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1. RO )—=VJiHE

MolDesk Basic TZ3{TTX 2 #/EIX9 7T MolDesk Screening T4 FEITTEX E7,

A~ == 7 /L TliE MolDesk Screening TORFEITTE L EAEIZHOWTIA L EJ,
MolDesk Basic & @O #IEIZ OV TIE [MolDesk Basic v ==7 /] 22 L T 7EX
AN

Ligand Box (% 200 J{HOIKy b5 % & TeT — % X— A T7, MolDesk Screening ™
A7 Y —=r7FE T, LigandBox BX O —¥NRIEE LI2bEW G, #E~5T1b
B OIEANEH LA ERL VAT, Z R TEET,

Fio, 2—YRRE LB AR LT, A7 U —= v JEFRN AR/ 2RI L
LT, A7V —= JHETEET,

1.1. AR =L -S4 REE

MolDesk Screening DA A h—/V 5k, T4 &2 AFBFEO FiEIX, MolDesk Basic & [fl
LG9, MolDesk Basic D~==7 L EZML T 7ZE0,

777U, B EEE A MPI <2, nVIDIA O 275 7 ¢ v 7 R— R CEEICWHIEE L
7-WEEIL. MPI O A & b—/1x° CUDA #{EBREE 72 EMRBIRMLEEIZ 72 Y £,

HARRY72 051513, TMPI/GPU (2 X% MD fHREOEEWHIFHR] OFEE ZSHRTZ S0,

¥ Mac (X, o FEVIFEHEO MPL X CUDA IZX 20 5EHEZ R — F LER A,



1.2. LigandBox M #{#

LigandBox ®O#(iflL, LigandBox DILEWINH A7 ) —=0 7 F H55IZHETT,

% LigandBox 1Z# 7V m— R¥ A FTRALTWET, FUrm— A MIET L
WA TRV, () 1§ S A 4 moldesk@imsbio.co.jp £ TA—/L T I
s, Fyrm— Ry A O URL E, TAH T b, NATU— R& TEKEWZ L
i‘éﬁo

BLRF U CHAAT LT % LigandBox (%, LigandBox ver.2310, LigandBox ver.2210,
LigandBox ver.2104, LigandBox ver.2004 & LigandBox ver.1906 T,

LigandBox ver.2210 (X, 8{HOT — X [EMg 7 7 A b0 £,
NARIILL T oY T,

LB_drug_Namiki2204.gz
LB_drug_Namiki2204.ligandImage.zip
LB_agri Namiki2204.gz
LB_agri_Namiki2204.ligandImage.gz
LB_drug_Kishida2210.zip
LB_drug_Kishida2210.ligandImage.zip
LB_agri_Kishida2210.zip
LB_agri_Kishida2210.ligandImage.zip

TNENRRERT D &0 UTD 4507 =X £,

LB_drug Namiki2204 @ 7 I %pg% - =3 m)TF 300 H{LEW
LB_agri_Namiki2204 D RPEE - BT 300 HIbEY
LB_drug Kishida2210 @ &b - E3mETF 100 H{LEW
LB_agri_Kishida2210 DX UART - BEERANT 100 T EE Y

»% LB_drug Namiki2204.gz & LB_drug_Namiki2204.ligandImage.zip & [F U 7 +
N (T4 L7 M) IR L T 7ZE0,
oM, 37 —F HEETT,


mailto:moldesk@imsbio.co.jp

TANE (T4 L7 ) IR O L LUFOMRIC R £

LB_drug Namiki2204 - ligand A D mol2 7 7 A v
- mts_data D EBAEALEHEEAERTTA
- protein 1181 EHE

-pro_list (7714 /L) 181 FHEH'EY Ak
-prolist (7 74 /V) 181 EHE YU A b
-version (7 7 A /L) DB ERCTHE L7z sievgene D/3— =

Ve
- ligandImage * MolDesk Screening Tf 5 B~ 7 1 /L
(> 3 > b [FER)
% Linux v ¥ O%H, o~ RiE, #ilx
unzip LB_drug_Nam1k12204.gz
<t

R DN AT, AN—REEERNL DI L TLIEE N, AX—REFATZ/RAT
figi4 5 L () C¥Program Files). MolDesk Screening »31E 7 IZEIE L £ A,

%ORRERT S &, FNENRKK 63G XA MIARD ETOT, A A M—VEDRE
BARDEREICTHERELTZ SN,

% Windows TR Y 7 &AL &I, 77 A VA AR RKRE VO THEENLIETT
RO 7 MZ R o TE, A AR RETE TR TERWGERH Y 7,
(1 21X, Explzh (x64) &9 7 U —OfRH Y 7 F TIIfiFHR T £ L7z, EiEMEEIEL
NTWB DI [Explzh) [7-Zip) CF. =7 — 2SI BE 1 2SO Y 7 - %4 -
TLIEE,)
Linux > > ZBEHLO8E1E. Linux ~ > > TR L7, B LT VW T,

%12, 17.3.2 Screening] ZZ ML, LigandBox % MolDesk Screening (2% L T,
A7 V== THREMGE L THEHATEL LI LET,



1.3. ChEMBL sdfs M %1

ChEMBL sdfs O#fii%. LAY OBFEEMED BRI L A THIZ T A5 HLETT,
1EDOT —HEMET 7 A VDB 0 97,

WEIZLL F oY T,

chembl_24_sdfs_moldesk.zip

TN (T4 L7 R ICREERT S E, LTORIZRY £77,

chembl 24 sdfs moldesk -c000 : fbLEWD sdf 77 AV
ChEMBLID N7 7 A V&IZ72> T35
- chembl_idlst (77 A V) : fLE&WHY 2 |

B2, 17.3.2 Screening| #Z R L, ChEMBL sdfs # MolDesk Screening |Z3%/E L
T, [R5 HT ([Make Regression model]l & [Predict with Regression modell) TR
e E LCERATE S LI LET,



14, 1—HIEEDRY J—= > FRILAY DB D

LigandBox #ffH L TAZ UV —=V 7HHREZITOHAIX. ZOHITRARITL TS E S0,

=

B

UL [Preparation] - [Make DB for Screening] C.Flffi S5 LigandBox DAAMZ
2—PREDIEN 7 7 A NVEATNZLT, A7 V==V THOT —ZX—RA &R T %
ZEnTEET, TV, LigandBox LSO, —WRIEE LIALAEWE A V—=
VIRBIZTEET,

AT LB T 7 A WE, BED sdf 77 A VAT,

X A7) == 7 THAT LT =2 _R—=RZE TN LAWK, BIETHE 100~%%
1000 fELL Bz LT 7280, ALEMEB R DN E R T ) —= v U TRER T — T VC
v MEAIR ) SIVER A,
ICEMA T V—=2 T OFUET NVTHEHAL T D EREEIFGRO T X ¥ 2 RES
DO, I TR AR 100~ 1000 F2ELL BB R 72 DT,

1.41. 7ASzY FORE

TuV=l bEREFELTRVESE REZRTYV—=HEATETOT, Tuy=”
K% [File] - [Saveas] A =2 —THRAELTLEIW, A7 U —= T HOWEMT — 5~
— AR RFELET ANV FZ LU TR LET O T, BREICRBDOH 25T REL T ZS
W, 10 TibEMHTZ0 . £ 6GB DEEDB LI T,

Ll Warning >

Make DB : Please execute "Save As". This command is available after saving the
Al project by [File] - [Save As].

F7-. TCIERBE O T r Y =7 F%& . [Filel — [Open Project] TRV /=454 T, E
[Make DB for Screening] #7 V v 7 LizL X2, UTFOU—=2JHEENHDZ E03H
D ij‘o



[l Warning >

Make DB command can not execute, because database exists already in this project.
Please execute at other project.

IClo, HAEIC 72 D work ¥ database 7 A VA MERR SN WA T R Y 2/ N TT—H
NR=2%ER L LD & LT FEITARAHEL 7> TE T DT, work ¥ database DTFfFE L
RWBlO T e Yy FTEITLTLIEE N,

142 T—AR—REREHEDERTE

7Tl FHIMREEISNTWT, work ¥ database 7 #/VZ DNFEE LR WEAIL, LLFDOT
—H = 2 VER RO Emm 2 H F T,

[l make conformer

name to identify molecules, if ' <NScode>" or "<SUPPLIERID_*>" or "<IDNUMBER>" or "<idnumber>" does not exists insdf files: | |
set supplier name if *<SUPPLIERNAME *>* does not exists in sdf files (option) :

Example of output mol2 file
@<TRIPOS>COMMENT
IDMUMBER = Value of <MNScode> 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 abowve)

SOURCE = SOURCE (SOURCE : User inputs above)

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

i = =
] by partial structure ® General O Agricultural

EA by moleculer weight | jin 200 (2] Max 400 2]

[ oK | canel |

21TH D,

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



DIXFHNDANIINEEZ2OTU T CTHELIEIALET,

WIDOIZ, ANJ) sdf 77 ANOHRHETHFA T 42— E TR LTI IZSU,

% sdf 7 7 A /L% Windows CBHWCHE 2R T 25A81%. 7 U —Y 7 h® TeraPad »?
EF]T9,

sdf 77 A /VOfIIE#HR E LT, property 4 & LT, NScode F7-i% SUPPLIERID_*
* 721X IDNUMBER F7-1%. idnumber Ot HAHEE. 747005,

> <NScode>
* * %

> <SUPPLIERID *>

* Kk K

> <IDNUMBER>

* Kk X%

> <idnumber>
* % %

(7272 L. ¥ HEESCTH)

DR N TWAB A, MolDesk Tik, HEIWIZAERMT 2 mol2 77 A /LD A MTD
IDNUMBER=IZ, sdf 7 7 A /L ® L5E propery IEO XA LI TFTO L HIZFER LET,
ZHUTE VN FOREDFAREIZ/R D £,

(mol2 7 7 A N Ftak i)

@<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
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@<TRIPOS>MOLECULE

MOLECULE-00000001-01
2222000

SMALL

USER_CHARGES

@<TRIPOS>ATOM
1C1 0.2340
2 C2 1.5030
3C3 1.5630

0.2060
-1.9990
-0.5300

-0.1420 C.ar
0.1260 C.2

-0.3070 C.3

1 LGD
1 LGD
1 LGD

-0.0357
0.3443
-0.1662

BT 2 mol2 7 7 A M, AT == TG ERD FTOT, A7) —= FFEE
BY 2 KMzt IDNUMBER H E L CZOENFER S, AT sdf 751 & OFAHITF 23 0]

HEIZ72 0 £

ZIZT, RIS, AT sdf T AN FREIR AL O Y | fHINE#HR & LT, property
4 & LT, NScode F7-1% SUPPLIERID * F7-i% IDNUMBER F7-/%. idnumber @

Ao b 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
-1.20091 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
-0.4946 2.1260
3.6524 0.0000
2 3 1 0 0 0 O
31 1 0 0 0 O
4 1 2 0 0 0 O
5 1 1 0 0 0 O
6 5 2 0 0 0 O
7 4 1 0 0 0 O
8 6 1 0 0 0 O
9 2 2 0 0 0 O

CopoQococoocoooo9oo o

999 v2000

.0000
.0000 C
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000
.0000

C
C
C
C
C
C
C
0
N
O
O

]
Cl

cNeoNcleleNoNoloNoNeReNe No ]

cNeoNcleleNoNoloNo N ReNe No ]

cNeoNcHeleNoNoloNo N ReNe No ]

cNeoNcleleNoNoNoNoNcReNe No ]

cNeoNcleleNoNoNoNo N ReNe No ]

cNeoNcReleNoNoloNoNeReNe No ]

cNeoNcHeoleNoNoNoNoNeReNe No ]

cNeoNcHeleNoNoloNo N leNe No ]

cNeoNcHeleNoNoloNo N ReNe No ]

cNeoNcHeleNoNoloNo N ReNe No ]

[cNeoNcHNeol*NoNoNoNolNe N NeoNo ]

[cNeoNcEeol*NoNoNoNoNal®NeoNo N
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10 31 0 0 0 O
117 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

$9S8

Z0 sdf 77 AT, ZOEFETE, ) mol2 7 7 A /L2 IDNUMBER= DRtk
TEXRWOT, AJJ sdf 774 N1D5FEH T mol2 7 7 A VOFATT 23728 720 £97,
ZZ T, oY IZ property 4 SID Oitik% mol2 7 7 A /LD A MTD
IDNUMBER= & LGk 25 Z &IZLET,

ZOHEICLLTO@EY . 24TA 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 & kR property 44 & Ftilk L ¥ 9,

name to identify molecules, if " <NScode>" or "<SUPPLIERID_">" or "<IDNUMBER>" or " <idnumber>" does not exists in sdf filed: | ‘
set supplier name if "<SUPPLIERMAME_*>" does not exists in sdf files (option) : SUPPLIER

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

Example of output mol2 file
@<TRIPOS>COMMENT
IDNUMBER = Value of <NScode> or <SUPPLIERID_*> or <IDNUMBER> or <idnumber> or (Property value user inputs abowve)
SUPPLIER = Value of <SUPPLIERNAME_*> or (User inputs above)

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

SOURCE = SOURCE (SOURCE : User inputs above)
SOURCE_ID = Value of <NAMIKLID> (if exists in sdf files.)

