL[5.25.2 AT MD 55 22 L T EEW,)
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IKIEBEL A A ASIMOTFEEIEEL TOK] 227V v 7358 WHKEA A BPINS
iﬁ*o

27 Vw795 E

T O ERNFRENET,

® IAHIKORPIEIEOL AL, Bl — v v HOREGEN PME B2 0 . A
BRGMAEA SIVE T,
> PMEETIE, ZOVA XEETA v Y a2 OB ED LB D20, ZTDYA
B Ay v 2 O E? HEF R S E T

4.29.3. TRILX—1B/MEEHE
T L X — M IMEEFE DO ELTHI AR L E T,

E [Global Minimize] #7 U v 7 L9, TX VX —MIMLEHEDOREL A 7T 0 7Nk
RENET,

m Global Minimize X

loop limit

DAMINT N 1 (steps); 5000 [2 ZOBITIEUTO LI ICRELET,

loop limit
MMIN2 iy 5 (steps): 5000 o

MIN 1, MIN 2 5T
MINT  MIN2 [Position restraint] 2 ON

[Main chain (all proteins)]] % &R

Method : Steepest descent v

Position restrafnt  Main chain (all proteins)  ~

[ Generalized Born
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RERO =RV —hi/ MEFHR 21TV E T, BL N OFH R SAFC 2 [8] cosgene 34T L £ 77,
Steepest descent £ T 5000 step
Conjugate gradient £ 5000 step

ZOREZ ZTliE. 1[E1H @ Steepest descent £ TH TR /LF—H/MEEFHE &, 2 [EHOD
Conjugate gradient {5 = /L ¥ —fi MEEFHRE TlX, T XTOHZ /37 E O I LE )
wELET,

RENEOFFEMT 14.28.2 £HEIMD #tH | 2L T 7230,

(4.6 7o =7 FORA) 2R L, REOANITT v Y =7 FakfFLET, (RFL
M ChERITTEET),

4294, THRIILXF—1B/MESTERRDES

TR IMEEHREDM& T L72#21Z, MD Analysis #[#5 D Energy "X %27 U v 73
HE, RT U VRN —DRMECT T T RRLUET,

Bl | &5 w0z @l | ol @]

Energy
-4.2912E4 7

4384
43164 ]
-43264
-4.3384 A

43484

s
iy

43664 3

Energy (kcal/mol)

-4.37E4

-4.38E4

43964

-44E4

-441E4
-4 416%E4 Jrrrrr T T
-37 200 400 600 800 1000 1400 18002000 2400 2800 3200 3737

time step

[——Potential

LRI 2 81 H @ Conjugate gradient {E TR AX—t/MUEHR LI & DT T 7
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4.295 MD it&

MD FHROIATH 2= L ET,

m [Global Dynamics] #7 V v 27 L3, MDsHEOBREX A T a rnERrINET,
ZOFITIE 2 B MD FHEEITVET,

M Global Dynamics m Global Dynamics

loop limit loop limit loop limit loop limit
mMD 1 MD 1 (steps): 2000 = AmD2 MD 2 (steps): 2000 = IMD 1 MD 1 (steps): 2000 = MD 2 MD 2 (steps): 2000
[] Use restart file Use restart file
Ensemble : MVT Ensemble : NVT ~
[[] Generalized Born [[] Generalized Born
Temperature (init) (K) : 200,000 =
Temperature (const) (K): 300,000 = Temperature (const) (K): 300,000
Position restraint selected atoms ~ [Prasition restraint selected atoms ~
SHAKE (H atom bond) SHAKE (H atom bond)

Time step (fsec) : Time step (fsec) :
Cutoff length (A): Cutoff length (4) :

Qutput trajectory Output trajectory
MD energy (every steps): 200 5 MD energy (every steps): 200
Coordinate (every steps): 200 * for Animation Coordinate (every steps): 200 =| for Animation
[ Velocity (every steps): 200 L [Velocity (every steps): 200
Show Customize Tab Show Customize Tab

Cnce conce

1EHOFFESEMETMD 1 TRELET,
2000 27 v 7 NVT 7 %7 /L, Generalized Born {72 L,
HIMHREE 300°C., 300°CIRE &, (MDY (=—VEHFUR ), SHAKE GH BV |
A BAT v TMEAL 2.0 fsec, By bATE 14.0 A,
TR — BEEDO N Ty MU T 7 A VI 200step I H T
MERER Lz D2 —FHEER 71X, ligd 2> U —KTEA T EE,

2 [0 B OFFRESMIEIMD 2 TRELET,
2000 A7 v 7. NVT 7 > H% > 7 /L, Generalized Born {£7¢2 L.
1EEHDOY AZ— 77 A AEH (WIHREE T 1 B H O & OIRE) |
300°CHRE —&., frfEHe L, SHAKEGH SV |
A BWAT v TMEAL 2.0 fsec, By b ATE 14.0 A,
THNX— JEEEDO TP =7 NY 77 A VHTIE 200step I HT)
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REHEH OBBIZLLT 0@ Y T,

Loop limit (¥ A AAT v 7¥) 7 7 4L K 2000

Use restart file (VAX— K757 A )L%f5) 574/ : OFF

Ensemble NVT (B =HNT YT )L)
NPT (NPT 7% 7))
NVE (27uah/)=hrT7 P 7)N)

Generalized Born & CEtE 4 5

Pressure (bar) SJE NPT 7oV T NLDORRICERT S

Temperature (init) #IHIEE K

Temperature (const) —EEE K (NVE 7 >4 v 7 VIR ER L)

Position restraint ({ZE#)H) | Selected atoms

e S (=R~ U A THRE LR (F) &R+ 25)
Main chain (proteins & DNA/RNA) (F_XThH ¥ X

78 LRy O T8

Heavy atoms (proteins & DNA/RNA) (3 _XTH ¥ X
7B Ly OEF)

SHAKE /KFEJFF D6 &2 BIET 5

Time step %A L A7 v 7Tk (fsec)

Cutoff length 7 v b4 75& (A)

Output trajectory MD energy (%= /X —EDHT) AT » 74 H#RE)
Coordinate (FEIED T AT 7H[#IR)
Velocity (x. y. z HEDH T AT v 7HIHIR)

MD FH5RCTHEMT 5 53T 7 4 v T ALE Y BERCIRE 43 F ClZ AMBER GAFF2,

FILS (F DB ) 13 AMBER ff99SB ICRE L TV E TS

([Help] — [Preference] — [Molecule] — [tplgeneX] T/i3I3Z® vl T ,)

