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1. HEAEHIBRDARRR

MolDesk Init I%. MolDesk Basic O —#iOfEEARE L7 T9,
R L CWAREREIZLA T @ Y TF,

¥ Ry JEETEAAEw (V2 F) O Ff% 400 Da IZHIFR
% MD FHETE 5 RO2FE 5%, 30000 JFRFIZHIFR

FEREHIR Z MR L 72 W AR, (BR) a1 4o
MolDesk Basic % 7213 MolDesk Screening % ZfRaf< 7230,

% (BR) TSN A A https://www.imsbio.co.jp/
% MolDesk https://www.moldesk.com/
% MolDesk EC v 3 v~ https://moldesk.official.ec/
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2. MD &

Windows Ji088r, ~ 7 20%%2 U » 7 T, GROMACS I L5 MD 25 (5781724
B) BIEATTEET,

HEMbizo & 2, bl MD SHEOFETHlz/Rr LES, FIRTUTFo@Y) T,

. © | kEET - SEEEl |
PDBESHAL ¥
v | ke VN |
[Dynamic] - [Auto Solvate
- - \ 4
R | TruE-@es |
v ¥
ERRECRE | B |

21. 2 FDAHB
e A S =%y MCBEfL T o5

kw7 _—2@ [PDBl £7-1% [TEST] KA 7Y 7 LE
T, TNEN, LTOENRH Y 7,

[PDB] : =—¥#EE L7 PDBID D414 A7)
[TEST] : PDBID 4kn6 D% 1% A7)

® Open Remote mmCIF / PDB

Internet

PDBID : 4 characters starting with a number[1-9] [PDB] ﬁ& :/%_—’ 7 U > 7 L/f: CE :cl:f @i\

W2 %0 T, 4kn6 & AL T

Cancel [OK] 227V 27 LET,

4kn6 DAS ENnFET, [TESTIRZ %227 U w7 LTHREEETT,



oA X —Fy MO L TeWiAE, [File] - [Open Molecular File] T,

sample / PDB/ 4KN6.pdb 7 7 A /L %5t

22. £BEMDEE

Help

|| [ TESIIC?(

ate X

AATLSTZE W,

wIZKO MDIRZ 2270w 7 LET,
LA ONEICAFR 2TV E T,

® NI LRE LIZAKEBRF 2L (57 40 NIk OfREERTE)

o fLAWFET-IIHEICKT L Gasteiger i &2 10

o (LEWME IIIBELISN D 4y+1%. [Help] — [Preference] — [Molecule] — [tplgeneX] TR

LTV 15D TER & AN

W solvate
set water
crystal water system size center coordinate
use crystal water in PDB shape Center of gravity of molecules  ~
[ predict precise placement Cube ~
size
]
i set water Margin from molecular size ~
margin(A): 3.00
add ion
method
in human cell { 10mM/Na+, 100mM/K+, 110mM/Cl- ] B
add ion
lect Display Color Option Expert Smple Screening Preparaton Window Urdo Help
DOpENREEAERRE E N EE DE
TN X =0 = 0T w66 X

pooooo/:|0?
13§ 3|5 £

,,,,,

E w % C
Other  ugand  Lig2

KEBPEL A A AT D J5iE%
BT DX AT 2RKRL
£7,

ZOFEFE [OK] AZ %
70 w7 LET,
KA A4 A 2L ET,

KW . ROHE
O & o h
e, AR
TIRE DBER )
5 3ADEIE,

AFv D
e DA A i
JEC, Na+, K+,
Cl- ZAfHn




m Global Minimize

loop limit
BAMINT. g 1 (steps): 5000 5
loop limit
BAMIN2 5 (staps): 5000 =
MINT  MIN2
Method : Steepest descent

v

[IPasition restraint  Heavy atoms (proteins & DNA/RMNA)

e[

ER

T RAF— MU EDORMERESA T 0 T &
FRTHOT, ZOFF [OKl #27V v 7 LFE

WifsE L C 2 [\l R L X — i MEEHE 2TV E T,

- 1RIEE, &G FET, 5000 27 v 7

AR VAR
- 2 [FH X, HEAEIET, 5000 AT v
AR VAR

=R MERSAE 7T & MD A OREREY A 70/ FRLET

M Global Dynamics X
BmD1 20000 - steps_IMD2 20000 - steps_IMD 3 20000 - steps
[JMp4 20000 - steps_IMD 5 20000 - steps_IMD6 20000 - steps
[JMD7 20000 > steps(IMD 8 20000 - steps[IMD9 20000 - steps
[JmD 10 20000 < steps [IMD 11 20000 < steps _IMD 12 20000 - steps