[ il .
@ General O Agricultural

Min|200 2] Max 400 (2]

o] o |




H L. AJisdf 7 7 A LD property 473N F D X H 12, ZZANB AN TWDHEAIL,
property £ & L Tk CE £/ A,

> <entry name>

molecule.001

ZOHEE, Bl UToXoCsdf 77 ANDE T T 4 X —72 X C—FEiE# L
T, ZZAZRL LT IHEHAL &N,

> <entry_name>

molecule.001

BEHEHONEIZX, LTO#EY TY,

[Convert to 3D]

HH

2D > 3D

FxvrT5HE3RTALETT D,

3 WItALIZLL FOFINATIT 5, AMBER GAFF2 /)51 kb —
FNF— i MEFHRIZ L D 3 ot bEHEE1T 5, ZDRRIC,
H RO & EROEREZIT 5. HIEFOMIE, B
FENEE R K CREBEIRIEIC /e 2 K o fHn L. &l
MOPAC7 AM1 CTARKT %,

F w7 ZHT e 3wk aAThRy, ZOBE, HIEF0
N, B OERITATHD /W TA Y DT L OfEEZ D F E
LT, Mol2 7 7 A VA 1+ %, 51239 TIZ 3 kot
SNTWDREDHH T 3RILIENAEDLAIT, F=v 7
a4 o BN

make conformer

SWItAb T ABIZ. 45 F® Conformer 24K T 54813 F —
v 795, 4 BEL EOBREEDIRITITONTHER, oW
W2 T VHLNTFET 258120, PR R S RIRFC A
,520
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set substitute property
name to identify molecules,
if "<NScode>" or
"<SUPPLIERID_*>" or
"<IDNUMBER>" or
"<idnumber>" does tag does

not exists in sdf file :

ANJysdf 77 A OFIZ, <NScode> F721%
<SUPPLIERID_*> F£7-1% <IDNUMBER> F7-i%
<idnumber> @ property 4 N{FLE L72WREIZ, Bl
property 4 @ property ffiz . IDNUMBER=& L CH /)
mol2 7 7 A MR T 5,

IDNUMBER & U CiFik & E 72 B property 44 & Fi A9

5o FEANIRWGEIL. LFE 3 ©? prpperty 4 % HERH]E L

C. IDNUMBER &7 %,

72 3 2D property £ WFERT, 2 —HF ATIDRI4

property % b f#/E L7254, IDNUMBER= ZH{/) mol2

77 A MBS (208G, 3RufbiLTE 575,

AT) sdf 77 AND5F LTI mol2 7 7 A D hyF O

IR TERIRD),

[Convert to 3D] YA FiEZA 7 g T, fEEIINATIEHY FHA,

HHE

P

Set supplier name
if “<SUPPLIERNAME_*>"

does not exists in sdf files

A sdf 77 A LDz, <SUPPLIERNAME_*> M{£{E L
IRVREZ, & ZCAS L2305 %, SUPPLIER = & LT
Hi7) Mol2 7 7 A MIGEETE 5 (1 1T & DfEEIX
TERW),

A sdf 77 A LDHZ, <SUPPLIERNAME_*> 2 {£{E
LYEIE. 60 OFIRBESE I TH I Mol2 7 7 A v
(2, SUPPLIER=¢ L Citik&h 5,

(F#o SUPPLIER DER%Y),

Tag of moleculer name

T DIINDT B2 THARET D, 4 &ix. )
Mol2 7 7 4 v® @<TRIPOS>MOLECULE ®O&ROTIZ
RUE S 4L 530S,

(F#» MOLECULE  D#B%y).,
it T a s T ANMEICAERT D5 1Rk ID BT,

SOURCE of input files

A7 7 A NDORFEIRETEET D,

71 Mol2 7 7 A /> COMMENT 1712, SOURCE=&¢ L T
RLEL S LD,
(FEE® SOURCE  D#47) .
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(mol2 7 7 A Ltk f51))

@<TRIPOS>COMMENT
LIGANDBOX_ID = MOLECULE-00000001-01
SUPPLIER = SUPPLIER
SOURCE = SOURCE
IDNUMBER = NS-000000001-0001
MOLECULAR_FORMULA = CS8HINO4
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
[Filtering]
HH N

[by partial structurel
HoEIC L7 o2 ) v
TEATOIGHRITTF v IT 5

—IRIZRIEFNC S S D L RWBIEZ BRIV T 2 0, BIEICS
SH L RWHEEZ BRI 2 0EIRT 5,

[by moleculer weight]
DFBICEDTANZ DT | Jh iy TRE, KRR TREEREET D,
7&1/'? o) %/El\ﬂi:f:: v 75

OKl 22V v 2od25E, Z7A4N0BLIZZ—0NHLIDT, A7 7 A LZEIR LT [BEL]
7 Uvw 7 LET,

Ll Select sdf files e
uE « FATF9T 5 MolDesk Screening » sample s sdf v 0 | sdipiEE ¥
ZE v FLWTAIA— = T @
P
4] A7 = S 4T
* 9490 FIEA = = /
4 dovn-f [ multiol.sdf SQL Server Compa... 2KB
Creative Clou U multi3.sdf SQL Server Compa.. 7KE
O3 pc | 'j\ multi28.sdf SQL Server Compa... 52 KB
=2 A by T
W FA7T wlla s
TrAIAEN): | "multi28.sdf* "multi0l.sdf" "multi3.sdf" V| *.sdf ~
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Z OHITIE MolDesk Screening 7 # VX IZ&ENHLLTFD 35D sdf 7 7 A NV ZEEIRL F
L7,
MolDesk Screenng -> sample > sdf -> multiOl.sdf ((LE¥ 1 {HE £ D)
MolDesk Screenng -> sample -> sdf -> multi3.sdf (LAWN 3HEEND)
MolDesk Screenng -> sample -> sdf -> multi28.sdf (L&A 28 & £ D)

(<] 22Uy o 42L, FHEMPIEY 7,

¥ ver.1.1.95 MHANT 7 AN, mol2 77 A NDEE L DBIERTE 5L H1C0 E
L7z, mol2 7 7 A VAT DOGAEITLLTOFMERH Y £7,
1. TTIHULEH D 3 kotfb & BAHINE £k chd 2 L,
2. mol2 7 7 A /L COMMENT 172, SbEWDFeE) FlRe72 L T IDNUMBER
DFEBRHDH Z &,

(AT mol2 7 7 A JLELIRAE])

@<TRIPOS>COMMENT
IDNUMBER = ***

@<TRIPOS>MOLECULE

17



1.43. T—AR—REREE

AV ==V PEHEEBGT D a~vy FREZ VR L—ICRVET, a~vy FRZ VN
T —Zlp o TV AMITEE T,

MolDesk

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

HDHEE HEEE @

= O || Command View £ testl17: tate | [T test118: Thnitial State I

= O || B Console| [ Docking Info % =0

image sA deltaG  score  RMSD

[ Ligand Info & = m

image name  SA

[ VConsale £2 =0

227 Y == O T — 5 = A ER OB O [ 2205, D FOROEY T,

Xeon E5-2697 v2 @ 2.70GHz x 2
Intel Core 17-4790K 4.0GHz

RHR @427 48 7t )
BHEE /16GB #%€ Y /windows8.1
8 W HCTETF / 64GB A€ Y /Linux CentOS6
N4 ~
48 WHICEFT
L A 641 FEf (26 B 7 B 191 B[ (7 B 23 )

LA WED 259,868 431D EHEL
FEEOFERFEIX, 7T — % X—AZER LT2WMEAEELCLBIRE LT 72 &0,
WHIFR CTEHICEHE L E T2, (bEWT — 2 X— AERR RIS LB 7 A ) 855N
RELRBIZFEBRKLET,

Bl zIE, 8 WHIDBAEIL 16GB. 48 WAHIDHA1X 32GB 2N LE T,

#1303 [Helpl - [Preference] - [Screening] @ Thread number O E CTHHE Tx 97,

18



T 7N R TIE~ Y ORRT ot v B ERRESINTWET,
WHENRKEVIEEAFY ZEELETOT, AV ENDRVW~ Y Tl Thread
number OfEZ/NI LTL7EENY,

Window 32bit CTlHFtE CTEFHA (XY ARZD7=®), Windows 64bit F7-1% Linux
64bit DR H X ANy 7 DORW U ETHELTEI N,

30 HEDFDAZ ) == VEEMOCENT — 2 ~—AER T, # 4.5GB FLEHLA
ZHELET,
BRTELLESEEE. O b EREABETT,

1.4.4. T—ARAR—XERIBGFT

Fe H R ZERRDOFHENER T T H L a~wy RRXUNR T L—OEATES L9128 D
DEd, T—HX—RDIERESNDHNE, RELET0 Y 27 NOT 4NV H %
[PROJECT] 45 &,

[PROJECT] -> work -> database

T4, database IZ. UL FDO 7 + /L EHERKIZZ2 D £,

[PROJECT] - work - database - ligand
- ligandImage
- mol2 files
- mts data
- protein
- all.mol2 (Z7AI)
- all exclude.mol2 (Z7AIl)
- error.log (Z7AI)
- exclude.info (Z7A4I)
- pro_list (Z7AI)
- version (Z7AJ)

19



TNETNORFTILLTO®EY TY,

HE AR
Livand 010 FIEZ S, eFF Rl D T 3 A2 3 Ikoefk Lz
1gan mol2 7 7 A NV aERR, 7 ANEY 7 LTk,
ligandimage 2 T DI 7 7 A VHH
ANST7 7 AINVEBNLT 3d*** L\ 7 3 VX2 3wk L7z
mol2.files mol2 7 7 A VAR, 7 4 A2 Y 7 F B
mts_data b & 181 2 L /X7 E O BEAERITENZ 7 A v
o 1817 RV BED Ry x VA EMONT 7 7 A NHE K S
protein NI EG/GD T VA IARTE
mol2_files L DT _XTD mol2 7 7 £ /L& ~— L7~ multi
all.mol2

mol2 7 7 A v, T 4KV T B,

all_exclude.mol2

allmol2 7 7 A WE T GHEIC LD 7 4V Z ) T LTE%D
mol2 7 7 A /L,

error.log

3KITLEIEE DT T —n 7, =5 =12k 0 3 RITHEEN AR
TERDPOTNFEHERTE D,

exclude.info

’f%nf& LT 4NE Y T RFETTHESITMEMNT D,
FOIITEEIFAEDIE R T 7 A v

¥ E

pro.list

181 X U /RJED Y A K

version

T HR—=ADNN—= 3 T 7 A )b,

[7.3.2 Screening| ZZML .

Z ZTERK L7- database #iX 9 5 & . database & X%t

RIZLTAZ V== ZRENPTE L L 912720 £, BARNICIZLLFO®@Y T,

[Help] - [Preference] MHiffiz VT, 2. Screening] %% L. [Browse] #7 V v 7 L

\ij—(l

20




type filter text 2. Screening LCR IR ]

1. Molecular dynamics Thread number 20
2. Screening
4. H bond Database directory for screening Browse...
5.3D view Max number of screening result images 1000
6. Molecule § )

ChEMBL sdfs directory for regression Browse...
7. Internet
8. Other
ANSI Support

Restore Defaults Apply
Apply and Close Cancel

BRIEL7=7uay =7 b (BICiL, MKDB011) @ database 7 # /L4 % FX D X 9 TR
L. [OKIZ 27 VU v 7 L%,

JAlS-DEE X

v MEDBO11 ”
original
v work
1

s database
e
ligandlmage
> mol2_files
mits_data

> protein w

FAIA—(F): | database

LTI S-DFERN) $rutl

database 7 A+ VA DR ESNT-OZHERL, [OKIZ 27 Vv 7 LET,
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15. RYJ—=2FHIiLEHm DB DEBEHE|

LigandBox ZfliH L TAZ U —= 73R 21T 5 HEIE. ZOEITHAMRIL T ESuy,

B
L [Preparation] - [Remake DB for Screening] T, A7 V—=7HOT—4
N—2F{RET 5 N TEET,

BB 2T, T TR 280, 227 ) —=7FEO&EEE T,

FINEII2N E [Make DB for Screening] TEm L 727 — & _X—2ZX°, LigandBox (%, 17
{bEY Z LI Bl ST, LigandBox 1% 200 L&Y 72D T 200 43E], K

2, —H%n E [Make DB for Screening] TIERK L 727 — & <X—Z2DALEWEN 30 7
{EEMTIZ 72356 30 pENC/2 0 £, WHEHRICK > TE, T XV RERA Ly RIS
BCWHFHE D AR EEA H Y 2T, ZOHEIC, LV KREepEETHEILTT
—HR—RAEER LET &, A7V —=V TREANRRESET LET,

151 Az H FrORE

Tuy el FERELTROWEEIE, RMEZRT V= JRENATETOT, 7=
k% [File] - [Saveas] A ==2—TRIFELTLZEW, BREILIZA7 Y —=v T HOE
W7 — 2 _X=2E, R L2 7 AV FLUTFICER L 3 O T, BREICRIB D & 25T IRAT
LTLEEW, 10 H{bEMHT=0 ., 1 6GB DEENPLIETT,

m Warning

Remake DB : Please execute "Save As". This command is available after saving the

Ji\ project by [File] - [Save As].

Fio, TTCIMERBEOTr T =2 %, [File] — [Open Project] TRHW7=454 T, E
[Remake DB for Screening] #7 VU v 7 LizL &2, U TFOU—= 7 HEEAHD Z &2
% D ‘i‘a‘o

22



m Warning

Y Remake DB command can not execute, because database exists already in this
LIA project. Please execute at other project.