& ZS[EIMEHLEEATLERA, b L 2EHEDMDFHREAEIT G bALE A 285 H 3
L%aiE, 1EA EFE—DRE+ () 1Tk U TAEREEH S vE T,

® NPT 7 ¥ 778 SHAKE ] L7813, 0.5 fsee [ZRRE L £ 77, SHAKE
WA L2 haid, 24 527 v TR % 2.0 fsec IZTEET,

® iR L L TGROMACS Zi#&R L7854 1%. Generalized Born 1k & SHAKE

ITHAETE 20D T, Generalized Born & SHAKE ©OF = v 7R 7 AIFRLER

loo Elo, BRI —v o )IZ FMMIE T2 < PMEECHALET, 7097 1o

T 74N MREZNPT 7 o 70T, £z, MDHROKMRES A 71 7132

[l I T T < 12 [IFEATRIRETT,
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ALEFHRIRE T (M) OFREHFIECOWTHH LET,
MD FHEDOREL A 7 r I NFRINTOLRET, MEWRT 5T (H) 2, YU —%
FNTIE R 7203 3D Wi 5 IR L £ 9,

ZOFITIE, LAWY ligd /¥ D 36 i AR L £

M MolDesk Basic

File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

OO NREEEREEE N

= P2-L1-M2-W 22 = 0|l@
B pro1
loop limit loop limit
EAMDA ¢ (steps): 2000 (2| EAMD2 s (cien: 2000
B mets
B mets MD1| MD2
[] Use restart file
Ensemble : NVT ~

Temperature (init) (K) 300,000

Temperature (const) (K):  300.000

Position restraint selected atoms ~
SHAKE (H atom bond)

Time step (fsec) :

Cutoff length (A) :

Qutput trajectory

MD energy (every steps): 200

Coordinate (every steps): 200 % for Animation

[ Ligand Info &2 = 8 [ Velocity (every steps): 200

image name
Show Customize Tab | [
‘({;H .
HO
0. o T 7 ™
H HO BH B I

[OK] Z3R7 2% & MD FHE2 B L E T,

MD FHHEMED R T Y= 7 | UARHT & 3D BIEIZAR & 7 7 A AL, IR L7z &

[ CToT, HilliaBEI LT EEN,

4.30.f82 VN0 BRDIERK

[Build Membrane] [Solvate Membrane] Zf#EH4 25 &, ¥ X7 EIZk LT, JFE 2 &
B+ K + BFA A B2INL CRAMHEICER T £9,

4301. B2 NV BEDAA

[File] — [Open Remote mmCIF/PDB|] A ==—"7C.PDBID: 1gzm %@t/ iA#AE T, 1gzm
(X, X R BEOr TV T,
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4302.RA NV E(+ W + €F) + BE 2 EEORMERK

WDITHEE 2 BEICEE L7oWX R BEETen T2 BIRLET, ZofITIEL 3 205
THEBRLET,
2272w VU —FRT, prol, gly3, metl8 DX /37, i, HignFFO 3

oo SD55+% [Control]l F—Mac DA 1L command 3F—) ZHL7Z2R 5

Bgly 3
~
Bob 4 7Y w7 LGRIRLET,
gly 5
Bglyé
Blig 7
Dlig 8
Olig9
O lig 10
o lig 11
alig 12
O lig 13
o lig 14
O lig 15
o lig 16
o lig 17
O met 18
B lig 19

P lin 30

Dyna
FEROLIICE A BEEEDSFEERT S L. WE [Dynamics] — m [Build

Membrane] R¥ UMEZ 5 X 912720 F£97,

m
cofkgec, WEN [Dynamics] — [Build Membrane] #7 V v 7 L%,

! Build Membrane [Add Hydrogens] to all proteins and nucleic acids (or other molecules)
£ pefore executing this command.

5L, FRRO X IITKFBIRTFDKEL T 5 Warning B AH E9,
[Build Membrane]l OFEATENZ. F VU PF /LD PDB TIIAZBRFNREL TWADT, K
ZIRA 2T 52 ENNLETT,

prol & gly3 ##ER L C. [Add Hydrogen] T/KFEFEF &ML £7,
(glyd 774V D —p A7 3 T)

Z 2T BUF OB E AN T, TplgeneX (& & 5 [Add Hydrogens] 73R L7= 2 & 23450
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Dij‘o

_ "TplgeneX" Not find tpl file. "tplgeneX” failed. Please read standard output
Jl documents (Console).

[Console]l Wiz oL, AFOa AL FAHY 9,

ERROR> setCoordinate
211 the atom positions are not defined.
The next atoms should be checked again.

H= 1 CA RES= 0 ACE MOL= 1
H= 2 HH31 RES= 0 ACE MOL= 1
H= 3 HH32 RES= 0 ACE MOL= 1
N= 4 HH33 RES= 0 ACE MOL= 1
= 8 H RES5= 1 MET MOL= 1

Z AU, prol IZFOMIMEN TS Cap FEETH D ACE FHIEDJFFIEIED N DA
HTHDHZEEZRLTETDOT, prol ¥ /37ED ACE #Jk% [Design] — [Delete] =
~ RCHIBRT D Z &l LET,

||:| PI-L1-M1 22 | =g |
VO © U —T prol 4 1 ACE ZEH 28 LC. [Delete] R¥ %7
Ter Vs LET

.‘
i o P
~ o

FITRIZTRO L 912, ACE FRENHIFRSNE T,

O Pr-L1-M1 32 | =0 |
vn pro1§ ~

v Chain: A

= ey =
T ~ in

ZOWRREIZLTOHLHO, prol & glyd 2> U —[X TR LT, [Add Hydrogens] %7 U
v 7 LET, SEITEFITKERF-MBAMEnET,

D[.[na m
T ZTHUYL Y U —FET, prol, gly3, met18 AR L CTH 5, MlE [Dynamics] —
[Build Membrane] Z72 V v 7 L%,
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M Build Membrane x

Composition ratio of lipid molecules in lipid bilayer - N B /N P N IR
[0 000 = ZOMEE T, 6 DONFE T O ZFE LE T,
DMPC: 0.000 £

DOPC: 0.000 [2

£o Z U7 EORIATEONEE S 2 BLiE T 5 IR
Li‘?—‘o

DPPC:  0.000
POPC: 1.000

POPE: 0000 £

Number of lipid layers around protein: 2 2

Force Field of lipid

© AMBER Lpid 4 ZITER TN EOEE| RESTE POPC 2Tz E T
Cance EolZL, Z T EOBIC 2 BONEESFZELE T 55k
fEEEIRLC, [OK] 227V v 7 LET,

THEUTOEIT, JEES FHICEIR LIRS 7 B LR S R PBE SN E T,

AR S H 72X

X AR L7ZIRE 5> F1%. AMBER Lipid14 /)5 O fmi THER L E 3 0O ClEM &2 N4 2 24
IIH Y FH A,
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4303.BA NV E(+ BH + )+ BE2EER + K + 14 TV DRERK