Ensemble :

Pressure (bar):

Time step (fsec) :
Cutoff length (A)

[ Use restart file

NPT

1000 &

Temperature (init) (K) : 300.000
Temperature (const) (K): 300.000

|| Position restraint

constraint (LINCS) : h-bonds

2.000
g 10.00

Output trajectory

B MD energy (every steps): 2000
B Coordinate (every steps): 2000
|_IVelocity (every steps): 2000

Heavy atoms (proteins & DNA/RNA) ~

*  for Animation

oK |

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

© None

O Globular
) Membrane
CORNA

Cancel

CERAXF—T AN TIHY

"I N T ANHIIBHD

(2000step = &)

ZOFEFE [OK]l R¥ %270 w7 LE
7,
LLF DT MD #HEZ RO £,

- 1 [RI720T 347

+ step %%I 20000

NPT 7% o7

- /) 1bar

- MRS 300K

- 300K iR —%E

- (EEH R L

 LINCS O 5% h-bonds
« B A LAT 7L 2.0 fsec
- By bAT7ERIT 10.0A

(2000step = &)

PLET, AKEEF D510 MD §HEORTRENE T LET,

® 15T 7 4w M T ALBE WM ETZIIHETIZ AMBER GAFF2, Zinlish (¥ /37 B
E) X AMBER ff99SB |Z3%E L TWE T,

([Help] — [Preference] — [Molecule] — [tplgeneX] T/HIIAEE A[GE T, )



2 m
[MD] &% %, B [Dynamics] — [Auto Solvate and Dynamics] "% > &

[F% T,

23. ST FYEW
2.3.1. GROMACS TMD&tELEBEE

2D plot] "% %27V w73 %5L, GROMACS D N7 ¥ =2 b VN2 517 LT, KFfH
WDdHD 7T 7I3BE L EE LT T 2FRLET,

m MolDesk Init o (] X
Flle Select Display Color Option Expert Simple Screening Preparation Window Undo Help

HHHIEMBEIEB LR Poe s} ol

Eezrimew x| O | |1 command view X 7 ~4kné : 9 Global Dynamics X = B | [ console | [] Docking Info | ] MD Analysis X

Dprot Dyna IScreePrepal fol
D2 mics ring fjration] bl
Bies e Temperature Distance
watd Angle Dinedral RMSD
B mets Copy

B mets | | ROMACS
iser fom e el 20l
[ 404 Remote compound : b : ] 20 plot

- Add Fragment

gmyx gyrate I:l 2D plot
] g

2D plot

2D plot

gmx mindist
gmx hbond
gmx rama 2D plot

GROMACS PCA

2D plot

[ Ligand Info X 2 gmx anaeig [ ][ eopiet
image name  SA s
‘@iu
g3 486
Ho
v
[
Speed i HLoop [swing
[V Console | [ Warning Console
< > < >

END: Global Dynamics

gmx energy gmx rms

i 2D Graph i o x M 2D Graph o o X
X-axis Y-axis X-axis Y-axis
GROMACS Energies
Prtein sttt zq itto Protain
184000 017
165000 0.15 /x
186000 o1
167000
Potential Lo
= -tes000 E
] E om
£ oo o
2 2 oo
70000
©
005
171000
172000 o3
73000 oot
174000 001
o 4 o 2 5w 24 = 2w @ 0 o004 o000e 001z 00 002 0024 0028 o032 00% 003
Time (ps) Time (ns)
=28 y= 1882174831 x=n0zd y= 01282

Close Close




EATARER gmx 2~ R

— i PCA f##T
(1) gmx energy (8) gmx covar
(2) gmxrms (9) gmx anaeig

(3) gmxrmsf

(4) gmx gyrate

(5) gmx mindist
(6) gmx hbond

(7) gmxrama

X EHEOFEMIT. MolDesk Basic ¥v==7 /1| Z 2L 7E X0,
% GROAMCS (X5 b7 v =7 MU OFEMILZ, GROMACS O~==27 L& 5E,