Tz, HEIC D work ¥ database 7 /L MER S CWAbA T ey 2 R TTF—4
NR—25 B L L 9 & LT EITRAFE L 72> TE 9 DT, work ¥ database DIFEFE L
W7y FTEITLTLSEE,

152 T—AR—ZXHSEEHDOHTE

Tyl MIMEESN TV, work ¥ database 7 /LA INFELE L2 WEEAIT. L FOF
— = 2B G O E B A E T,

m Remake DB for Screening

Select database

Divisicn Mumber: &

Cance
KHEHORNFIL, LLTFO@Ey T,
HHE NE
HRYETHT = R—=2ADT 3 VT (T4 L7 FY) ZER
Select database
15,
Division Number BOET 5 & 0081

[Select database]l #7 VU v 7§25 & LLFO 7 4 /L X EREH AR AT 5D T, ligand &
mts_data 7 ANEDE FIZHDH 7 A NVEEERLUET, BOREIRICHER 7 AV H 1L,
ligand & mts_data T9, ZiLIAME. BOEITHEHLEEADO TRETT,

23



A test_remakedb S
W big_db
» ligand
mits_data
» small_db
» small_db2
E Y ~
A A (F): big_db
FLWIAA-OFE(N) oK Eavaull

OKl #27 Vv 7 325&, BIRLETZ VIR TRO L IICATTESIET,

m Remake DB for Screening

Select database | C¥Users¥Kiyotaka¥Desktop¥projects¥test_remakedb¥big_db
Divisicn Mumber: & E

| oK | Cancel |

&Iz, [Division Number] ZER L ET23, 77 4/L b T, ftHEETRIEERRRKA L v R
MERINTWET (EXOFHEHKTIXS),

OKl 227U v 27 35L, BREINHEEY £,
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1.5.3. T—AR—RERIEFR

Fe A R—ZERDFENK T T AL a~vy RRZURT L — LR TXA L9 18D
DET, T—HX=RDIERSNDHITE, REFELET0 Y 27 NOT 4NV H %
[PROJECT] &4% &,

[PROJECT] -> work -> database

1, database I%. U TFO 7 #/VEAFERKIZR2 Y £,

[PROJECT] - work - database - ligand
- ligandImage
- mts data
- protein
- pro_list (Z7AI)
- version (Z7AJ)

FTNENONFIILLTOEY T,

HHE NE
licand SYFHECI0 T T LT, ¥Rl NS T 4 L HIC 3 Rk LT
1gan mol2 7 7 A M E{E, T ANEY v 7 Uitk
ligandimage 2 T DI 7 7 A VHH
mts_data {bE&Mme 181 #Z L /X7 E DM HENERITHN T 7 A v
o 181 /NI ED Ny xR TREMNDOAN 7 7 A NEEK S
protem SO BHED T A4 NN
pro.list 181 & /" 7EDY A |
version Fe B R—2ADNN— g T 7 A )b,

[7.3.2 Screening| #Z&M L, Z Z CERk L7z database Z3% &7 5 &, database %%}
GUZLTCAZ V==V RN TE L L0120 £79, BAEMITIZLLTOMEY T,
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[Help] - [Preference] i % BV T, [2. Screening] #i#4R L. [Browsel 27V v 7 L

e

type filter text 2. Screening Sow

1. Molecular dynamics Thread number 20
2. Screening
4. H bond Database directory for screening Browse...
5.3D view Max number of screening result images 1000
6. Molecule § )

ChEMBL sdfs directory for regression Browse...
7. Internet
8. Other
ANSI Support

Restore Defaults Apply
Apply and Close Cancel

BRIELT=7ay =7 b (BICik, MKDBO011) @ database 7 # /L4 % FX D X 9 TR
L. [OKIZ 27V v 7 L%,

JAlS-DEE X

v MEDBO11 ”
original
v work
1

s database
e
ligandlmage
> mol2_files
mits_data

> protein w

FAIA—(F): | database

LTI S-DFERN) $rutl

database 7 A+ VA DR ESNT-OZHERL, [OKlZ 27 Vv 27 LET,
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1.6. ROY—=VJHEOHE

MolDesk Screening 7 —4 70—

- EEMT - |
(=

= e |
 AERD mol 770l EifeEnal
TJ{JI/‘EI/D’S? DFRRFET B’RTT
e T i BTEMMED VTR
‘ Eﬁfnfyﬁr%é“ T MLDSIETIE IDIEERIE ST html 774 )L
. : 1 MTSIE MLMTS T8 (L F . T FAsrd )

A7 MolDesk TEF )4

X A& —ax—ald. A—TFeLTF. T JTiRftd 3 LigandBox A O[RE

® myPresto ® LIFOFEEZHNA V) aRy Y —=0 PRFETTEET,
DO Fyxorrz2arld
@ MTS % (MTS)
@ HghkE MTS # (ML-MTS)
@ HgE DSI % (ML-DSI)

& VTHNOFiEL FyF U IitRAR—AZLTWDS 72D, RLBENE 5Tl
EW Doy EIEE X% 200~400 Da O#iH TI,

® EITFE IV DIEHELEYORIL 5 UL LA HER L £,

® fRFEKIZIL, LigandBox @ 200 H{b&EWE L O —F2EMN L 7{LAw T,

® KAV —=IREIEOATNILTO®EY T,

Z—7v b BEAE M a—FEMEL S
FHEE 2URIE VH R BRI EY
(PDB) (mol2) (mol2)
Ry& 7 2a7A © O
MTS © O
ML-MTS © © O
ML-DSI © O

OwH OfEE

% ZZCIE, LigandBox O A7 V—=2 735 Z L AR Tt L TWETR, =2—
PFOEINOA T V== 7552 L bBUT/NN—V 3 U TIEATRE T,
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1.7. ROY—=ZVJHEQOLSE - A £ = - B

A ) == 7 OFRERH OB L 2 L IR LET,

Xeon E5-2697 v2 @ 2.70GHz x 2
Intel Core 17-4790K 4.0GHz
o (24 =7 48 7k v Y)
SHEE /16GB AV /windowsS8.1
8 WFTE / 64GB AtV /Linux CentOS6
2 N T _
48 W 5| CTHELT
N
2 a7 35 IRFff] 31 47 10 BERE 3 4y
F721Z MTS
ML-MTS 45 B 7 4y 13 FFfE 12 %9
ML-DSI 8 HFH 26 47 2 W] 49 47

X XY R T AR 8,928 1. LigandBox + 174 {LAWM D FE B

WHIFHEICB U CRRICRRE R T O MBI H Y /A (AL y RIFFREFRTITWET),
MolDesk Screening %A A h—/)L « 777 4 X—v 3 » LIzEZIZ, T AFIFFENTT
2 FET,

A7 V== VR RO E R A E ) BITWHIEARE S R DIFEWRLET,
BlZE, 8 MFIDEEL 16GB, 48 WF D13 32GB AL E T,

#1303 [Helpl - [Preference] - [Screening] @ Thread number D% E CTHEE T& 97,
FI NPTV ORRT o v P ERRESNTOET,
WHIENKEVZEAEY ZHBELETOT, ATV ENDRVY T Tl Thread
number OfEZ/NS < LTLZS 0,

Window 32bit OHAIE. AT UREDEDIZALZ V—=  TEENET X EE A,
A7) —= v TEHEEZFETT H5E1E. Windows 64bit £ 7713 Linux 64bit O 725 << &

Ny ZOBRW YR THEL X,

1BV DRI ) —= FHE T, #5GB EHAZEE L £,

28



18. R U—=VFJHEDFIE

A —ZTFE

1.

[FO <5 ) = B (MTS / Docking score ranking] ‘ ‘
H—AFy kS UINOE (SEHE)
Ty FOTO—T= mp | B (M-MTS] B a
3 Uk
[FOouzok]
(REEFATEELY - . [ML-DSI] 'k\ ‘
SEEOBRMEEILS BT sEisbsi (MaTEN)
Mol2 7711 Mol2 271
E[Select Receptor Malecule] m [Convert to 3D Mol?2]
mol2 7 7 A /LD g

ML-MTS {4 & ML-DSTIE T, FEMOBEMIEEY 7> KO mol2 7 7 A L AMAET
9~ (MTS / Docking score ranking 7% ClIRETY),

F7- . GBI L VRSB B DA IEE D D mol2 7 7 A L b BT,
mol2 7 7 A /LD U FNEIC SV TIE 1.9 mol2 7 7 A LD | 2 BIR LT L 72 &0,

L BA—=F sy MR URTE LR b OYEE

MTS / Docking score ranking 7% & ML-MTS £ Tid, #—47 v NE NI E LRy
N7 V7 LTRBMENRDHY £ (ML-DSI 1EFV Yy RR—ZADFEED=
W, A=y NEUNTEERTy FOET Y U TIIARETT),

Z—0y NEURIEERTy NRET Y ST vy s N EERT D HIER
WY HYET,

A ZF—F o 2B LERry hoOTa—T7 8 xE25T ) o0 LS aYes e
fERY L E9, AT v b7 v —7 HOERMTEIX MolDesk Basic D~ == 7 /L%
ZHRLTLIEE N,

B T VI NRTTIETLTCWABEZ =7y N RI7EDOPDB 77 A V&, R

v hOTa—TEHEOPDB 7y AN E ST Y NMIERABRE T, PDB 7 7 A /L
D Fe AL TTIEIT MolDesk Basic D~= a7 )V Z S L T Z &V,
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=l NEURTBE YRy Ne®T Y T Lictk, B RS T% [Select
Receptor Molecule] T&EIRL 9, 2D L&, SRIKOKRYZ v FOZERIZZET S XD
IRIRL T 7Z &0,

l5 15 13

3. [MTS / Docking score ranking]. [ML-MTS]. [ML-DSI] oW
eIy rFTbhe, A2 V==V THREODANZA T el BERENET,
FRETIER LIz mol2 77 A NV, =0y NZ U RTBEOARRE AT LET,

4. [OKI% 2 Vw732 RA7 ) —= 7REDBRBLET,

5. F—iy NEURIE BRI Y H RIS A O AN SEI OB Y T
T,

ANTHHD AN
B—lry NEUNIE | eyl NeERR L, #—F vy NF U RTEERTy NEE
T B0, BEICAERR L7z #—5 > N2 /37D PDB 7 7 A
NERT Y FOPDB 7 7 A MEATILET,

BEFTEMEY T R 118 HT=0 1O mol2 7 7 A V& 77 A VRIRX A T 1
BIW TN AT LET,
BB GALEY)

AKRKF = A2 F T, MolDesk Screening DA > A h—/VEFIZT A7 b » ZIHERK S 7=
MolDesk Screening 7 # VX \ZG&FENDHY T NT —H 2 HNT, EBEICAZ ) —=7
FEEITVRN OB EFIEEZ T L E 7,
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1.9. mol2 7 7 4 LD #f#

FEHOBMIEHLEY N S DA, 22— BB L7 WRZBENGICEMN H D56
. TNHDO mol2 7 7 AV (B3RITHEB L LB D) 2H LN COHETAINENLHD
jzj—o

mol2 7 7 A WL, 1 2D 7 7 A WZEEO RS TnWAs~LTFREAE, 1507
7 AT ODHTERERENT- T I NAEROM 2 AT TEx £9,

2L, AbEWs 10 3 Rotdk L BRI OMINEIA Y V—= VR TIIATHOR VO T, 3

RotAb & AT OB 72 MG 5y T2 L CE, 3 kol & B oA FOFEITL T
BIBERDHY £

Mé%%%®3ﬁﬁm&%ﬁ®HM%£ﬁbtnm2774»%@&?6&@Km\E:

[Convert to 3D Mol2] #FE{TL £,

m [Convert to 3D Mol2] ®£fHi% MolDesk Basic D~==a2 7 /LSRR L T 7Z& 0,
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1.10. MTS ZF XKy X 2P RATFIBIZLBRY ) —=25

MTS iFmiZ Ry X7 RAaT7Eick 527 )V —= 73HETIE, 1 BOFHET MTS %
ERyR o7 2aT7EERERFICEHELET,

1.10.1. 7A<xY FOER
TV NERR L, ¥ =Sy NE RV BEERET I L, Ry FERERLET,
ZOBEITIEH, X RXTBERT Y MERE T 7 A NN DEERABRET,

7~ P
Ry b OFERIE [Make Pocket] <° [Find Pocket] T175 Z & b AIEETT,
Wy b ERAERT 5 HEIZ OV TIE MolDesk Basic D~ == 7 /L2 L T 7ZE 0,

[File] - [Open Molecular File] A ==—T7nm =7 b &/ER L £9,
Z OHITIX MolDesk Screening 7 4+ /LA ZEENHLLTD PDB 7 7 A /L &SR L THIE

TuY=r MR LET,

MolDesk Screenng -> sample -> screening -> cox2 -> Pro.pdb

n Open pdb/mol2/sdf/mol Bl
E—) = 4 |l « sample » screening » cox2 v & cox2MIEE p
EEY  HLTRLE- =~ [ @
A BSAD ~ g : e =8
& 5o20-F & point.pdb 2015/05/11 0:24  Program Debug..
B FAST |&j Pro.pdb 2015/05/11 0:24  Program Debug..

il BiEFR LR
@ Creative Cloud Files

v £ >

TrAILA(N): Pro.pdb v | | *.pdb;*.ent;*.mol2;*.sdf;*.1 v

s
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[(Insert from File] #27 U 27 L, LAFORY v F7 7 A V&R L 97,

MolDesk Screenng -> sample -> screening -> cox2 -> point.pdb

MolDesk

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

EREEERREEA

[ Ligand Info &3 = 0 || command view 2 = O |/ *untitled : 1 Initial State 23

OPel-. % | 2 8

o 1 |-
Bpro1 w mics
ig 2 it
B g ~
B met3 i [T (i} Convert to 3D Mol2
Giligz %82

B3 rrsert from i

Make Pocket

MTS / Dacking score ranking

m MLMTS

ML-DSI

E Topology Graph Similarity

[E] substructure search

[}V Console 22

Select molecule file

Lo <« screening » CoX2 v G Ll
LTI — im|
FS . -
¢ BRIAD =
8 S90-F & point.pdb 2015/05/11 0:24  Prg
W TN & pro.pdb 2015 Prd
5| BEETURSAT =l Pro.tpl 2015/05, TP
@) Creative Cloud Files
B FAST v < >
TrAILE(N): | point.pdb | |EE v

#<(0) Frtl

33

B console 52 | 5 B #B8-09-=0

Standard Output

INFORMATION> TERMINAL RESIDUE
RESIDUE NAME RESIDUE ID  DISTANCE

INFORMATION> SSEOND CANDIDATES

2.057052
5 128 2.034559
s 15 3.720189
s 25 2.01431%
5 37 4.445233
7 37 2.03104¢
c

B rind pocket .
ssBoD  1cCvs A 4
Select Raceptor Molecule SSBOND 2 CYSA 5
sssoD 3 Grs A 9
sssowp  :cvs A 27

sssoND 5 cvs A seE  Cvs A st

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

INFORMATION> EXIST NEAR ATOM
RESIDUE NAME RESIDUE ID  ATOM NAY

INFORMATION> LINEAR TORSION ATOM
RESIDUE ID ATOM NAME

WARNING: TOBGLOGY FILE NOT EXIST:C89_
SEIP RESIDUE ANALYSIS
INFORMATION> OUTEUT
OUTEUT FILE
separate.pdb
- Higene
- Nov. &, 2015

INFORMATION> main
Tnere is 1 molecule in file,

program is done normally.