% [Dynamics] — m [Solvate Membrane] #27 U v 7 L7,

Length of Water Layer - - . . R Jo N
Solvate distance from the center (A): 8.00 = — — —G\ 7k¥’/§’ﬁ¥0) & //\7 E@ I:P‘L“b) % Z ji
s FADv =Yy L BRI A ERET B0
metho
in human cell ( 10mM/Na+, 100mM/K+, 110mM/Cl- ) - %(75) %@jﬁ LF TO
8 add ion
oK Cancel

ZITHEH, T7ANVMDEE v—Y & 8A b MllaA A VIRETHRA AU EMZ D
ZERLT [OKl 27V v 27 LET, FTRO X S ITKEE L Ffn+1 4 (Nat+, K+ & Cl-)
RIS E T,

Z DIz, % [Dynamics] - E [Global Minimize] %7 U v 7 L C, = /L¥—fi/)
LRt EZFITTE £,

5l % [Dynamics] - m [Global Dynamics] #7 YV > 7 LC, MD &R % F474

HZENTEET,

% AERR LTS X T ERIX, ROV A XARKRE R H L0 T, GROMACS Tit
B 50, £721F. MolDesk Screening THAR— K LTW5, GPU & MPI (L% & H
MD #5717 Z & psygene-G THHETHOMNE L CWET,
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% [Build Membrane] T/ARLL7ZIEE % F1%. AMBER Lipid14 /352 [B@E LT MD #H5&

LET,

TSN DIEE S F. BEBH & LB AMBER GAFF2 %5 7 4/ TR L, %
LS (#2787 ) 12 AMBER ff99SB IR & L TWET, (ZH 5001,
[Help] — [Preference] — [Molecule] — [tplgeneX] T/ DOEF N A[HETT,)

K T —MEEHE S, MD RHREZEITT L L BEHIMEAm L LGRS LE T
myPresto 13 GLYCAM )55 2 ARt i D T O RESHFR A DMRAFE S 2N T2d T,

% NS 2 BIGR O MD FHELIE. NVT 7 24 2 70 L IEE 2 BB 58058 5
DT, NPT 7o % 7N TORNEEHELE L £,

4.31. GROMACS T® MD it&

4.31.1.[Preference] — [Molecular dynamics] ME%5E

« [Help] — [Preference] —[Molecular dynamics] i T,
[Molecular Dynamic Program :] ¢ [GROMACS] #&RL7=EE

MolDesk Basic %A > A b—/L L7=#HH D GROMACS 12 L 5 = 3 /)L ¥ —fbi/ ML EHE &
MD #HHEAZFEITLET,

‘ 1. Molecular dynamics

1. MOIEC‘_‘la' dyne | Molecular Dynamics Program :
2. Screening O no MPI (cosgene)f © GROMACS
4.H bond

5. 3D view

6. Molecule GROMACS directory C:¥Program Files¥MolDeskBasic¥gromacs¥win64¥gromacs-2021.7 Browse...
7. Internet Use chiral server :

8. Other OYes ©No

ANSI Support

Chiral Server User ID

Chiral Server APl Key

Restore Defaults Apply

Apply and Close Cancel

Z ZC, Linux, MAC T/, =—¥%2 GROMACS # A > A h—/L LT, f{ A F—/LL
72 GROAMCS @ [GROMACS directory]l O ENMIETT,

Windows 10 3 LT Windows 11 TiZ T GROMACS OFET 70 7T LEFHEL TH D
DTZOHREITNED D A,

164



[GROMACS directoryl iZ. share & bin 237F(E7 % directory Z#%E L T 72 &0,

¥ BLN— 3 U TlE. GROMACS DFEATIX, bin/gmx T, WHIEDOIEE/R L TITWET,
A VA RN—=LT 4 L7 FUIZ, bin/gmx FIE L7RWRHIFETTEXEHA,
OpenMP =2 thread MPT DIFF%kiE. GROMACS @ H BT A H 2 459~ HHERE IR IE L
TET, MPPLITEHA L TERA,

- [Help] — [Preference] —[Molecular dynamics] & T,

[Use chiral server : ] T Yes Z®IRL1-HE

Chiral #:2342{it4 % 7 5 7 RH— 30 GROMACS |2 L 5 = /L ¥ —fMbEHE & MD

Bad T LET, ik, =—¥ & Chiral #h& ORKALEETT,

4312 TRILX—1B/MEEHE

FEARMIZIEL, myPresto @ cosgene (2 X % =R /L¥F—/MEFHE DA & R BETT,
=2 L, LT ORIERH Y £7,

1. [Solvate]l TIERT ZKIEEDOIIRIL. [Cubel 72T 23F % T3, [Spherel TIER L7-%
TR TE EH A, BAPERAEGCHET A2 T,

2. FHESMIFLITOMEY ¢, PMEEEMEH L TET,
GUI 7> 1%, nsteps, integrator, define DA% EIETE, Z OMILEE T,

min.mdp £

; min.mdp - used as input into grompp to generate min. tpr
; Parameters describing what to do, when to stop and what to save

define = -DPOSRES ; position restrain

integrator = steep ; Algorithm (steep = steepest descent minimization)

emtol =1000.0 ; Stop minimization when the maximum force < 1000.0 kJ/mol/nm
emstep =0.01 ; Minimization step size

nsteps = 5000 ; Maximum number of minimization steps to perform

, Parameters describing how to find the neighbors of each atom and how to calculate the interactions

nstlist =1 ; Frequency to update the neighbor |ist and long range forces
cutoff-scheme = Verlet ; Buffered neighbor searching

ns_type = grid ; Method to determine neighbor list (simple, grid)
coulombtype = PME ; Treatment of long range electrostatic interactions

rcou |l omb =1.0 ; Short-range electrostatic cut-off

rvdw =1.0 ; Short-range Van der Waals cut-off

pbc = Xyz ; Periodic Boundary Conditions in all 3 dimensions
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4.31.3.MD §t&

FEARRIZIEZ, myPresto @ cosgene @ MD FHE D4 & AR e {ETT,
L BN—=Ya U CIEGUI N ORRETELHAIZRY 23H 0  LLTORKIRRH Y £5,