2.3.2. GROMACS U4t T MDEtE L =156

X EAEDFEMIZ, [MolDesk Basic v =27 /| & TS 7EE0,

£ console | [ Docking _In!u_._ [ MD Analysis X | - B8

e | s | MD Analysis Fiiiio> Animation =t b m—F — A&
Angle Dihedral RMSD _jaé = CE 0:,;]:/)‘(\ 3D Eﬁ«c\\ ﬁ%%%ﬁ@ﬁ#ﬁﬁ%,ﬂ: ( ].\

gmxenergy 2D plot ?:‘/\‘Iy ]‘\ U) %7:)(»—4‘:/5 V"G%iﬁbjﬁj‘o

gmx rms 2D plot

gmx rmsf 2D plot

gmx gyrate 2D plot . . : N 17 - 4\ \

] . [Save Animation] R¥ > %27V v 7325 L FRLTL

omreen [ BEEDRIETT =A—2 3> GIF 127 7 A MUAT

gmx rama 2D plot . _ "

GROMACS PCA % ji—é‘o %OD%E\ - I/\_‘AE%EF%F@BF%@E&E%) ﬂﬁ'é“(“'@‘o

gmx covar 2D plot

gmx anaeig 2D plot

\ [Save PDB] R"¥ v %27 V) v r 3L, 2RO T V=

10 =) =] [save Animation | save PDB i }\ U @%]ﬂ—y7°f/3 v ]\ 75_’ PDB 7 74/1/“7—-{%@/(‘
|
| | I I | % i—aAO
Speed I Mioop [Jswing




3. Fyd oy

HEkic LD, by I N7 Ry X U JRHEOFETH 2R L7,
FIEFLL FD@ Yy ¢4,

(| k&ET-=magm |
v

_ PoBEE#RAS | | sesonzEES |
v v

‘ [Dock] - [Auto Docking] %—- ‘ A REFERES ‘
v v

| emEmeRE | | KryraFmRds

v

| FuFvosE |

ver. 1. 1.78 LIRE T, # VXV BIZINZA TR 1 ~D K X ZRA[REIZ 72 D £ LT,
ZRIRE LT, BN BEEIIEBES FEIRETEE T,

31 AFDOAN

. .

i i T ! VB =%y MCEEE LT B BA,
by 7= [PDB] £721% [TEST] A% > %7V v 7 LE
¥

FNFN., LLTOMERH Y £,
[PDB] : =—#2fEE L7 PDBID O45F4% AJ)
[TEST] : PDBID 4kn6 ®O% 1% AJ)

M Open Remote mmCIF / PDB %
Internet [PDBIARZ 227U v o Lz Xxix, KO
PDB ID : 4 characters starting with a number[1-9] ﬁzﬁ Hj 5 @"C\\\ 4kn6 & j\jj LT [OK] é‘} 7
. Uy 7 LET,
Loee 0 eml |

4kn6 WA SNFET, [TESTIHA Y %7V v 7 LTHIERETT,

¥ oA A —F v MR L TR WAL, [File] - [Open Molecular File] T,
sample / PDB/4KN6.pdb 7 7 A /L ZFtAIAA TL 7230,



32. 2BEHKRYFUY

Ay
:|||§ | RIZK® [DOCKIARY v %27V v 7 LET,
atE‘X_ VL FONEICAL R 24T N E 9,

® B TITK LRE LI KRBT 2 (77 40 MIKPOMEEEREE)

o ALEWEITHEIIHL Gastelger CER g npill

® (LB FEIIIBELISAN D 4y11%. [Help] — [Preference] — [Molecule] — [tplgeneX] TR
LTWL GBI DN THE T‘I%Hﬂﬂ