Position Select TEM

[file] Z3®IRL £9,
[mouse] ZBIRTHLa—W N~ AT U w7 UT-JEEIC
KTy N7 7 ANVBATIS, EfERFHENTEEEA,

mouse file

77 ANVTHRE LIALEIZR Ty b ATT S ET,

] MolDesk
File Select Display Color Option Expert Simple Screening Ligand Window Undo Help
BRE o] & ]
[Pl 2| = O || Ligand Info = = O || command View &2 = O || [ *untitled : 2 Insert from file 5% = 0O || @ console &3 | 5 bR ™ ~g-= 8
e e = | I ) B ot .
ro 1
g -y e o i e
B met3 Py m Convert to 3D Mol2 2nd  : output PDB file name
B pornt 4 i diligz 782 3rd.. : -cap -hyd -alt -bb -dih -ss
[ 3 —disableHet -keepTer -remark
B3 rrsert from i mod -muc -rot —cmp
INFORMATION INPUT

1) INPUT FILE
tmp6.pdb
2) OUTPUT FILE

Make Pocket

Find Pocket rmp? pdb
3) SPECIFIED OPTION
Select Receptor Molecule -alt
-din

MTS [ Docking score ranking WARNING: chain id is empty. chain id i

m MLMTS
1
ML-DSI

E Topology Graph Similarity

INFORMATION> DIVISION OF CHAINS.
CHAIN NAME RESIDUE NAME  RESIDUE

INFORMATION> EXIST ALTERNATE LOCATION
RESIDUE NAME RESIDUE ID  ATOM NAY

INFORMATION> LACKED MAIN CHAIN
RESIDUE NAME  RESIDUE ID  ATOM NAY
[E] substructure search
INFORMATION> TERMINAL RESIDUE

RESIDUE NAME RESIDUE ID  DISTANCE

INFORMATION> SSBOND CANDIDATES

INFORMATION> CYS- (C¥M) CANDIDATES
CHAIN ID RESIDUE NAME  RESID ID

INFORMATION> EXIST NEAR ETOM
RESIDUE NAME RESIDUE ID  ATOM NAY

[}V Console 22
INFORMATION> LINEAR TORSION ATOM
RESIDUE ID ATOM NAME

WARNING: TOPCLOGY FILE NOT EXIST:C89_
SKIP RESIDUE ANALYSIS
INFORMATION> QUTPUT
OUTBUT FILE
tmp? .pdb
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ZoraTxy b lproj009] EWHLARITHREFELET,
7ux 7 b ORFESTIEL MolDesk Basic D~ =27 LV EZHR L T E &,

A7) == ZRIRIZ L BIOFETERT 27 —F ®PRKE W (~5 GB) 729, FHERIC
TnVx=l FORFETV, T2 RFT LT ANF EE L TELERH Y £,

TVl NERFTHESDBEEHDOX TN T u Y MHIIZEDY £7,
MolDesk = :'

[ proj0og : 2 Insert from file &% = O || Console 22 | Sk BH 0| *M~= 0
Standard Oukput

1=t : input PDB file name
2nd : putput PDB file name
3rd.. : -cap -hyd -alt -bb -dih -ss

—disableHet -keepTer -remark
-mod -mut -rot —-cmp
INFORMATICN INPUT
1) INPUT FILE
tmp6 . pdb
2) OUTPUT FILE
top7 . pdb
3) SPECIFIED CPTICH

Ky %o JiHREOZRIEEZRRELET,

sk, vy —#rEET B opro1. B lige, B met3 & Ctrl+ 2V v TR

KL, £7V v 75 [Receptor On] Z#3EIR L TV ET, ( lig2, met3d (FAR47 > ~ L%
BROBFHICH 20T, B pro1 2 AL TH OK TF), ZHEEE, H5 v oz

BT D X ITEIRL £,

[ Pi-L1-.. & | © B || Ligand Info 23 I P1-Li-... & | = B ||/ Ligand Info &3
image n image n
> . | pro 1 [Receptor]
: A : A
- N/u%\__/ . B lig 2 [Receptor] i~__
B met3 A NP L . [ met 3 [Receptor] i Wi~
. @ point | Show Atom i I point 4 l ol lig

Hide Atom oH
Receptor On % |
Receptor Off

Export Single PDB

Export Single Mol2

Export Single Tpl
1l

NIRRT EOZEMIT MolDesk Basic D~==27 /12 &R L T &V,
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1102. RV Y ==V JHEDT—2 AS
1
[MTS / Docking score ranking] #7 U v 7 L£7,
MEIREEMTON TR WL U TOY —= v 78 A T a I RN ERENETOT, LER

1
VB2 51T o T214. [MTS / Docking score ranking] # 27 U v 7 LTS,

& Ry FEEHRL TWARWERIILUTOU == 724 T a0 RNERENETDOT,
B bOERETT> TS,

3
x

Mot find pocket{point). Please execute "Make Pocket" or "Find Pocket" to
make point file, or "Input from File" to input point file.

@ TnTV=l bRRIFESNTORVWEEIIUTOV—=0 7447 0 BRERRSNET
DT, TuY=zl FNORFEIT>TIIEEN,

3
x

MTS : Please execute "Save As". Screening is available after save the project
by [File] - [Save As].

LigandBox 23i%E SN TWRWEAIIU TOU —=0 784 T a FRERENET DT,
[1.2 LigandBox O ¥ | #Z M L LigandBox Z%E L T 7230y,

3
x

Please set LigandBox at [Help]-[Preference]-[LigandBox]. Or LigandBox
database is broken.




® TUHRRGFVBERINTORWGAIILUL TOY == 7 H A 7 a FRERENET D
. ERREREBRIRLTLIZS 0,
m Warning Kl

A

MTS command is available after "Select Receptor Molecule” or selection of
i lé. receptor molecule(s) by pop-up menu on Tree View.

WBIEENT X TUTON TV AEEIE, A7 V—=V THEOT—Z ANE AT a 7R
FoRESNET,

M Screening : MTS (Multiple Target Screening method) / Docking score ranking

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170213
Previous input New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher
Target-protein name for output (or for test AUC) F i A
(in ASCIl without blank)
l:| Select mol2 files Active ligands
Compounds
Delete selected
Reset
Methed of docking
Flexible
Method of docking
@ Flexible O Rigid
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3
Delete selected Delete selected Delete selected
Test by AUC Delete selected Delete selected
Reset Reset Reset [ screening with small DB
o ][ o

MTS i | RyXxo 7 2AaFBicrib A7 ) —=V JFHETIEH, #—F v b8
([Target protein]l) DO4FIEZ AT HMENRHV 7,
B—0F sy NE R EOARNIMTEE AT ZE BREESERWVWERT CANLET,

T ASMETIEDH Y TR A,
BEZNTEME U > KB ([Active ligands as teacher]) 1T MTS Vs / Ry F o7 2aTlEICL D
A V== JHETIHEHA LW, AJJTER20NE 212> TVET,
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ZOBITIX, Z—Fy FZ T EDARNT Teox2) &AL ET,

XA TaTED

E=E=E=R
EREESS

[H] D 7= D22 72 > TUWET,

OREEIIE, BIEOFEDOATINENERINET,

Z OFITIEA)

Database for Screening :
F:¥namiki_medi170213

Previ

[Help] - [Preference] - [Screening] - [LigandBox] :

Proteins
Added to 181

Delete selected
\ Reset

Target-protein

Methed of docking
Flexible

Compounds
Added (test AUC)  Active ligands
| Delete selected| | Delete selected |

[Fesel]

[Feel]

J

New input
Target-protein

Target-protein name for output
- i blank)

Method of docking

@ Flexible O Rigid

[ remake grid files of protein
Size of output list
max No. of lines: 10500 E

Test by AUC
[screening with small DB

Compounds
Add to DB for screening - Active ligands as teacher
(Err=UE Select mol2 files
Select mol2 files Active ligands
Compounds
Delete selected | | Delete selected |

o
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1.10.3.mol2 7 7 A4 JLIZ &K AL & YD EM

LigandBox |Z/MMx CAZ U —=2 735 L 56 % mol2 7 7 A L CAN LET,

Z OB TIEREICEERIEEY T RE AT L, BEEEHALA N ENiZT B A b
{bENLINEMHRLET, A7V —=U THEKTRIZT —Z_X—2 UV vF A b
#EFR L. AUC (Area under the curve) I KD EMEREAZREEL 1,

M Screening : MTS (Multiple Target Screening method) / Docking score ranking
Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170213
Previous input New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher
Target-protein name for output F i A
(in ASCIl without blank)
Select mol2 files| Active ligands
Compounds
Delete selected
Reset
Methed of docking
Flexible
Method of docking
@ Flexible O Rigid
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3
Delete selected Delete selected Delete selected
Test by AUC Delete selected Delete selected
Reset Reset Reset [ screening with small DB
ance

[Add to DB for screening] @ [Select mol2 files] Z3#ER L CTLLTFD 13 7 7 A /LA EIR L
BH<) 227 Vw7 LET,

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.1.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.2.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L5.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.7.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.12.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.14.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.18.mol2

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox21.19.mol2
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MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.23.mol2

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.26.mol2

MolDesk Screening -> sample
MolDesk Screening -> sample

MolDesk Screening -> sample

[l Select mol? files to add to DB for screening

€« e
=

E

Creative Clou # *

O pC
B 7RI T
USBATY
FFatvk
Sl
cox2
doc
img2
mol2
W 70T
7@ OneDrive
F1AUH
1]
&l

B T

=

Database for Screening :
F:¥namiki_medi170313

Previous input

<« sample » screening » cox2_ligs]

FLLIANA-

&

* J_ cox2L1.mol2

J_ cox2l 2.mol2

J_ cox2L5.mol2

J_ cox2L7.mol2

1 cox2l12mol2
1 coxzlidmol2
1 cox2ligmol2
1 cox2l19.mol2
1 cox?l2zmol2
1 cox2126.mol2
1 cox2l3tmol2
J_ cox2l34.mol2
1 cox2l36.mol2
J_ cox2l38.mol2
1 coxaLatmolz
1 cox2l51mol2

% % %%

~ O

EHER

2015/05/11 C:24
2015/05/11 0:24
2015/05/11 (24
2015/05/11 C:24
2015/05/11 0:24
2015/05/11 024
2015/05/11 0:24
2015/05/11 C:24
2015/05/11 C:24
2015/05/11 0:24
2015/05/11 C:24
2015/05/11 C:24
2015/05/11 0:24

[Help] - [Preference] - [Screening] - [LigandBox] :

x
cox?_ligs 1D »
= @ @
B $4X "
Arguslab Docume... SKB
Arguslab Docume... 4KB
Arguslab Docume... 3KB
Arguslab Docume... 4KB
Arguslab Docume... 4KB
Arguslab Docume... 5KB
Arguslab Docume... 4KB
Arguslab Docume... AKB
Arguslab Docume... SKB
Arguslab Docume... 5KB
Arguslab Docume... 4KEB
Arguslab Docume... 4KB
Arguslab Docume... 4KB
ArgusLab Docume... 4KB
ArgusLab Docume... 4KB
ArgusLab Docume... 4KB

New input

-> gcreening -> cox2_ligs1 -> cox2L.31.mol2
-> gcreening -> cox2_ligs1 -> cox2L.34.mol2

-> gcreening -> cox2_ligs1 -> cox2L.36.mol2

Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher
Target-protein name for output F i A
(in ASCIl without blank) -
Select mol2 files Active ligands
Compounds
cox2l1.mol2
cox2l 2.mol2
Delete selected coxnzL5mol2
cox2l 7.mol2
pest cox2Zl12.mol2
Methed of docking coxal 14.mol2
Elexible cox2l18.mol2
cox2L19.mol2
Method of docking cox2L23.mol2
cox2l 26.mol2
@ Flexible (O Rigid cox2l31.mel2
cox2l34.mol2
cox2L36.mol2
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3
Delete selected Delete selected Delete selected
Test by ALC
Delete selected Delete selected
Reset Reset Reset [ screening with small DB
OK Cancel
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1.10.4. LigandBox DR FEXFRILEMDA A