1. FHREMFIEINVT 7 o3 7V OREIFL TO@EY T, PMEELZHEH L TET,
GUI 72513, define, nsteps, dt, nstxout, nstvout, nstenergy, nslog,

nstxout-compressed, continuation, gen_vel, gen_temp, tcouple, ref t, pcouple, rvdw,
rcoulomb, constraints DA ZEIETE, £ OMIIBLKILEE TY, md.mdp i,

title =MD

define = -DPOSRES ; position restrain

; Run parameters

integrator = md ;A leap—frog algorithm

nsteps = 20000 ; Maximum number of MD steps to perform
dt = 0.002 ; x1000 fs

; Output control

nstxout = 2000

nstvout = 2000

nstenergy = 2000

nstlog = 2000

nstxout-compressed = 2000

compressed-x—-grps = System

; Initial Velocities

continuation = no

gen_vel = yes

gen_temp = 300.0 ; temperature for Maxwel| distributions
gen_seed = -1 , generate a random seed

; Neighbour Searching

cutoff-scheme = Verlet ; Buffered neighbor searching

ns_type = grid ; Method to determine neighbor list (simple, grid)
nstlist =10

rcoulomb =1.0 , short-range electrostatic cutoff (in nm)
rvdw =1.0 ; short-range van der Waals cutoff (in nm)
; Electrostatics

coulombtype = PME

pme_order =4 ; cubic interpolation

fourierspacing =0.16 ; grid spacing for FFT

; Vdw

DispCorr = EnerPres ; account for cut-off vdW scheme

; Constraints

constraints = h-bonds

constraint_algorithm = lincs

lincs_iter =1

| incs_order =4

; Temperature

tcoupl = V-rescale ; modified Berendsen thermostat

tc—grps = System
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tau_t =0.1 ; time constant, in ps

ref_t = 300.0 , reference temperature, one for each group, in K
; Pressure
pcoupl = no

; Periodic boundary conditions
pbc = Xyz ; Periodic Boundary Conditions in all 3 dimensions

FHESEMFIEINPT 7 o o 7V OEAIFLL Fo@E Y ¢, PMEEE#EHL TET,
GUI 72513, define, nsteps, dt, nstxout, nstvout, nstenergy, nslog,

nstxout-compressed, continuation, gen_vel, gen_temp, tcouple, ref_t, pcouple, ref_p,
rvdw, rcloulomb, constraints DA & {E1E T & | F OMIIBLIRIXEE T, md.mdp i,

title =MD

define = -DPOSRES ; position restrain

; Run parameters

integrator = md ;A leap—frog algorithm
nsteps = 20000 ; Maximum number of MD steps to perform
dt = 0.002 ; x1000 fs

; Output control

nstxout = 2000

nstvout = 2000

nstenergy = 2000

nstlog = 2000

nstxout-compressed = 2000

compressed-x—-grps = System

; Initial Velocities
continuation = yes
gen_vel = no

; Neighbour Searching

cutoff-scheme = Verlet ; Buffered neighbor searching

ns_type = grid ; Method to determine neighbor list (simple, grid)
nstlist =10

rcoulomb =1.0 ; short-range electrostatic cutoff (in nm)

rvdw =1.0 ; short-range van der Waals cutoff (in nm)

. Electrostatics

coulombtype = PME

pme_order =4 ; cubic interpolation
fourierspacing =0.16 ; grid spacing for FFT

; Vdw

DispCorr = EnerPres ; account for cut-off vdW scheme

; Constraints

constraints = h-bonds

constraint_algorithm = lincs

lincs_iter =1

| incs_order =4

; Temperature

tcoupl = V-rescale ; modified Berendsen thermostat

tc-grps = System

tau_t =0.1 ; time constant, in ps

ref_t = 300.0 , reference temperature, one for each group, in K
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, Pressure

pcoupl = Parrinello-Rahman ; Pressure coupling on in NPT

pcoup | type = isotropic ; uniform scaling of box vectors

tau_p =20 ; time constant, in ps

ref_p =1.0 , reference pressure, in bar

compressibility = 4.5e-5 ; isothermal compressibility of water, bar”-1
refcoord_scal ing = com

; Periodic boundary conditions
pbc = Xyz ; Periodic Boundary Conditions in all 3 dimensions

FREMIINVE 7o 7V OAF L TO@EY ¢, PMEEEZ#EH L TET,
GUI 7»513., define, nsteps, dt, nstxout, nstvout, nstenergy, nslog,

nstxout-compressed, continuation, gen_vel, gen_temp, tcouple, pcouple, rvdw,
rcloulomb, constraints DA A EETE | Z OMITTLRIZEE T,

title =MD

define = -DPOSRES ; position restrain

; Run parameters

integrator =md ;A leap—frog algorithm

nsteps = 20000 ; Maximum number of MD steps to perform
dt = 0. 002 ; x1000 fs

; Output control

nstxout = 2000

nstvout = 2000

nstenergy = 2000

nstlog = 2000

nstxout-compressed = 2000

compressed-x—grps = System

v Initial Velocities

continuation = yes

gen_vel =no

; Neighbour Searching

cutoff-scheme = Verlet ; Buffered neighbor searching

ns_type = grid ; Method to determine neighbor list (simple, grid)
nstlist =10

rcoulomb =1.0 , short-range electrostatic cutoff (in nm)
rvdw =1.0 ; short-range van der Waals cutoff (in nm)
; Electrostatics

coulombtype = PME

pme_order =4 ; cubic interpolation

fourierspacing =0.16 ; grid spacing for FFT

; Vdw

DispCorr = EnerPres ; account for cut-off vdW scheme

; Constraints

constraints = h-bonds
constraint_algorithm = lincs
lincs_iter =1

| incs_order =4

; Temperature

tcoupl = no
 Pressure
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pcoupl| =no

; Periodic boundary conditions
pbc = Xyz ; Periodic Boundary Conditions in all 3 dimensions

¥ NVE 7o %o 700 R E COFHBEIIREE

4314 2—HFDART7AIIZLB TS ITRT

GROMACS (2L 2 MD R TIERLZ 7Y =2 R 77 A& 2—FREk LIz
GROMACS @ 7 ¥ =7 b U T OFHRFIR 7 7 A /L 2[RI A LT, Bhil & B3
BWE L7220V 7 7 2 FoRn TE T (@R OFFFITKIS LT 2RI 7 7 IR %
FoR)o 2T 7 7 O, ML, ERICHERFIRWRE T,

R 2R T 72 )y 5 LICEY, 7Y v RORR OB B OMIEE RS Z
EMTEET,

(1) A7 74
EHTE AT 7 A NMILLTF DY TY,

FR 7 7 A VSR

5 1] PDB 7 7 A/ (*.pdb F7ziL *.ent)
NOR
FNFY=2 hU 77 A L(* xte)