Daock
% [DOCKI] &R % i3, - [Dock] - B[Auto Docking] & [FRI% T,

321 RBAREVHVRORFEES

SZREOFIREAET A v =V XA T a I RRRFSNET,

M Docking: Select Receptor

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

| OK | ‘ Cancel

vy —grmmEc B oprol @KL, [OKl 22V v 7 LET,

] P2-L1-w 12 = B8
> | pro 1 [Receptor] a prol PEZFRE LTS NIZT20
> u |ig 2

B pro1 0%z B prol [Receptor] 12Z5bH 0 £,

> [ wat 3

XK ZBRESFIE F NI EEILIERY T2 RIK 1 SE0RLENH Y £, \LEW. B
REBEEZATHTENENEE A,

10



3.22. Ry bEERT S

SBIRER. Ry MERGTIEZBIRT 2544 7 0 7 dors g7,

M method to make or to find .. X

(O Coordinates of the ligand
(® Make Pocket
(O Find Pocket

Z ZTlZ. [Make Pocket] %% [OK] #7 VU v 7 LE7,

BTy NMERFEEZEIRT 5244 7 07 OHEEOFBIILL To@EY T7,

HHE

A

[Coordinates of the ligand]

IR L= T OEEE Ry b7 a—7 I LET,
BN EE TR LS OB DS F 2RI LT, —FEL
TTu—7HICTEET,

[Make Pocket]

BN L2 BEORE LR v FOKRZES, EROFFHIIAR 7
v bOT =7 JEAERLET,

[Find Pocket]

BIR L7 RoRE L TR v MEREITV, O T —7
A BEIC 2 a TIEICAER L ET,

X FEAEOFEMIL., [MolDesk Basic ¥ == 7 /1] ZZ&I X0,

BN EINANR—RAT g VFRET IR Ry NBROX A T a7 k2R LET,

OONEROREBEARRROE E N [HE
[ X = 0 |5 Command View X | = 0| T3 “4kn6 - 4 Add Hydrogens X

4kn6

Hgene 20236215 develop

Feb. 15, 2023

INFORMATION> msin

11




BD T Y FafOHlz0 %7 ) v 7 LET,

smmand View X = B || *4kn6 : 4 Add Hydrogens X
[Scree MiPrepal
ning firation KSR

Bl

IR L7=R 7y b o, dEHaod
HOERTHRRLET,

make pockef
pocket size

i BB B b S bl [OKl Rx %2V v LET,

1 vi-18733 FHa
z:-158%2 [HA

10 p2-L1-w-p1 X | R . . .
Fe ] YV —#mwEmIC B opointd 2#RL,
Bligz

] wat 3
B point 4

Ry bOTr—=T 51 (ROR) ZREOFEHORNICE
MLUET,

YAy ROBREMRET A v =V F AT r 7 2RRLET,

M Docking: Select Ligand

oz B g2 % U — R E TR L
[OK] #27 VU v 27 L%,

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

| ok ][ concel

12



323. FyFx 2 JE1T

Ry X VERHREOFIRES A T a I RERRENET,

Basic .
Method Number Sa 1 oA s
moderate v Number of candidate molecules: 30 |2 > 7 L/ i j—‘o F‘ N i’\' :/ 7 E‘l‘ﬁ‘ %;@{T L/ i ‘é’_o
Make grid data
Clustering
Number
£ Clustering Number of cluster: 10 1= N - - -~ N NN = I 0N
UET, X TORyF U IHEORTENET L

i‘ﬁﬁo

Show Customize Tabs

.

3.3. {ERDER

Ry ZHRENE T35 &, Docking Info BHiIZ, Ny ZEHEIZEIY FHILZ 10 8
Doy FHEEE AT DRWIAIZY 2 PR LET,
53 G DR MEDOEIZLL T D@ v» T,

AG1fHE (deltaG, HMH=x/LF—)

A7 (score, RKyF o7 RAa7y)

RMSD (Ry x> ZHED AT THNEY B RIgkd H1H)

W ok it

poppphiREEARR | (3 S| (R
P2uipt X =0 |7 com o X =0 |7 a6 : 7 Dodkng X

+ (e ] Docking Info i

= DYFEIY v

o LTl L *¥—%2

EA Uyt BE ER

= 3 © L% sDEE

< N C T 1 oPoRRL
: 3 - 27,

13



B Console | [ Docking Info 25 Docking Info [ CEffifiE 28I LT (K
e e e WY BRI Ctel+ s Vv o) B2 U v L,
F@%g@ PR P D [Add Selected Docking Result] #3725 Z

St LT, ZOEMHE Ligand Info MIEICEN T
ZFd, FHERICND SO TMD §HE R Sk
ZET,

Add Selected Docking Result

4. 7AS Y FORFELHEAHAH
4.1. [File] - [Save As]
KRLTWDHREeTny ey Mz TRFELET, a~vr FORBBELRFSNET,