[screening with small DB] (25 = > 7 % A5 &, LigandBox ORI SALAW 2T A
MR ONS 27 —7 QTEEWLLT) [ZRET 22 LN TEET,

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :

F:¥namiki_medi170213

Previous input

New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher
T_an; et-prol_ein name for cutput (or for test AUC) F i A
(in ASCIl without blank) -
_ Select mol2 files Active ligands
Compounds
cox2l1.mol2
cox2l 2.mol2
Delete selected coxnzl5mol2
cox2l 7.mol2
pest cox2Zl12.mol2
Methed of docking coxal 14.mol2
Flexible cox2l18.mol2
cox2L19.mol2
Method of docking cox2L23.mol2
cox2l 26.mol2
@ Flexible (O Rigid cox2l31.mel2
cox2l34mol2
cox2L36.mol2
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3

Delete selected Delete selected Delete selected

Test by AUC

Delete selected Delete selected
screening with small DB

Reset Reset Reset

e

F =y 7 LBWGEITT X TOERIIK LAY ) == VR EZITVET,

ZOFITIET A MR D 7=, [screening with small DB] #F =~ 7 L%,
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1.105. R Y=V G8ER YR DY A XDAS

[max No. of lines] (27 V—= 7 HREZLICFRINDIBEROK T, &y MbAEME A
a7 N END DS Z ORI LET,

AIENET 7 4V ME 10,500 DFE FFATLET,

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :

F:¥namiki_medi170213

Previous input

New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher
T_an; et-prol_ein name for cutput (or for test AUC) F i A
(in ASCIl without blank) -
_ Select mol2 files Active ligands
foe ]
Compounds
cox2l1.mol2
cox2l 2.mol2
Delete selected coxnzl5mol2
cox2l 7.mol2
pest cox2Zl12.mol2
Methed of docking coxal 14.mol2
Flexible cox2l18.mol2
cox2L19.mol2
Method of docking cox2L23.mol2
cox2l 26.mol2
@ Flexible (O Rigid cox2l31.mel2
cox2l34mol2
cox2L36.mol2
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3

Delete selected Delete selected Delete selected

Test by AUC

Delete selected Delete selected
screening with small DB

Reset Reset Reset

o] ome
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1.106. Ky XU HEAREDARN

[Method of docking] Ti&, EBIMTAN LIZALEMDO Ky %0 VR ZITHE. {LEHOD
&% flexible (ZHEOBEAMIMEEZENRT D) TRHHET L0, rigid (A L7oHEIED F
FHA) CTHETLNERRIRL £, WEHFI1T flexible ZE4R L E 5, (LAMOREMEEE
AL, VH RERAEE LT Ry R 73HET 2581 rigid 23R LTI EE 0,

[remake grid files of protein] TiL, MTS{EDO A7 V—=27HATHEMHTHV 77 L
AL NTEDT Yy BT 7 A MIHOWT, BIEOFETIER L2 v BT 7 A v Z Al
MT 20, HEE LTI U v R7Z 7 ANVEER LB T E IR LET, @FEIET 741
FOEETF =y 7 ETITHEDET,

M Screening : MTS (Multiple Target Screening method) / Docking score ranking

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170213
Previous input New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher
Target-protein name for output (or for test AUC) F i A
(in ASCIl without blank) -
Select mol2 files Active ligands
Compounds
cox2l1.mol2
cox2l 2.mol2
Delete selected coxnzl5mol2
cox2l 7.mol2
pest cox2Zl12.mol2
Method of docking cox2L14.mol2
Flexible cox2l18.mol2
cox2L19.mol2
Method of docking cox2L23.mol2
cox2l 26.mol2
@ Flexible (O Rigid cox2L31.mel2
cox2l34mol2
cox2L36.mol2
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3
Delete selected Delete selected Delete selected
Test by ALC
Delete selected Delete selected
Reset Reset Reset screening with small DB
T

V77V REURTE
TRCOAZ V== THEDO Ry XU FTHETHERAT D181 DY 77 L AKX LR
BEELET, FHMIX myPresto D=2 7 VAL T &0,
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1.10.7. R ) —=Z U Gt E DA

OKIZ2 Vv r35L, 27U —= AR LET,

ZOBITIIRB SR EHK 2 T FICBRELTWDH, @i o PC TH R TR K
j/)m i‘jﬁo

ATV ==V TRREZRBT 2L a~v U RRZURTL—IZRhVET, a~vy RRZ VN
A Zal b/ e I QVARY i = i A2 S G

@ MolDesk - o X
File Select Display Color Option Expert Simple Sereenin g Ligand Window Undo Help

BEAE o)1
[P % | = O |/ Ligandinfo 53 ™ Command View 52 1 proj Insert from file = 0O || @ console & SRR MBEB--=0

Standard Output

TYR  PRO  PRO  THR VAL  L¥St A

o (I 11 ]l

o mics ety
o ‘—c( GLU-  MET ILE TYR ERO ERO
H \;JW P ASN  LEU  GIN  PHE  ALA VAL
o o i . ol lig 2 782 PHE GLY LEU VAL PRO  GLY
Aa TER  ILE TRP  LEU ARG+
Lon VAL  c¥s  ase- ILE  LEU  L¥se
€LU- TRP  GLY  ASP- GLU- GLN
SER  L¥s+ LEU ILE LEU  ILE

Lys+ ILE VAL  ILE  GLU- ASP-
LEU  SER  GLY TYR  EIS  PHE
ASP- PRO  GLU- LEU  LEU  PHE

GLN  TYR  GLN  ASN ARG+ ILE
SN THR  LEU  TYR  EIS  IRP
PRO  ASP- THR  PHE  ASN  ILE
TYR  SER  PHE LS+ GLN  PHE

SER  ILE  LEU  LEU  GLU- HIS
PEE VAL  GLU- SER  PHE  THER

GLY  BRG+ VAL  ALA  GLY  GLY
ILE  ALA VAL  GLN  ALA VAL
IIE  ASP- GIN  SER ARG+ GLU-
SER  LEU  ASN  GLU- TYR ARG+
LEU  L¥S+ ©PRO  TYR  THR  SER
TER  GLY  GLU-  L¥S+ GLU-  MET
Lys+ ALA  LEU  TYR  SER  ASP-
FU— 6L0- LEU  TYR  PRO  ALA  LEU
S PRO ARG+ PRO  ASP- ALA  ILE
~ MET VAL  GLU- LEU  GLY  ALA
Iyss GLY  LEU  MET  GLY  ASN
PRO  GILN  TYR TRP  L¥S: DRO
GLY  GLU- VAL  GLY  PHE  L¥S+
AR SER  ILE  GLN  SER  LEU
VAL  LYS+ GLY CYS  PRO  PHE
VAL GLNC

INFORMATION> ctgOutpucTopology
Write formatted Topology File

[ IV Console 3% =0

INFORMATION> tgSetCoordinate
positions are now

INFORMATION> tgOutputCoordinate
Output pdb file which is stanc

1% Program is dome. 3%
2% Tnis program ended normally. &%

oo reyzy MW TWEGAE, A7) —=v 73R TLZEDO By
J MEEECTEET, 2 L7t oo 5FRIC I o TUEEERRImIZE L 725560
HET,

A7) == ZHRETWHHE T EEOWH%HL, [Help] - [Preference] - [Screening]

@ Thread number TETEFET, i 1.7 A7V —=0 VEEDWHE - A€V
- R 2SR LT 7Z a0,
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1.108. RV ) ——_ VU JHEHKREDOHER

AP V== THEANK T T DL a~vy RRZ URTEOFRRIIREY £97,
F 72, [Screening Info] O ¥ 7TI\ZA Y UV —=  THERN U A MFRENET,

File

MolDesk

Select  Display

[©)
=0

Color Option Expert  Simple

Sereening Ligand  Window Undo  Help

- R [ Ligand Info 53 =0
image name  SA

Aol

dlig2 i~

O met3 N P

B pointa . diligz 782

RERBERRE A

[7] Command View 5

Dyna P
mics

m Convert £ 2D Mol2
u Insert from File
. Make Pocket

Find Pocket

Select Receptor Molecule

MTS/ Docking score ranking

m ML-MTS
m ML-DsI

E Topology Graph Similarity

E Substructure Search

= O || projoog: amTs &

Standard Output
2RO

eLo-  MET
ASN  LEU
PHE  GLY
AA  THR
VAL C¥s
GLU- TR
SER  LyS+
1vs: TIE
1EU  SER
ASP-  PRO
GIN TR
RSN THR
PRO  ASE-
TR SER
sER  IIE
PEE VAL
GLY ARG+
IE M
ILE ASE-
SER  LED
1EU  Lys+
TER  GLY
1Ys:  AmA
GLU-  LEU
PRO ARG+
T VAL
LYs+  GLY
PRO  GLN
eLy  GLU-
A SER
VAL LS+
VAL  GINC-
INFORMATION>
[ IV Console 3% =0 W
INFORMATTON>
INFORMATION>
o

2% Program is
%% This progr:

= 0O || @ console [ Screening Info

LEU VAL  PRO  GLY
ILE  TRP  LEU ARG+
aSP- ILE  LEU  LYS+

PHE LS+ GLN  PHE
LEU  LEU  GLU-  HIS
GLU- SER  PHE  THR
VAL  ALA  GLY  GLY
VAL  GLN  RLA VAL
GLN  SER  RRG+ GLU-
BSN  GLU- TYR RG+
PRO  TYR  THR  SER
GLU-  Lys+ GLU-  MET
LEU  TYR  SER  ASE-
TYR  PRO Al LEU

PRO  ASP- ALA  ILE
GLU- LEU  GLY  ALA
LEU  MET  GLY  ASN
TYR  TRP  L¥S+ BRO
VAL 6Ly  BEE LS+
ILE GLN  SER  LEO
GLY  CYS  PRO  PHE

tgoutpucTopology
rite formatted Topelogy File

tgSetCoordinate

A1l the atom positions are nov

tgoutputCoordinate
utput pdb file which is stanc

done. 3%
am ended normally. 3%

[Screening Info] # 7 3FREN TV RWEEAIL, [Windows] - [Screening Info] A
2—%27 Vv 7 LTFERLTLIEE,
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UARRRIZWE E X, MolDesk DA > Ko & aif7- 0, [Screening Info] # 7 %
YUATRIZ 7 LTY 4y RUDHBICHM TR RIETZD LTLEE N,

m} u]

[~ Screening Info 52

MTS
Score Export table AUC

renk 1D Score  Source D Ligand Box ID Formula Weight  log S log P Supplier 1D Number

Image
Cg 1 HTS1508-03579436-02 48174 NS-07213367 HTS51508-03573436-02 C21H25N40 249458 1.388 4.0763 ENAMINE 2219349550
éﬁﬁ\ 2 HTS1508-01970303-02 4.4552 NS-02926541 HTS1508-01970909-02 C20H20N203 336.201 1.4704 2.9269 ENAMINE Z108660526
H
.
”Y" 3 HTS1508-02313392-01 47091 NS-03806336 HTS1508-02313392-01 C17H26NT 328.444 27014 3.2778 ENAMINE 2195555268
4 HTS1508-01297838-01 43179 NS-01905160 HTS1508-01297838-01 C22H22N30 344438 1.2MmM 34332 ENAMINE 790501126
NS
5 HTS1508-03818160-01 4,088 NS-08577078 HTS51508-03818160-01 CITH1TN202F3 238328 23427 3.215 ENAMINE 23293480320

H
HI 6 HTS1508-04518202-02 47931 NS-10566855 HTS1508-04518202-02 C18H26N203 344435 23974 24917 ENAMINE 71538838180
e

|
%{"‘M T HT51508-04220528-02 47039 NS-10126483 HT51508-04220538-02 C18H24N502 2423 142 2.2163 ENAMINE 7354468436
H

T 7 AN FTRT xR ZNRICEMIEEMRFRS N TVWET, U A b EOAEA %
7V w7452 LT, HAILELD Y — FRARETY,
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UAMESICHD [AUC] RE v &2s )y r35L, T—2_N=2x ) vF X M
DT T ITNRREINET,

K| | Eala|oft | oo 8
Database Enrichment AUC = 64.81%
100—_
a0 A i
//.J
80 A H
f/"
70 o
/""
60 4
F/
£ A
= 50 o
T s
,"J'
40 A E
'H
‘,/
20 -
1 -
20 1 o
.'/J'
10 -
T M
0 5 10 15 20 25 30 35 40 45 50 55 60 65 V0 75 80 85 90 05 100
Rank (%)
‘—N—MTS (Multiple Target Screening method) Random ‘

ZDTT IR OIEY o REAS LIEBEICFRATRET, FEOKEAHERT -
OIZHWET,

Z OHITIXZ AUC (Area under the curve) 73 64.81 % THDHZ L BWERTEFE LT,
KEBAEIXFE T Ll LEEB L £9,
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[Screening Infol U 2 hd Bz B, [Score]l KA %27V w7 95L, RyF 7R
avEDO A7 ) —=2 FEHERERENE RSN ET,