2ILT T 7 *xvg £721F *xpm

2ot 77 (DSSP : 2 AT * Xxpm

2777 (PCA fi#thT) * g10

2777 OKFEREEFRNT) * ndx 7D *.* xpm

(2) BEER
[File] - [Import Trajectory]l #3479 5 &, LA NOMHEZER R L ET,

(@) MYPRESTO (binary single)
(O DCD ( MARBLE / CHARMM / NAMD etc. )

(O GROMACS (xtc) md.gro--> md.pdb : gmx editeonf -f md.gro -6 md.pdb
() AMBER (netcdf)

PDB File [ | [Browse

Trajectory File | | | Browse

GROMACS(.xtc) #ER L T,
MolDesk Basic -> sample -> trajectory -> GROMACS

169




PLF®. all.pdb & md.xtc Z%#LZ41., PDB File & Trajectory File & L TR L T [OK]

7 Uv 7 LET,

m MolDes|

ic

File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

BEOONBENREEARRDOBE N

O pr-Li-Miw X T 8 |0 command View X

B Dyna lIscreefilPreps
Dig> mics il ring [ffration|
wat 3 Other  ligand Lig2
watd
0 mets

Insert from File
u Add Remote Compound

Add Fragment

[ Ligand Info X 2ay
image name  SA
RUERS
oH
npimen
< >

= 8 |[[3 untitled : 1 mport Trajectory X

[ v console X | [ Warning Console

Atom #1: FE 43 Group: HEM 500 Chainauthylabel): A7 Model: 1 File: 4
Coordinates: (-39.163, -17.249, -5.032)

i o x
= 0 || console | [ Dacking Info | [ MD Analysis X s
e MO i
Angle Dihedral RMSD
GROMACS
- e o
. e i
i i @@
gmx rama 2D plot
GROMACS PCA
gmx covar |4 2D plot
gmx anaeig 2D plot
GROMACS --- input user file
XVG / XPM DSSP PCA H-bond
Frame Step

500 = Save Animation | Save PDB

Loop [Jswing

GROMACS OHNIZH HRZ T, GROMACS O&FEGT 7 7 A NVD 2 IRILT T
TEFET, FHATEAASN T 7 AL TO®Y T,

T wFR

RH

7 7 A VA

77 7R

XVG / XPM

* xvg 7213 *.xpm

—fRHI7R 2 KT T T

DSSP * Xpm

2 I IERET

PCA *.gro

PCA fi##r

H-bond

*ndx 7D *.*xpm

K Sk B AT

(3) 2777 [XVG/XPM]
MolDesk Basic -> sample -> trajectory -> GROMACS -> rmsd.xvg

HRERIANTZ L E,
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M 2D Graph - O X

X-axis. V-axis

RMSD

Backbene atter leq fit to Backbane

RMSD (nm)

Q o1 0.z 0.4 05 [X=]
Time (ns)

Close

MolDesk Basic -> sample -> trajectory -> GROMACS -> potential.xvg
THAIANTE L X,

M 2D Graph - o X

X-axis Y-axis

Gromacs Energies

452100

458800

459100

-459800

460100

Patantial
-450800

tkJimoly

-461100

-a81800

-a8z100

482800

-a83100
0 100 200 300 a00 500 800 700 200 om0 1000

Time (ps)

Close

MolDesk Basic -> sample -> trajectory -> GROMACS -> temperature.xvg
Tt AIANTE L X,

M 2D Graph - o x

X-axis Y-axis

Gromacs Energies

Temperature

)

0 100 200 a0 a0  s0  sO0 700 800 oo 1000

Time (ps)

Close
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(4) 2%t”7 7~ [DSSP]
MolDesk Basic -> sample -> trajectory -> GROMACS -> dssp.xvg

= ~ >
ERRIANIZE Z,
Coil
EB-Sheet
E-Bridge
Bend
Tumn
A-Helix
3-Helix

Residue

0
0 400 200 300 400 500 800 700 00 oo0 4000

Time (ps)

% GROMACS O 2 IIEIERHIT DORER 7 7 A T, [XVG/XPM] A& o THERRTEET
. T & D ICENEIZ GROMACS O 2 WHEEMHTHE R 2 Sk S 2 7201213, [DSSPI

A THPANTLIZEN,

[ “untitied: 1 1mp

(5) 2%c7 77 [PCA]
GROMACS @ PCA f##rix, gro 7 7 A MEXTH A ENE T,

[PCAl 227V v+ 5L, FreBmiAHET,
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M Open GROMACS PCA

PCA file (*.gro) “%sample&rajector}'m ROMACS¥pca.gro Browse
Time:
Start (ps) : |D |Step(ps): ‘2

ok ]| e

[Browse] T

MolDesk Basic -> sample -> trajectory -> GROMACS -> pca.gro

T E T,

il L 2Kty T 7 ORHIFE 2T 5 72d, A% — Ml (ps) &0 AT v 7 (ps) &4
LFET, SFRDOEEIL. 0~1000 psec FTH F 7Y =7 U T, 2psec fFIZERIL =55
T —H 72D T, Start (ps) 73 0 T, Step (ps) 28 2 T,

m 2D Graph

X-axis ¥-axis

PC2
T m e -—o
T m e -—o

[Tr=]
@

PC3

13-16
17 - 20
21-24
25-29

WO

Close

By & dEh LT, T ORFRISHIS LI/ A< Y £, PCA 77713, 27U v 27 LTh
27U v 7 JORFROEEFRRIETE £ A,

(6) 2%t~ 7~ [H-bond ]
[H-bondl 27 Vv r+25&, FiREmEN IHET,

M Open GROMACS H-bond

H-bond index file (*.ndx) |¥5amp\e¥trajector}f¥GROMACS¥hbDnd.nd)( ‘ Browse
H-bond map file (*.xpm) |Fsamp\e&rajector}&ﬂRGMA[’S¥hbmapxpm ‘ Browse
Cancel

[Browse] T ndx 7 7 A /L& xpm 7 7 A )L Z [ARFICHE A B £ T,
MolDesk Basic -> sample -> trajectory -> GROMACS -> hbond.ndx
hbmap.xpm
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% ndx 7 7 A MIFERTHKEREDOY AR, R —, 777X —FERE &EHIT
SN TWET,

B 2D Graph = (u] %
Xaxis  V-axis

Hydrogen Bond Existence Map

None
Present

Hydrogen Bond Index

o
o W00 200 300 400 600 600 70D 800 000 1000

Time (ps)