[File] - [Save As] #2417 L. [Make PROJECT directory]l %A 7 1/ T
CorLnvo v —offikl £72i% vz #1042 —]
FiE, A7V v Ll A=a—b [FBEK] - [7 4104 ]

EBRIRL, 7ANHHEANTILET, 2OT7HNVTEPEF LT By =7 MAIZRD £,

TER LT 7 A+ 212, RPOROET —4 (a~xr FEELET) HRIFSNET,

LW T A NV FIDEREITOTICEEED 7 AV ERE LR E. 74V FE FIZLLTO
TANZ LT 7 ANPEEHNINETOTIERELLES VY,

original 7 A /L4

work 7 4 /L4&

internet X CTHX Vo —RL7zcf 77 A /L& pdb 7 7 A /L

X T Tsl MURFESILD T 7 A VOFEICEILR S & 55613,
[MolDesk Basic ~==7 /L] ZZBMML T 72V,

14



4.2. [File] - [Open Project]

i £Z [File] - [Save As] TRfFL7z7mrY =7 |
EQ S
[Help] - [Preference] - [8. Other] ® Default Project Directory T/ € L7274 L7 h VU IZ
H 5
MoldeskProject00000
MoldeskProject00001
MoldeskProject00002

ZRE ET

MfFO7Tay =/ hO7 404 (H FIZ original & work 7 4 VX & &ie) #8R L, [OK]
7 Uy LET,

V) —FREHDO X 74 (FREH: TP2- L1- W) (X4 o7 ERofb &0z R L £7,
Pld# L U EF = A, LAY, WikEEGAR S5, MIZ&R - A A amL
*7,

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

RBICEWE L 7Tca~ > NI 3D B D # 74 (FEZRF [projool : 5 Global Minimize |)
MOMERTEET,
278% [Fueves VD BEERS EfTa~vr Fal 2RLET,

Wi MolDesk

File Select Display Colo

[ P2-L1-w 22 = O [ [ proj001: 5 Global Minimize &2

B pro1
B g2

wat 3

FITLlca~r Rix u [UNDO]. n [REDO] #7V v 74252 LICLVEETE
ij‘o

15



5. 7 FHEED 3D X

51. ¥OREE

3D Wi =T, s FORER, BEZ~ U A TEETEET,

BiE ~ U R HEE
Xl (ZEA ) [Eds
Y #h (T mE) [EdS
Z s (BATE 7)) (Bl Shift + £ K7 v 27 (FEg75m)
Xl (ZEh) HiicBE)
Y#h (EF) Hricss)

R T

LRI w7

Shift + £ K7 v 7

7 B4 Az FEAAN
B GTE) HRICEE Bk S

% MAC OEEE. 27 V7 =27 0v 7
7V v 27 =[Commandl+ 7V v 7

52. #F - FzA -BE - RFOER

DF e F A FREE R OBRIZ~ U XA TITWET A, 3D i & Y U —&KoRE 1 T
TEDRSZR Y £,

#BiE 3D Hiim V) —RNEHE

HEHGEIR Ctrl + 7V w7/ Ctrl + 7V w7/
LR TR GE TN — Shift + 7V v

(5 EASESIN ETNT ) BIALE Y v
F = A IR NUTNT Y s FxAfB%7 ) 07
57 IR — NrHEIY I

] P2-L1-W 52 = B || command\
v Chan:A p

R v 500 i mramzrnc

4 SER

5 PR( Show Atom
6L\ Hide Atom TR - ERREUIVIER D Z LB FRETT,
TVAL ghow Al v
&VAI
9ILE Receptor On . wr
05 Receptor Off \\/ U ‘—ﬁm:@ﬁf‘j@%[@?ﬂ L/\ Ey U P4 7 73)) %
1AL
"Zﬂi Export PDB [ShowAtom] F721% [Hide Atom] ZZIR L £,
13G Export mmCIF
Export Single PDB [Show All] TIHFREZMEL T, T _XTE2ERLET,

G'I-'\' Export Single mmCIF

17 AS Export Single Mol2

18 LE Export Single Tpl

12 ASP IEI Add

31 El

16



5.3. REETILOEIR

m MolDesk Basic

File Select Display Color Option Expert Simple

= P1-L1-W
v Ch

VWOV W W WY W VWY W VWY WY WY W W

]