UANDZA R, TMTS) 7205 [Docking score ranking| (ZEH Y £797,

@ O X
——r— =0
r Docking score ranking ||
MTS I Export table I AUC
Image kD Score SourceID Ligand Box ID Formula Weight  logS  logP  Supplier D Number ~
O%: 1 HTSISOS-03570436.02 43174 NSO7213367  HTSISOB.03570436.00  C2UHISNAD 240458 1388 40763 ENAMINE 7219240550
| 2 | @ &
| | iElalalaln | ||| 8|

Database Enrichment AUC = 81.84 %

0 5 W 13 20 25 30 35 40 45 50 535 60 63 VO V> 80 85 90 95 100
Rank (%)

‘—N—SCORE (Docking score ranking)

Random |

[AUCl R&Z %227 Vw73 5E, Ruxo ZR2arlEOR7 JV—=7#HED AUC %
MR CTEE9, ZOHITIL81.84 % TLT=,
MHAEIZFIT LI LEE L,

—MRENS, MTS B LY Ry %o 7 2 a7MEOFEOSHBREEN BV S Y 9,

48



1.109. Fvy ¥ 2 I R—-X DR

UAFDOALEMZRERT DL, BDBHETED Ny F VRN —A 2@ TE £,

[ MLMTS010: 4 ML-MTS 22 = B || B Console | [™] Screening Info &2 =" [m

Export table AUC

rank D

1 HTS1508-04140798-03
Q /\.(:\‘/ 2 HTS1508-01849431-01

3 HTS1508-04437627-01

ou
o,
ﬁ% 4 HTS1508-04871230-02
o
4 |
1 5 HTS1508-02013173-01
H
A el
\ o

Lo 1] F—TUYVEZLN, B L T3DEEDOETHYIDFEDY £
o

1.10.10. RO ) —=—V T E#RD I 7M1 IILHE A
AN == TR ET7 7 ANVH T HZENTEET,

U A K EfIZH 2 [Export table] R¥ > #27 Vv o35, RLTNWDHY A NDT—
BEesv 77 AN (Br~KEV) £2XHTML 7 7 AV CHAOTE £,

HTML 7 7 A )V CH LTEGE1E. = —#75E XF 5 htm]_image &9 7 4 /L2 DR
S, EOFICTRTOWEBRT 7 A VR idpng &V 7 7 A VA4 THOSIET,
HMANEFFIZT 74V hOZ X 7IAE 720 £9, ZomBT —#4+& HTML 7 7 1 /v
1% Excel |ZFEAiATe Z L 3A[HETT,
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1.11. ML-MTS ;ZDstEFIE

ML-MTS (5D A 2 J—=V V3R, # =7y NZ VR EERTy NI L LA
FTIEMTSE / FyF o7 2arAiCi s A7) —=0 73R EFIRITESFE T T,

111.1. 785 FOERK

MTS % | FyFxor72araeFegkic, 11.10.1 7my=2 FOERR] Z217VWET,
1112 A9 Y—Z VT EDT—3 AN

lE[MDMB]%&Uy7Li?O

J—= o IEATa S RNERENTHSHEIT 11102 A2V —=  7#HEDTF—2 A %
S LU CTHEREEZIT> TIEEN,

VBEIMEENT X TITOIL TV AEEIL, A7 V—=V THEOT — X ATIZ A 7 a 7R
FoRSNET,

M Screening : ML-MTS (Machine Learning - Multiple Target Screening methed)

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170313

Previous input New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening ff Active ligands as teacher
Target-protein name for output (or for test AUC) Select mol2 files
(in ASCIl without blank)
l:| Select mol2 files Active ligands
Compounds
Delete selected
Reset
Methed of docking
Flexible
Method of docking
@ Flexible O Rigid
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3
Delete selected Delete selected Delete selected )
Test by AUC Delete selected Delete selected
Reset Reset Reset [ screening with small DB

o] ome
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ML-MTSIEIZE DAY UV —=V TR T, ¥—7 > b %237 E ([Target protein])
DT EBERTEEY 7 K ([Active ligands as teacher]) Z AT 2 X0ERH Y F97,
B =7y NE R EOARNITEEOAMEERERERVERF AN LET,
MUIANVETITIH Y A,

ZOBITIX, Z—=Fy M2 T BEDOARNT Teox2) &AL ET,

1.11.3.mol2 7 7 A ILIZ K B 1L EHDIEM

LigandBox {Z/Mx CAZ U —=27%5: & T A% mol2 7 7 A L TCASI LET,

M Screening: ML-MTS (Machine Learning - Multiple Target Screening methad)

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170213
Previous input New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher
Target-protein name for output (or for test AUC) Select mol2 files
(in ASCIl without blank)
Select mol2 files Active ligands
ompounds
Delete selected
Reset
Methed of docking
Flexible
Method of docking
@ Flexible O Rigid
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3
Delete selected Delete selected Delete selected
Test by AUC Delete selected Delete selected
Reset Reset Reset [ screening with small DB
ance

[Add to DB for screening]l @ [Select mol2 files] ZEIR L CLLTFD 13 7 7 A LA ER L
<) 22V v 7 LET,

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.1.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.2.mol2

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L5.mol2
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MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L7.mol2

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.12.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.14.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.18.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.19.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.23.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.26.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.31.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.34.mol2

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.36.mol2

Ll Select mel2 files to add to DB for screening x
&« L <« sample » screening » cox2_ligs] v & cox2_li »
ZE - FLLWIANA~ . @

Creative Clou # # ZE - =5 H47 A
3 pC J_ cox2L1.mol2 ArgusLab Decume... S5KB
W FATT 1 cox22mal2 Arguslab Docume... 4KB
USBAEY J_ cox2L5.mol2 ArgusLab Docume... 3KB
& FFaduk 1 cox2l7.mol2 ArgusLab Docume... 4KB
= E9Fe J_ cox2l12.mol2 ArgusLab Docume... 4KB
cox? J_ cox2l14.mol2 ArgusLab Docume... SKB
J_ cox2L18.mol2 ArgusLab Docume... 4KB
doc J_ cox2L19.mol2 ArgusLab Docume... 4KB
img2 J_ cox2l23.mol2 ArgusLab Docume... S5KB
mol2 J_ cox2l26.mol2 ArgusLab Docume... 5KB
Bz J_ cox2l31.mol2 ArgusLab Docume... 4KE
i J_ cox2l34.mol2 ArgusLab Docume... 4KB
& Onebrive J_ cox2l36.mol2 ArgusLab Docume... 4KB
FFAE J_ cox2l38.mol2 ArgusLab Docume... 4KB
Eig J_ cox2ldl.mol2 ArgusLab Docume... 4KB
=] J_ cox2l51.mol2 ArgusLab Docume... 4KB
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Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170213

Previous input

New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher

Target-protein name for output , or ’ar test K'EE \ Select mol2 files
(in ASCIl without blank)
cox2l1.mol2

Delete selected cox2l 2.mol2

cox2l5.mol2

cox2L.7.mol2

cox2Zl12.mol2

Active ligands

Compounds

Method of docking coxal1amalz
Flexible cox2L18.mol2
Method of docking cox2l19.mal2

cox2l 23.mol2
cox2l 26.mol2
@ Flexible O Rigid cox2L31.mol2
cox2l34mol2
cox2L36.mol2

[ remake grid files of protein

Size of output list

max No. of lines: 10500 E

| Delete selected| | Delete selected|
Test by AUC
B | Delete selected | | Delete selected |

o

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170213

Previous input

New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening _Active ligands as teacher
Target-protein name for output (or for test AUC) ’m
(in ASCIl without blank) FmraaTe
Active ligands
Compounds
cox2l1.mol2
St

cox2L.7.mol2

cox2Zl12.mol2
Method of docking cox2l 14.mol2

cox2l18.mol2
Flexible

cox2L19.mol2
Method of docking coxalzamol?
cox2l 26.mol2
@ Flexible O Rigid cox2L31.mol2
cox2l34mol2
cox2L36.mol2

[ remake grid files of protein

Size of output list

max No. of lines: 10500 E

| Delete selected| | Delete selected|
Test by ALC Delete selected |
[ screening with small DB

| Delete selected |

[Active ligands as teacher] @ [Select mol2 files] Z &R L CTLLFD 13 7 7 A JLZ 38K L
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BH< ) #27 Vv LET,

MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.0.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L3.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L4.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L6.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L8.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L9.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.10.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L11.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.13.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.15.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.16.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.17.mol2

MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.22.mol2

Ll Select mol2 files of active ligand as teacher x
&« ~ A <« sample » screening » cox2_ligs2 v O CoxZ »
2E - FLIANA- ==~ W @
Creative Clou # ™ £ - =8 "
Erc _'L cox2L0.mol2 ArgusLab Docume...
W 7RI T _'f_ cox2L3.mol2 ArgusLab Docume...
USBAEY 1 coxalamal2 ArgusLab Docume...
[ FFaxvt 1 cox2lemolz ArgusLab Docume...
= FoFe _'L cox2L8mol2 ArgusLab Docume..,
cox? 1 cox2lomel2 ArgusLab Docume...
_if_ cox2L10.mol2 ArgusLab Docume...
d =
oc 1 cox2litmol2 ArgusLab Docume...
img2 _'f_ cox2l13.mol2 ArgusLab Docume...
mol2 _'L cox2L15.mol2 ArgusLab Docume..,
W AT kT _:'LcDXEL‘IE.mD\E ArgusLab Docume...
1 cox2l17.mol2 ArgusLab Docume...
@& Onelrive ; =
1 cox2L22.mol2 Arguslab Docume...
FFaxk 1 coxzleamolz
B 1 conal2smeoz
LNE 1 cox2l29.mol2
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[Help] - [Preference] - [Screening] - [LigandBox] :

Target-protein

Methed of docking
Flexible

New input
Target-protein

Target-protein name for output
(in ASCIl without blank)

cox2

Method of docking

@ Flexible O Rigid

[ remake grid files of protein
Size of output list
max No. of lines: 10500 E

Test by AUC
[screening with small DB

Compounds

Add to DB for screening  Active ligands as teacher

(or for test AUC)

’ Select mol2 Isl \

Select mol2 fi

Active ligands
GErmEmEs coxzL0.mol2
cox2L1.mel2 cox2l3.mol2
cox2l2.mol2 cox2l4.mol2
cox2L5.mol2 cou2lé.mol2
cox2l 7.mol2 cox2L8 mol2
cox2L1zmol2 cox2le.mol2

cox2l 14.mol2
cox2l18.mol2
cox2L19.mol2
cox2l 23.mol2
cox2l 26.mol2
cox2L31.mol2
cox2l34mol2
cox2L36.mol2

cox2L10.mol2
cox2l11.mol2
cox2l13.mol2
cox2L15.mol2
cox2L1Gmol2
cox2L17.mol2
cox2l22.mol2

Delete selected |

\_ [Deleteselected|

o




1.11.4. LigandBox DR FXRILEWMD A A

[screening with small DB] (25 = > 7 % A5 &, LigandBox ORI SALAW 2T A
MR ONS 27 —7 QTEEWLLT) [ZRET D2 LN TEET,

M Screening: ML-MTS (Machine Learning - Multiple Target Screening methad)

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170213
Previous input New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher
Target-protein name for output (or for test AUC) Select mol2 files
(in ASCIl without blank) -
Select mol2 files Active ligands
Compounds cox2Lo.mol2
cox2l .molz cox2l3.mol2
coxzL2.mol2 cox2l4.mol2
Delete selected coxnzl5mol2 cou2lEmol2
E— cox2L7.mol2 cox2L8 mol2
= coxzLizmol2 coxlgmol2
Method of docking cox2L 14.mol2 coxLiamor
Flexible cox2L18.mol2 c“iﬂ;'mgg
coxal 19.mol2 coRzl 13mol
Method of docking cox2L23.mol2 cox2L15.mol2
cox2L26.mol2 cox2L1Gmol2
cox2L31.mol2 cox2L17.mol2
@ Flexible O Rigid ol cox2l22mol2
cox2L36.mol2
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3
Delete selected Delete selected Delete selected
Test by ALC
Delete selected Delete selected
Reset Reset Reset screening with small DB
o ][ o

Fx v 7 LBWGEIIT X TOEBDIK LAY U —= 0 THEEITWET,
ZOFITIET A MR D 728, [screening with small DB] #F = > 27 L£7,

OKIZ 27 Vv r 35, A7) —=v73EREKBLET,

1115. R0 Y —Z U EHRORERM

ZOMOBEEH . A7 V== TERMGEROMERTIE, 7 7 A VI 5EE L. MTS ik
I Ryxr 7 2a7AcldAr ) —=v 73 HOEE LIZER LT,

[1.105 A7 V==V THR U A bV A XDAT]] ~ [1.10.10 A7 U —= 7 FHfE
RBOT77ANVET) ) Z2ZRLTIEIN,
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1.12. ML-DSI ;ZDEtEFIE

ML-DSI{&lE, VA RR=ADART Y == TFEDD, =7y M2 37 i
VEH Y F£HE A,

1.12.1. 729 FOER

[File] - [New Project] A ==—7T, 27y =2 FEER L., IRIELET,
7ua Yz b OFATFHEZ MolDesk Basic D~ == 7 LV ASHL T 7230,

1122 RO Y—=ZVT5HEDODT—2 AR
11
A IML-DSIl 22V v LET,
J—= o IEATa S NERENTHSHEIT 11102 A2 ) —=  T3#HEOTF—2 A %

ML CHERERZIT> TS IZEN,

VBEIMEENT X TITOIL TV AEEIL, A7 V—=V THEOT — X ATIZA 7 a 7R
FoRSNET,
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M Screening: ML-DSI (Machine Learning - Dackin

dex method)