Close

% GROMACS OKEFEEMTORE 7 7 4 1T, [XVG/XPM] RZ o THLFE R T ET
N, FOXHICEEICOKE-EEZFTRIEL720121%, [Hbond] R¥ > Tndx 77 A
e xpm 7 7 A NV EFRIRFICHEAIAA TS TE S0,

[ *untitled : 1 Import Trajectory &3 = O ||[7] Console | [ Docking Info | [™] Screening Info | 7] MD Analysis 23 | = 8

myPresto
Energy Temperature
Distance Dihedral
GROMACS
XVG / XPM DSSP PCA H-bond
Frame Step
‘ 32 [ < | Save Animation
|< < <| Il > > 5|
Speed I Loop []Swing

hbmap.xmp 7 7 A /WZFEIR S ATV D BB ST 2 IR O K FHE S DM TR RS
F9 GEEORLDOH),
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(7) 2T 7 7 Ot « REfOHEK
2WILY T ZIE x BT, y ST NIIZ A = 2 — D DAEKR « M/ hRARD TE FT,

X-axis Y-axis

& frame height RMSD

100% (450 pixel) Backbone atter lzq fit to Backbone

RMSD (nmb
i e,
£
=

0 04 0z 03 04 06 07 08 04 1

05
Time (ns)

4.32. £ BEEE
AHBEEEICOWTEBE LT,

2HBHED A =2 — I TDO 550880 £97,

E [Auto Minimize]
E [Auto Solvate and Minimize]
m [Auto Dynamics]
m [Auto Solvate and Dynamics]

E [Auto Docking]
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4.32.1.[Auto Minimize]

DO FICRE LT KRFRF AL 72%, T X TOREW £ 7213852 MOPACT AM1 (R
Al OB G 1L Gasteiger ) TEM AL, HE2Ed OKEEe L) T —fhvIMEE &
W LA EREL ATV E T, ALEWMETZITHELISN O T1%. [Help]l —[Preference] —
[Molecule] — [tplgeneX] TER L 7= HFIZE S CTEMZFML ET,

#H [Global Minimize] OREX A 7 a V7 NERSINET, LEIEUTHERT A X %
REL TSN,

4.32.2.[Auto Solvate and Minimize]

RO FICREE LTAKRFBRF 2L 72, T X TG £ 7213852 MOPACT AM1 (R~
n] DAY Gasteiger 1) TEMEMINML, ALEW F 2 13HELISL D5 F1%. [Help] -
[Preference] - [Molecule] - [tplgeneX] Ti&R L7 IS TEMAEMML E T,
KEEEEZ ML T D, =V F— i/ MEFHEIC L oo b 21T 0 E 77,

#H [Solvate] & [Global Minimize]l OFREX A 7 v 7 NERINET, HLEIZS U TR
BARTAZZRELTLESNN,

4.32.3.[Auto Dynamics]

RO FICREE LT AKRFBRF 2L 72, T X TOEW £ 7213852 MOPACT AM1 (R
A OYE1E Gasteiger {5) A CEM ML, ALEWE 72 ITHELISN D411, [Help] -
[Preference] - [Molecule] - [tplgeneX]| TR L7- HIGICHE SO TEM AL E T,
e OKBEEZ2 L) T —MMEEHRIC K ok b 217 > 2%, 2% O MD
AR ETITWET,

%1 [Global Minimize] & [Global Dynamics] DX EX A 7 7/ BNFE RSN E T, LB
JE U TCTHENTG A ZHFE LTI,

4.32.4.[Auto Solvate and Dynamics]

B FAZKREE LTAKRBIR 2L 721%, T _XTO/LEWE 7213852 MOPACT AM1 (R
Al DAL Gasteiger 15) ftHE CTEM MM L, {LEWE 7 1IHELS O 411X, [Help] -
[Preference] - [Molecule] - [tplgeneX] TR L7 HFIZEE SO TEMEZMHIMLET,
KB LTS, =) F—fvMEEHRIC X 2 ERE(b 21T > 2%, 2% D MD
FEETITVET,
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& [Solvate] & [Global Minimize] & [Global Dynamics] OFREX A 7 11 7B FR S
NET, BRBEIZLUTEHERIAZEZREL T IEINY,

BURROZ2 324 7H01% T4.28 AT TOMD 1] 2B LT Z &0,

4.32.5.[Auto Docking]

BRI LTARBIRFZMIM U721, T X TO/REW E 7213852 MOPACT AM1 (4~
Al DAY Gasteiger 1) FHE CEM AL, ALEW E 713N O3 F1%. [Help] -
[Preference] - [Molecule] - [tplgeneX] TR L7 HGICHESWTERM AL E T,
Ry FOERR. Ry ¥ o ZHEEZITOET,

#H [Make Pocket] & [Docking] OF%EHX A 7 v ZBAHBLLEF, SEIZG U THE

TALERELTIIZEN,

BRI ZATHNE 1417 Ry 78E 1 (@) ] 22 LT EE0,
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=

4.33. Preference D& E

[Help] - [Preference] T#-f# Preference % %€ CT& £,

‘ @ Value must be an existing directory AR

1. Molecular dynamics | Molecular Dynamics Program :

2. screening Ono MPI (cosgene) © GROMACS

3. Docking

4. H bond ) . . .

5. 3D view GROMACS directory C:¥Program Files¥MolDeskBasic¥gromacs¥win64¥gromacs-2021.7 Browse...
6. Molecule Use chiral server :

7. Internet OYes ©No

8. Other Chiral Server User ID

ANSI Support Chiral Server APl Key

Restore Defaults  Apply
Apply and Close Cancel
HIHH OFHII T O Y T,
HHE i
Molecular Dynamics DYEF T e T MY ARE
Screening A7) —=2 7HBEICET 5% E
MolDesk Basic TidakiE L £HA
Docking Nyx o 73R 7T 7T MIET 23 E
H Bond KFHEE DRI D% E
Molecule 3 TR DRkE
Internet A E =2y MIFET HIRE
Other Z DD E
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4.33.1. Molecular Dynamics

SFENFT 07T MY HRRE

% [_/\ij—-o

1. Molecular dynamics

1. Molecular dynamic | Molecular Dynamics Program :

2. Screening O no MPI (cosgene) © GROMACS
3. Docking
4. H bond _ . . .
53D view GROMACS directory C:¥Program Files¥MolDeskBasic¥gromacs¥winb4¥gromacs-2021.7 Browse...
6. Molecule Steps to be automatically devided 1000000
7. Internet
8. Other Use chiral server :
ANSI Support OYes ©No