Line

Stick

Ball and Stick
Space Filling
Backbone >
Tube ¥
Ribbon >
Cartoon >

H Bond ¥
S5 Bond 3
Label ¥

Surface (EDTSurf) »
Surface (eF-site)
Hide All Surface

Show All
Hide Mot Selected
Hide Selected

Hide all H atoms

Show all H atoms

Save Image

Screening

r  Ligand Lig2

Copy

Insert from File

Add Remote Compx

Add Fragment

Delete Molecule

Add Hydrogens

Delete Hydrogens

Cap with ACEand P

[ Ligand Info I

o

Create 5-5 Bond

GF e T Ay FRIE - R AR L
[Display] A =2 —TCTET /N EZEIRT D &,
#/RET L% Line <° Stick AW Tx £,

AT a OERIILLTOm®mY T,

[Only] ZOFRRETNIZTTIDERLET,

[On] DOFIRET M ZDFRRET L%
HhHEEZLET,

[Off] COFRETFTNEMLET,

F D DOFHETRET AT DOWTIE MolDesk DLLTFDOH A 2SR LT 7EE 0,

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

54. BOFITA

A T Ay R OAEEX DI ENTEET,

m MolDesk Basic

File Select Display Color Option Expert Simple Screening  Preparation V

AT A BREE RS ARIR L

n I Atoms > Cpk
% Bonds » Structure [CO]OI'] 7< X ‘—Té %%*f\'j‘ 5 k é
gPriw R Backbone > Chain
= kil S N
v B prot ) Tube Ribben Cartoon » Residue A kb D i‘a—o
M Cha:nr\::;: H Bond » Charge
: — S5 Bond » B-Factor .
y 6 GLY All Surface 3 Shapely i f:\ [COIOI‘] - [All Surface] \’C“\ ‘a—’\
Y e —— o 2 TOLTEEOBBIIE & R
Any
Insert fr
9 ILE —_— R S - N
S — BADIENTEET,

[Color] A = =2 —DFIEB OFEMIC OV TIE. MolDesk DLLTFDH A FEBH L TL ZE0,

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

17
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https://www.moldesk.com/moldesk-basic-commands/#Color

6. GROMACS T®M MD it&

6.1. [Preference] - [Molecular dynamics] ME%E

6.1.1. [GROMACS] #:ER LI5S

[Helpl — [Preference]l —[Molecular dynamics] & T,
[Molecular Dynamic Program :] T [GROMACS] #&R LB E

MolDesk Basic %A > A b—/L L7=#5 D GROMACS (2 & % = % /L —fi/ ]MEFHF &
MD #HHEAZEITLET,

‘ 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

Windows 10 3 X" Windows 11 TiZ T8 GROMACS OE(T7a /I LA FEEL THDH
DTZORTEITIVLEDH Y £ A,

Linux, MAC Ti%, =—¥» GROMACS #A > A h—V LT, f > A=/ LTz
GROAMCS @ [GROMACS directory] DFEENMLETY, A A b—/VHIEIZLLT T
LTET,

https://www.moldesk.com/faq/faq16/

[GROMACS directory] 1%, share & bin M{F{ET 5 directory Z 7% E L T 72& 0,

¢ HioN— 3 o Cld, GROMACS @FEFTIX. bin/gmx T, WA OFEE/L L TITWET,
AV AM=IT 4 L7 FUIZ, bin/gmx BFEELRWVRFIEITTE A,
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OpenMP <2 thread MPT OifFF%kix. GROMACS O H B HIE A F5E T A REREICIK(E L
TEJ, WPLIIEH L TERHA,
6.1.2. [Use chiral server=Yes] #:&iRL1-B4&

[Helpl — [Preference]l —[Molecular dynamics] & T,
[Use chiral server :] T Yes ZBIR L7=H4E

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

LCh|ra| Server APl Key

Restore Defaults Apply

Apply and Close Cancel

Chiral #2342 8t9 %5 27 7 U K9 —,30 GROMACS (2 & 5 =3 /L¥ —Hi/MEEH R & MD &
BaeFATLET, ik, =—¥ & Chiral #h& ORKALEETT,

Chiral #:2>5 %17 L T%H & o 7= [Chiral Server User ID] [Chiral Server API Keyl % A7
LET,
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