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170213

Previous input

Proteins Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands
Delete selected
Reset
Methed of docking
Flexible
Delete selected Delete selected Delete selected
Reset Reset Reset

New input

Target-protein

Target-pratein name for output
{in ASCI without blanky

Method of docking

@ Flexible O Rigid

[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3

Test by AUC
[screening with small DB

Compounds

Add to DB for screening

(or for test AUC)
Select mol2 files

Compounds

Active ligands as teacher
ect mol2 files

Active ligands

Delete selected

\ Delete selected ‘

o] ome

ML-DSI{EIC LA A7 J—=0 Z3E TR, BEEIEEY Ao R

teacher]) Z AT HXLENRH Y F9°,

I AT HIATIEH Y £ A,

B —27y N2 X7 ([Target protein]) X ML-DSI &I LB A7 ) —

ER L7 ez, AJJTTERNEIITR>TWET,

1.12.3.mol2 7 7 A JLIZ &K AL EHDIEM

([Active ligands as

=V VHE TR

LigandBox IZMMZ TA 27V —=0 7 %5 LT /b5 % mol2 7 7 A LV TATLET,
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M Screening : ML-DSI (Machine Learning - Docking Score Index method)

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170213
Previous input New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher
Target-pratein name for output Select mol2 files
{in ASCI without blanky
Select mol2 files Active ligands
Compounds
Delete selected
Reset
Methed of docking
Flexible
Method of docking
@ Flexible O Rigid
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3
Delete selected Delete selected Delete selected
Test by AUC Delete selected Delete selected
Reset Reset Reset [ screening with small DB
o ][ o

[Add to DB for screening] @ [Select mol2 files] Z3#IR L CTLLFD 13 7 7 A /L& EIR L
<) 227 Vv LET,

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.1.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.2.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L5.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.7.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.12.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.14.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox21.18.mol2
(RDN—NZ23<)
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MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.19.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.23.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.26.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L31.mol2
MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.34.mol2

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.36.mol2

[l Select mol2 files to add to DB for sCreening *
&« v 4 <« sample » screening » cox2_ligsl v O cox2_ligs1 2
2E - LTI =~ [ @
CreativeClou st A &% B E5EE & $44 =
@ pc * 1 coxalimol2 2015/05/11 0:24 ArgusLab Docume... S5KB
W FAOT 2 1 coxetamoiz 2015/05/11 0:24 ArgusLab Docume... 4KB
USBAEY g 1 coxatsmon 2015/05/11 0:24 ArgusLab Docume... 3KB
B Ffasvh 1 coxalzmoiz 2015/05/11 ¢:24 ArgusLab Docume... 4KB
= V¥ * 1 coxelizmel2 2015/05/11 0:24 ArgusLab Docume... AKB
cax? j_ cox2L14.mol2 2015/05/11 0:24 Arguslab Docume... SKB
1 coxeligmel2 2015/05/11 0:24 ArgusLab Docume... AKB
doc j_ cox2L19.mol2 2015/05/11 0:24 Arguslab Docume... 4KB
img2 1§ cox2l2zmol2 2015/05/11 0:24 ArgusLab Docume... SKB
mal2 j_ cox2l26.mol2 Arguslab Docume... 5KB
m FA0T j_ cox2131.mol2 Arguslab Docume... 4KB
. j_ cox2L34.mol2 Arguslab Docume... 4KB
4 Onelrive j_ cox236.mol2 Arguslab Docume... 4KB
FFivh j_ cox2L38 mol2 ArgusLab Docume.., 4KB
Eifg l cox2l41.mol2 ArgusLab Docume... 4KB
E l cox2L51.mol2 ArgusLab Docume.., 4KB
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Database for Screening :
F:¥namiki_medi170213

Previous input
Proteins

Added to 181 Target-protein

Methed of docking
Flexible

Compounds

Added (test AUC)

[Help] - [Preference] - [Screening] - [LigandBox] :

Active ligands

| Delete selected|

| Delete selected|

New input

Target-protein

Target-pratein name for output

{in ASCIl without blank)

Method of docking

@ Flexible O Rigid

[ remake grid files of protein
Size of output list
max No. of lines: 10500 E

Test by AUC
[screening with small DB

Compounds

Add to DB for screenin
f (or for test AUC) \

Active ligands as teacher

Select mol2 files

Select mol2 files

Compounds

Active ligands

cox2l1.mol2
cox2l 2.mol2
cox2l5.mol2
cox2l 7.mol2
cox2Zl12.mol2
cox2l 14.mol2
cox2l18.mol2
cox2L19.mol2
cox2l 23.mol2
cox2l 26.mol2
cox2L31.mol2
cox2l34mol2
cox2L36.mol2

| Delete selected |

| Delete selected |

o

Database for Screening :
F:¥namiki_medi170213

Previous input
Proteins

Added to 181 Target-protein

Methed of docking
Flexible

Compounds
Added (test AUC)

[Help] - [Preference] - [Screening] - [LigandBox] :

Active ligands

| Delete selected|

| Delete selected|

New input

Target-protein

Target-pratein name for output
{in ASCI without blanky

Method of docking

@ Flexible O Rigid

[ remake grid files of protein
Size of output list
max No. of lines: 10500 E

Test by AUC
[screening with small DB

Compounds
Add to DB for screening
(or for test AUC)

Select mol2 files

Compounds

cox2l1.mol2
cox2l 2.mol2
cox2l5.mol2
cox2l 7.mol2
cox2Zl12.mol2
cox2l 14.mol2
cox2l18.mol2
cox2L19.mol2
cox2l 23.mol2
cox2l 26.mol2
cox2L31.mol2
cox2l34mol2
cox2L36.mol2

Delete selected |

| Delete selected |

o

[Active ligands as teacher] @ [Select mol2 files] Z &R L CTLLFD 13 7 7 A JLZ 38K L
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BH< ) #27 Vv LET,

MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.0.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L3.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L4.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L6.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L8.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L9.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.10.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L11.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.13.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.15.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.16.mol2
MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.17.mol2

MolDesk Screening -> sample -> screening -> cox2_lig2 -> cox2L.22.mol2

Ll Select mol2 files of active ligand as teacher X
« v 4 <« sample » screening » cox2_ligs2 v D cox?_|i el
ZE ~ LTS == M @
~
Creative Clou # E40) - 22] ~

E L _f_ cox2L0.mol2 ArgusLab Docume...
W ATk F _I‘_ cox2L3.mol2 ArgusLab Docume...
USBAEY J_ cox2l4.mol2 ArgusLab Docume...
[E FEaivk _]‘_ cox2LB.mol2 ArgusLab Docume...
= PIFe _f_ cox2l8.mol2 ArgusLab Docume...
cox? I cox2l8mol2 ArgusLab Docume...
4 1 cox210.mel2 ArgusLab Docume...
o 1 coxalitmel2 ArgusLab Docume...
img2 _I‘_ cox2L13.mol2 ArgusLab Docume...
mol2 J_ cox2l15.mol2 ArgusLab Docume...
W A0k T _]‘_ cox2L16.mol2 ArgusLab Docume...
& Oned 1 cox2l17.mol2 ArgusLab Docume...
n_E e _f_ cox2l22.mol2 ArgusLab Docume...
FFA e 1 cox2l24mol2
B 1 coxz25.moiz
=] 1 cox?lzamol2
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F:¥namiki_medi170213

Previous input
Proteins
Added to 181 Target-protein

Methed of docking
Flexible

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :

New input

Target-protein

Target-pratein name for output
{in ASCI without blanky

Method of docking

@ Flexible O Rigid

[ remake grid files of protein

Size of output list

max No. of lines: 10500 E

Test by AUC
[screening with small DB

Active ligands as teacher

Select mol2 files

Active ligands

cox2Lo.mol2
cox2l3.mol2
cox2l4.mol2
cou2lé.mol2
cox2L8 mol2
cox2l9.mol2
cox2L10.mol2
cox2l11.mol2
cox2l13.mol2
cox2L15.mol2
cox2L1Gmol2
cox2L17.mol2
cox2l22.mol2

\_ | Delete selected| /)

o




1.12.4.LigandBox DRFXRILAWMD A A

[screening with small DB] (25 = > 7 % A5 &, LigandBox ORI SALAW 2T A
MR ONS 27 —7 QTEEWLLT) [ZRET D2 LN TEET,

M Screening : ML-DSI (Machine Learning - Docking Score Index method)

Database for Screening:  [Help] - [Preference] - [Screening] - [LigandBox] :
F:¥namiki_medi170213
Previous input New input
Proteins Compounds Compounds
Added to 181 Target-pratein Added (test AUC)  Active ligands Target-pratein Add to DB for screening  Active ligands as teacher
Target-pratein name for output (or for test AUC) Select mol2 files
{in ASCI without blanky -
Select mol2 files Active ligands
Compounds coxzlo.mol2
cox2l .molz cox2l3.mol2
coxzL2.mol2 cox2l4.mol2
Delete selected coxnzl5mol2 cou2lEmol2
E— cox2L7.mol2 cox2L8 mol2
= coxzLizmol2 coxlgmol2
Method of docking cox2L 14.mol2 coxLiamor
Flexible cox2L18.mol2 c“iﬂ;'mgg
coxal 19.mol2 coRzl 13mol
Method of docking e —— cox2L15.mal2
cox2L26.mol2 cox2L1Gmol2
cox2L31.mol2 cox2L17.mol2
@ Flexible O Rigid ol cox2l22mol2
cox2L36.mol2
[ remake grid files of protein
Size of output list
max No. of lines; 10500 -3
Delete selected Delete selected Delete selected
Test by ALIC
Delete selected Delete selected
Reset Reset Reset screening with small DB
o ][ o

F =y 7 LBRWGERET S TOMEWIIH LAY ) == TR ETOE T,
ZOFITIET A MR D 7=, [screening with small DB] #F =~ 7 L%,

OKIZZ Vv rd5L, A7 U —=v 73 ENBEGLE T,

1.125. R Y—=_ U J st BHER DHER

ZOMOBREER, A7V —= 73R ROMEE L, 7 7 A MV TERIX. MTS ik
| RyXo T 2a7EIZEDA7 ) —= 7HREOEA LIZIZF LT,

[1.10.56 A7 UV —=V TRV A bOH A XDANT)) ~ 111010 A7V —=1 7t
ROT77 AN Z2RLUTIEE N,
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113.#BYRLRY Y —=VF5tE 1

MolDesk Screening 7—4 70—

ILEMT—AN—R | | | gmirasmar
=Wk A= E A

E i Wi SIBMED csv T 7L
‘ Eﬁfnfyﬁr;ééh ‘ MLDSIZET(E 8 IDFEEEE 21 html 7711
- . MTS . MLMTS LR (LT D, TR RBRAT)

EUREMALSY [ BRRS R 08 | BENFEW E8IIL T, BYELAZU——1T

AI N == JRREBVIE L TIITTHZ LN TEET, FRFETER>THTH R
FWER A

ZOBITIE, ZREOIEMD B2 RBYPNIARHATHRIHA L= 7r — 2 Z248E L, MTS &
| Ry T AaTBICLBAZ ) —= 0 F#HFAEZFEIT L%, ML-MTS EICk 527
V—=  7HREFITTHFIEEHP L £,

Zofh, =7y N UANTEPRITHBA L2, ML-DSIEIZ LD A7 V—= 7

IR ZFAT LIS, MLMTSEIC R 2 A7 )V —= 0 VRtRA2FITT 5585 b RETE
£
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1.13.1. ZBARD FDER

[1.101 7a v =7 hOfERR] TER L2 Y27k (proj009) #4HEHLET,

Ry d o 7R ROZHEREREE LET,

vy —#nmEiEc B opro1, B lig2, B met3 #Ctrl+ 7V v/ CRINL, 47
U v 7 5 [Receptor Onl #3IR L £9°, ( lig2, metd IR 7 v b EBMRARWEITICH D

DT, B pro1 7R LTH OK TF), ZRMKIE. By hoZzET5 L 91C
BIRLUET,

M P1ti-.. 2| = O |/ Ligand Info 32 | MP1Li-. 2| = O [0 Lgand Info 52 |
image n image n
P » [ pro 1 [Receptor]
: A : A
b ,\,/Nh—\"‘" > [ lig 2 [Receptor]
i [ met NHb g » [ met 3 [Receptor] o )
- B point Show Atom » b point 4 ol lir

Hide Atom H
| Receptor On M | ¢
Receptor Off e

Export Single PDB

Export Single Mol2

Export Single Tpl
all

ZRRTRIR J71E O FEIT MolDesk Basic D~==a 7 /L EZSR L T 7E &0,

o EEUKOWEIAS ==V VHREFTTH T LIMRENETOC, BEBEL
TS,
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1131 RO Y—=VTHEDT—2 AR

1
ll[MhMB]%&Uyabiﬁo

J—= o IR ATa S NERIENTHSHEIT 11102 A2V —=U T3#HEOTFT—2 A %
S L CHERIEEZIT-o TLEE,

WBIMEENT X TUTON TV DAEEIL, A7 V==V TREOT =X AZ A7 1 7)
FRESNET,

[ Screening : ML-MTS (Machine Learning - Multiple Target Screening method)