Chiral Server User ID

Chiral Server APl Key

Restore Defaults Apply

Apply and Close Cancel

HH

LA

Molecular Dynamic Program

no MPI (cosgene) / GROMACS % 3i&R
+ GROMACS %R L7541, kD
[GROMACS directory] D% & 78 42,

GROMACS directory

2—HFRA A h—L L7 GROMACS OF 1 L7 |k
VERET D, ZITHRET DT 4L 7 ML A~
A k=L L7 GROMACS ®

share

bin

WIFET 5T 4 L7 FU T D,

Windows DA 13FATI m 77 A EFHAELTWVWDH D
TRERE (77 4/ FiET OK),

Steps to be automatically devided

GROMACS DO &R MD G158 Z i difith 2 3D 8
THFRT DT DICHB RIS D224 LAT v 7

Use chiral server

Chiral (D7 T 7 KY— ¥ R &AH 5 G

Chiral Server User ID Chiral #:D %179 % User ID
Chiral Server API key Chiral #:D3174 % API key
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4.33.2. Screening

MolDesk Screening OHERED 728, MolDesk Basic TI3aE L EH A,

4.33.3. Docking

Ry XU ZEHETCHERT 2 Ry 737w 77 AR ELET,

type filter text

2. Screening
5. Docking
4. H bond

5. 3D view

6. Molecule
7. Internet

8. Qther
ANSI Support

1. Molecular dynamics | Docking Program :

3. Docking

Osievgene_dual © sievgene2

Restore Defaults Apply

.Apply and C\osel Cancel

HH

A

sievgene_dual

WHEITIZbL ML £,

sievgene2

BRECENAR TE D RNA Ry THEENRZ VX E Ry
XU TKELIZEHELWERE T ST AR D,

4.33.4.H Bond

[4.15.9 KFEEFRET V] BRI 2EERELET,

m Preferences

type filter text

1. Molecular Dynamics
2. Screening

4.H Bond

5,30 View

& Molecule

7. Internet

4. H Bond Garorw

H Bond : Distance (x0.14) |25 |

H Bond : Angle (degree) ‘90 |
H Bond:
@ bondmede or (O bondmode and

Restore Defaults Apply
T
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HAE

7

B

H Bond : Distance (*0.1A) | ¥ 7 #/L k : 25A

IKFEREORITCIS T LKA HIE OO BT,
EE2RELTDHLEIVE DKRBRAENFHRSNET,

H Bond : Angle (degree) 774/ k190

KREFEEHEICB T 2 KEB-EEHEDOAEDOBMETY,
INELTDHE IV OARBER-ENTHINET, 180 T
BWIN S 72 <72 7,

H Bond : bondmode or 7 7 4/ K : bondmode or
bondmode and
KBREARTICBITOIRETT, EHO0EERIRLET,
bondmode or : JKFEREIZEAD DT DI L EAVER
SN EITKERENFTRINET,
bondmode and : KFEFESIZEID DR T2 E T & HIBIRNE
NI A KB RENFRRINET,

VRAD 5 2 DDIKEREG DAY B 25 E 1L BB DR & DA & BEITR R L THET,
AEDOFREIZOWVT,
H Bond Angle < Angle[X2-H-X1] 7>> Angle[X2-H-X1] <= 180

H Bond Angle 7% 180 FED & & | KFHEEILF v v F a5,
H Bond Angle 7% 0 EED & &, T _XTOMEDKERENF v v F SNd,

KFEREE
Distance’ @

e

O+ INJFE+F | nu Ui+ O+ INJRF | ~nul R+
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4.33.5.3D View
3D RV I FIRR T OEIRKICERT 21EHTT,

53D View

s
2. Screening (el iy i3 |

4. H Bond Within d angstrom: Distance (x0.1 A) 50 |

Restore Defaults Apply

HH i

Polygon quality FT7 )Lk 16

3D FRDOARY T OREM S TT, FUEA K WIZ E R
2720 ET,

ANy 7 DT, 20 FREE TRE S LTHER
[CEMEL E5,

RARy 7 D<= Tk, BfEZ/ < LTLIEEN,

Within d angstrom : Distance | 7 7 4 /L b : 5A
(*0.1A)
[Select] - [Atom within d angstrom] & 7-1%

[Select] - [Sidechain within d angstrom] (Z& T
BRI S ZOHBENICH DT F TERINGR E L
E3xD
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4.33.6. Molecule

B FHO T DI 2R L E7,
Z N EOREEEEBRE L ET,

‘ 6. Molecule

ANSI Support o 1ip3p @ OpPC3

© GAFF ver2.1 © GAFF ver.1.8

MolSite UAP file path

1. Molecular dy | Force Field --- [ Protein/RNA/DNA/Metals (TplgeneX) ] :

2. Screening © AMBER ff99SB 2 AMBER parm99 © AMBER parm96 © CHARMm22 (for Amino Acid Only) © CHARMm19 (for Amino Acid Only)
3. Docking O FF_set* (User selection)

4.H bo‘nd Protein Force Field : 1f99_SB_ILDN_aa

5. 3D view

6. Molecule RNA Force Field : RNA_OL3

7. Internet DNA Force Field : DNA_OL15

8. Other Force Field --- [ Water (TplgeneX) ] :

Force Field --- [ Small molecules (Tplgenel) ] :
O GAFF ver1.7 ©AMBER parm99

Protein > Content of standard amino acid (%) 80
Nucleotide > Content of standard nucleotide residue (%) 80

Glycan > Content of standard glycan residue (%) 80

C:¥workspace¥moldesk¥moldesk¥MolDesk¥mypresto¥template¥uap.mol2 Browse...
Restore Defaults Apply
Apply and Close Cancel

HH

2

B

Force Field ---
[ Protein/RNA/DNA/Metals
(TplgeneX) |

77 4V : FF_set*

2RI E R IRE. &R, A AU E ALa L HELSt
Doy FOFHRTHEMA D 15

AMBER f99SB, AMBER parm99, AMBER parm96,
CHARMm22, CHARMm19, FF_set*® 6 Fii /> 5 SR vl HE,

FF _set* #3&R L7-5E1L. & 51T, Protein Force Field,
RNA Force Field, DNA Force Field OfHA5 ot CE#IRAJ
A, ZALEILLLT D )35 03I ATEE,
Protein Force Field : ff99_SB ILDN aa, ff99_SB_aa,
ff14_SB_aa
RNA Force Field : OL3, LJbb, ROC, YIL, Shaw, modrna08
DNA Force Field : OL15

Force Field --- [ Water
(TplgeneX) |

7%/~ : OPC3
KOGFOHFETHEH IS 1
TIP3P, OPC3 ™ 2 Fi¥E)> & 18R Al HE,
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Force Field --- [ small

molecules (Tplgenel) ]

> 7 4V~ : GAFF ver.2.1

fba® EpEOFRE CHERINS 1135
GAFF ver.2.1, GAFF ver.1.8, GAFF ver.1.7, AMBER parm99
D 4 FHEA) HIRIT 5,

Protein > Content of

standard amino acid (%)

FT7 Vb 80%

10 FH720 DT X BRRIEAIT, (M%7 X BERENREGEN
TWiUE, 7 o7 H LHET D0 0RHETT,

R B EHESNRW S HIMEEmE LT L ET, ¥
PN, B, BE. @R, AUl ALEWE IR
% tplgeneX, LAY E 72130 tplgenell & UV 9 myPresto
OO T AT I NET,

ZOEENSLSTDHE ALEME LTI D 37034 < 72
AR TX D0 TRNE 720 £9, 80%RIENHEE) TF,

Nucletide > Content of
standard nucleotide

residue (%)

F7 4k 80%

15314720 OFREEAIT, MR EN G N THIIR, &
e & IE T 2 0D FEHAET T,

Bk L HIE SNV Flfbam e LTRBLL T, Z s
g, B, BE., @B, 1A ALEWETITEDAMN
tplgeneX, L& E 7213HE X tplgeneL &\ 9 myPresto O
DT T T ATUEINET,

Glycan > Content of
standard glycan residue
(%)

F7 4k 80%

15314720 OFREEAIT, %R EN S £ TWIUX, bEe
HET D0 DIAETT,

PELHIE SN2V FIMbEmE LT L £, Z oy
g, B, BE., @B, 4R AbaWETITEDAMN
tplgeneX, L& E 713X tplgeneLl &\ 9 myPresto O
DT T T AT INET,

MolSite UAP file path

T7ANb D BT T TA 7 RMES A T RaefEdTz mol2
77 A IDIRA

R RTEDORr y NER T 1 75 A MolSite TET 5.
UAP (Univarsal Active Probe) {53 F+{tA¥ D mol2 7 7 A
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JVDINA, 2—BPER LT DEFRETE 5,

X NGNICEER SN TRUVIEEITFHR TE £8 A,

4.33.7. Internet

{8 =%y b EOYA PO URL ZRELET, 72, 424 —F v MERITA—V = v

F = v 7+ DR

EZ AT D70 Proxy B — %o TA & —y MEHT DORE

ZLET, BHEIIT 74V I OEZDLNETH Y £H A,

M preferences

type filter text 7. Internet

1. Molecular dynarmics S O B i R S
mmCIF Download URL |https::‘!iiles‘rcsb.org/down\oad

LigandBox Download URL |http:m'.ww.myprestoﬁ.comﬂ\gandbox;‘cg\-bin

2, Screening |

4. H bond PDB Download URL |https:fﬂiles‘rcsb.orgfdown\oad |

5. 3D view eF-site Download URL |hﬂps::‘:‘pdb}urg/er\le_/e?vet\rlew |

6. Molecule

7. Internet PubChem Download URL |https:Hpubchem‘ncbLn\m.nlh.govﬁresupug/compound:’cwd |

8. Other |
|

MolGate URL |hﬂp:_/_/molgale.chem\cal—gam.cum/\_ugms

Check if latest version of MolDesk exists :
®ves ONo
Use proxy :
O¥Yes ®MNo
Proxy IP Address | |

Proxy Port | |

Restore Defoults| | Apply
o
HH Bl
mmCIF 7 7 4V b : httpsi//files.rcsb.org/download
Download URL | mmCIF ® URL, [File] - [Open Remote mmCIF / PDB] Tffi .,
PDB Download | 7 7 # /v b : https:/files.rcsb.org/download
URL PDB ® URL, [File] - [Open Remote mmCIF / PDB] T,
eF-site 7 7 4V b : httpsi//pdbj.org/eF-site/efvetview
Download URL | eF-site ® URL, [Displayl - [Surface (eF-site)] T f,
PubChem 7 7 4V b : httpst//pubchem.ncbi.nlm.nih.gov/rest/pug/compound/cid
Download URL | PubChem ® URL, [Add Remote Compound] Tf#EH,
LigandBox 7 7 4/V b : http'//www.mypresto5.com/ligandbox/cgi-bin
Download URL | LigandBox ¢® URL, [Add Remote Compound] <Tf#if,
MolGate URL | 7 7 #/V | : http'//molgate.chemical-gain.com/Logins
BY-HEX % MolGate ® URL, (B/EfEHATE 20
Check if latest | 7 7 4 /L I : Yes
version of Z—HRA A =L LTWVD MolDesk £V HH L N—2 9 D
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https://files.rcsb.org/download
https://files.rcsb.org/download
https://pdbj.org/eF-site/efvetview
https://pubchem.ncbi.nlm.nih.gov/rest/pug/compound/cid
http://www.mypresto5.com/ligandbox/cgi-bin
http://molgate.chemical-gain.com/Logins

MolDesk exists | MolDesk 23MF/ET 2 8A1C, EEIRHZ SRRl 2 H 30 H»
Use Proxy 77 4V : No
A U H—F v NERET Proxy r— &S 5 0
Proxy IP Use Proxy 7% Yes O & %
Address Proxy %—/"® IP 7 KL A
Proxy Port Use Proxy % Yes O & %
Proxy #—/3® Port %75

4.33.8. Other

BT e VT2 ED, 774NV DT 4 L7 M) (T4 AF) ZRIELE
‘j‘O

BT r=r ME, ZOoT74 V27 FY (THH) 12,
MoldeskProject00000
MoldeskProject00001
MoldeskProject00002

E LT ENET,

Wi preferences

type filter text 8. Other oo A
1. Molecular dynamics
2. Screening Default Project Directory | C¥Users¥Kiyotaka¥AppData¥Local¥Temp | Browse...
4. H bond
5. 3D view
6. Molecule
7. Internet
8. Other
Restore Defaults Apply
Apply and Close Cancel

HH B
Default Project | 7 74 /L b : VAT LADT 74/ bDtmpT 4 L7 KU,
Directory Windows, Linux, MAC CTZHnZNE7e0 £,
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RO 2~ > R—& % MolDesk O A MIE#H L CTW\WET,

https://www.moldesk.com/moldesk-basic-commands/

6. myPresto [CDULNT

myPresto OFFHIEL FRLOY A FZZH LTI 7EE0,

https://www.mypresto5.jp/

EFeY A T, myPresto DY —Aa— K& R¥xa XA h—AW&¥ v m— RA[ETT,

187


https://www.moldesk.com/moldesk-basic-commands/
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