X
P = New input
’ Proteins Compounds ‘ Compounds
Added to 181 Target-protein Added (test AUC)  Active ligands Target-protein Add to DB forscreening  Active ligands as teacher
cox? cox2L1.mol2 Target-protein name for cutput (or for test AUC) Select mol2 files
cox2l2.mol2 (in ASCIl without blank) -
cooLsmal ] Select mol2 files Rl
Delete selected cox2L7.mol2 Compounds
cox2l12.mel2
Reset cox2l14mel2
. cox2L18.mol2
Method of docking cox2L10.mel2
Flexible cox2l23.mel2
cox?L26.mol? Method of docking
@ Flexible () Rigid
[ remake grid files of protein
Size of output list
max No. of lines: 10500 [=
Delete selected Delete selected Delete selected
Test by AUC
Delete selected Delete selected
\RESE‘ Reset Reset ) [ screening with small DB

I
XA T a T EOFEROFERIC, FiEIOFHEDATTNENFRRINET,

AfEIAJ) L7z [Target-protein] <°, RiFIAJI L7z mol2 7 7 A A0, U W v R %
Flexible CRHE L7 Z L R TE £

ZZIiZmol2 7y ANEBML, HiEDOAZ V—=0 7 FRIEEME M T, #VIRL
A7) == TEREEITVET,
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[Target-protein] (2% —47 v N ¥ LRI EOL4HE AT LET,
ZZTIERIEIEFRIE L cox2 E AL ET,

[ Screening : ML-MTS (Machine Learning - Multiple Target Screening method)

Previous input

New input
Proteins Compounds Compounds
Added to 181 Target-protein Added (test AUC)  Active ligands Target-protein Add to DB forscreening  Active ligands as teacher
cox2 cox2L1.mol2 Target-protein name for cutput (or for test AUC) Select mol2 files
cox2L2.mol2 (in ASCIl without blank) Select mol? fil
cox2L5.mol2 e Active ligands
Delete selected cox2L7.mol2 Compounds
cox2l12.mel2
Reset cox2l14mel2
. cox2L18.mol2
Method of docking cox2L10.mel2
Flexible cox2l23.mel2
cox?L26.mol? Method of docking
@ Flexible () Rigid
[ remake grid files of protein
Size of output list
max No. of lines: 10500 [=
Delete selected Delete selected Delete selected
Test by AUC
Reset Recet Recet Delete selected Delete selected

[ screening with small DB

Cnca

WDZ—0 sy 82N EEBINT 52 EBHRETY, MoX—7y N2 "7 EaBil
TOHEOFETHIL [1.14 #VIRLAZ Y == 75HH 2] 2L TIEE0,
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1.13.1.mol2 7 7 A4 JLIZ &K AL EHDEM

[ Screening : ML-MTS (Machine Leaming - Multiple Target Screening method)

Previous input
Proteins
Added to 181

Compounds

Target-protein Added (test AUC)

New input

Active ligands

cox2l1.mol2
cox2l2.mol2
cox2L5.mol2
cox2L7.mol2
cox2l12.mel2
cox2l14.mel2
cox2L18.mol2
cox2L19.mel2
cox2L23.mol2
cox2126.mol2

cox2

Delete selected

Reset

Methed of docking
Flexible

Delete selected

Reset

[Active ligands as teacher] @ [Select mol2 files] Z3#&IK L CLLFD 15 7 7 A /L %8R L

MBA < |

Delete selected

Rescet Recet

7 v LET,

Delete selected

Target-protein

Target-protein name for cutput
(in ASCIl without blank)

Method of docking

@ Flexible O Rigid

[ remake grid files of protein
Size of output list
max No. of lines: 10500 -5

Test by AUC
[ screening with small DB

Compounds
Add to DB for screening
(or for test AUC)

Select mol2 files

Active ligands as teacher
Select mol2 files
Retvengana

Compounds

Delete selected Delete selected

Cancel

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.38.mol2

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L.41.mol2

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L51.mol2

MolDesk Screening -> sample -> screening -> cox2_ligs1 -> cox2L52.mol2

MolDesk Screening -> sample
MolDesk Screening -> sample
MolDesk Screening -> sample
MolDesk Screening -> sample
MolDesk Screening -> sample
MolDesk Screening -> sample
MolDesk Screening -> sample
MolDesk Screening -> sample
MolDesk Screening -> sample
MolDesk Screening -> sample

MolDesk Screening -> sample

-> gcreening -> cox2_ligs1 -> cox2L53.mol2

-> screening -> cox2_ligs1 -> cox2L.54.mol2

-> screening -> cox2_ligs1 -> cox2L.55.mol2

-> screening -> cox2_ligs1 -> cox2L.62.mol2

-> screening -> cox2_ligs1 -> cox2L.66.mol2

-> screening -> cox2_ligs1 -> cox2L.67.mol2

-> screening -> cox2_ligs1 -> cox2L.68.mol2

-> screening -> cox2_ligs1 -> cox2L.71.mol2

-> screening -> cox2_ligs1 -> cox2L.72.mol2

-> screening -> cox2_ligs1 -> cox2L.73.mol2

-> screening -> cox2_ligs1 -> cox2L.74.mol2
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[} Select mol? files of active ligand as teacher

&« v <« sample » screening » v O cox2_ligs1 &=
EE - FLIAS-
Creative Clou & ™ £30 EE=)=] B
=% * 1 cox2l34mol2 2015/05/11 0:24 Arguslab Docume... 4KE
cox2l36.mol2 2015/05/11 0:24 ArgusLab Docume... 4 KB
mrowvby < 1 ’
USBAE! _?_ cox2L38.mol2 2015/05/11 0:24 Arguslab Docume... AKB
AT - _?_ cox2L41.mol2 2015/05/110:24 ArgusLab Docume... 4KBE
FFk 2 _T_ cox2L51.mol2 2015/05/110:24 ArgusLab Docume... 4KBE
Sl ~ 1 cox2tsamoiz 2015/05/11 0:24 ArgusLab Docume... 5KB
cox? _T_ cox2153.mol2 2015/05/11 0:24 ArgusLab Docume... 5KB
doc _T_ cox2L54.mol2 2015/05/11 0:24 Arguslab Docume... 4KB
img2 _T_ cox2L55.mol2 2015/05/11 0:24 Arguslab Docume... 5KB
mol2 _T_ cox2L62.mol2 2015/05/11 0:24 Arguslab Docume... 4KB
_?_ cox2L66.mol2 2015/05/11 0:24 Arguslab Docume... SKB
W 77T 1 coxetermol2 2015/05/11 0:24 ArgusLab Docume... 6KB
Ja@ OneDrive _?_ cox2L68.mol2 2015/05/110:24 ArguslLab Docume... 4KB
Ffaiyk _?_ cox2L71.mol2 2015/05/110:24 ArgusLab Docume... 5KB
i _T_ cox2L72.mol2 2015/05/110:24 ArgusLab Docume... 5KB
e _T_ cox2L73.mol2 2015/05/11 0:24 ArgusLab Docume... 5KB
w
_T_ cox2L.74.mol2 2015/05/11 0:24 ArgusLab Docume... 5KB
& Kiyoteks Misoo 1 cox2imamolz 2015/05/11 (:24 ArgusLab Docume... 4K
Eec v 1 cox2lEomolz 2015/05/11 (:24 ArgusLab Docume... S5KB  w
T7I4&N): | "cox2L74mol2" "cox2L38mol2" "cox2lalmo v | |%mol2 ~|
[(®o || s |
[ Screening : ML-MTS {Machine Learning - Multiple Target Screening method) X
Previous input New input
Proteins Compounds Compounds g—
Added to 181 Target-protein Added (test AUC) Active ligands Target-protein Add to DB for screening Active ligands as teacher
cox? cox2l1l.mol2 Target-protein name for cutput (or for test AUC) Select mol.
cox2L2.mol2 (in ASCIl without blank) Select mol2 fil
cox2l5.mol2 [seect moz ies| Active ligands
o2l Tmal2 Compounds cox?38mol2
coxdli2mel2 coxdldl.mol2
condli4mol2 cox2L5Lmel2
7 cox el 2152.mol2
Method of docking cox2L19.mol2 ‘E.g:ZLSS‘ngZ
Flexible cox2l23.mel2
o2 iz Methad of decing PO
cox2L62mel2
(® Flexible () Rigid cox2LB6.mel2
cox2L67.mol2
cox2L68.mol2
[ remake grid files of protein coxal71.mel2
cox2l72.mol2
cox2L73.mol2
Size of output list coxIL T mol2
max No. of lines: 10500 [
| Deleteselected| | Delete selected|
Test by AUC
Delete selected Delete selected
[ screening with small DB | | |
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ZOFITIET A MEEREAME D729, [screening with small DB] #F = v 7 L£7,
FEAIIE [1.12.4 LigandBox ORZEXGULEM D ANT) | S L T TE 30,

OKIZ 7V w7 F25L, MLMTSIEICL DA U —=2 Z3EBBMGL £,

[ Screening : ML-MTS (Machine Learning - Multiple Target Screening methed)

Previous input

New input
Proteins Compounds Compounds
Added to 181 Target-protein Added (test AUC)  Active ligands Target-protein Add to DB forscreening  Active ligands as teacher
cox2 cox2l1.mol2 Target-protein name for cutput (or for test AUC) Select mol2 files
cox2L2.mol2 (in ASCIl without blank) Select mol? fil
cox2Ll5.mol2 elect mols files Active ligands
cox2
Delete selected coxsllj’émnmlz Compounds cox?L38.mol2
coxcLleme cox2L41.mel2
Reset cox gldgmo:g cox2L51.mol2
cox2L18.mol
Methed of dockin cou2l 52.mol2
Flodibl N cox Stg"‘":g cox2l 53 mel2
exible cox2L23.mol
Method of dockin cox2L34mol2
cox2L26.mol2 9 oL S5.mol2
cox2L62.mel2
(® Flexible () Rigid cox2L66.mel2
cox2L67.mol2
cox2L68.mol2
[ remake grid files of protein cox2L71.mol2
cox2l72.mol2
cox2L73.mol2
Size of output list cox2LTamol2
max No. of lines: 10500 =
Delete selected Delete selected Delete selected
Test by AUC Delete selected Delete selected
Reset Reset Reset screening with small DB

[ o [ G

1B H OFEAERIIHEAREETICHEMAT L L9122 > T Do, AillEl L D iTd 7kt
ICREANRTET LET,

1.132. RO ) —Z VT HERBROER

ZOMORFEER ., A7V —= 7R ROMEE L, 7 7 A VHIIFIESIZ, MTS ik
| RFyFd o7 2a7EickbAr ) —= T HROEA LIZIER LT,

(11056 A7 V==V THR VA ROV A XDOAT)] ~ [1.10.10 A7 U —=2 35k
RO7 7 ANV 2B LTIZEN,

ARl ML-MTS IS £ 2 A7 ) — = VR CIEBERTE M LG 2 A L TR 73 L

7272, HiEldO MTS i (AUC=64.81%) B L O Ky F o7 2a7E (AUC=81.84%) IZ
KDAR7 V== THE LD HEERICAUC BEL 2 £,
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114 8BYRLRI Y —=2VT5E 2

MolDesk Screening 7 —420

ILEMT—AN—R | | | gmirasmar
=Wk A= E A

E i Wi SIBMED csv T 7L
‘ Eﬁfnfyﬁr;ééh ‘ MLDSIZET(E 8 IDFEEEE 21 html 7711
- . MTS . MLMTS LR (LT D, TR RBRAT)

EUREMALSY [ BRRS R 08 | BENFEW E8IIL T, BYELAZU——1T

118 MVIELAZ V== 73R 1] L&y =7y by BEzENL, ML
MTSEIZ LA 7 ) == FRIEZTVET,

® WMEIHRE LY —Fy MF U RTEIZONWT LR ES ML, BEHET 2
=A% fELTWET,

1.14.1. FBARDFOFER

113 W IRLAZ UV —=F5E 1) o7ay=7 ML, 11.13.1 28610
IR O PR TR OFIREITVNET,

® ZREOBEIIAT V== TitREFTT D T LIRS NETOT, fmREEL
TLIZEVY,
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1142 RO Y=V T5HEDT—2 AN

1
ll[MhMB]%ﬁUyabiﬁo

D= I RATa P NERENTHEITE 11102 22 ) —= THEDODT —42 NT1] %
SR LU CTHEREEZIT> TN,

VB IESENT R TITOILTWAEASIT., A7 U —=  FHEDT— X ANX A T a7 i
FoRENFET,

[] Screening : ML-MTS (Machine Learning - Multiple Target Screening methed)

X
Preyi New input
Proteins Compounds Compounds
Added to 181 Target-protein Added (test AUC) Active ligands Target-protein Add to DB for screening  Active ligands as teacher
con? cox2ll.mel2 cox2L38.mol2 Target-protein name for cutput {or for test AUC) Select mol2 files
cox2l2.mol2 cox2l41.mol2 (in ASCIl without blank) e —— o
cox2Ls.mol2 cox2L51.mol2 ] siectmele e Active ligands
Delete selected cox2L7.mol2 cox2L52mol2 Tarpairis
cox2L12.mol2 cox2L52.mol2
Reset cox2L14.mol2 cox2l 54 mol2
. cox2L18.mol2 cox2L55.mol2
strrilafie ety cox2L19.mol2 cox2LeZmol2
Flexible cox2L23.mol2 cox2L66.mol2
cox2L26imol2 cox2L6T.mol2 RSthodiotceckng
cox2L6Bmol2
cox2l71.mol2 Flexible (O Rigid
cox2L72.mol2 ® ORig
cox2L73.mol2
coxdlidmold [ remake grid files of protein
Size of output list
max No. of lines: 10500 |2
Delete selected Delete selected Delete selected
Test by AUC
Delete selected Delete selected
Reset Reset Reset [ screening with small DB

[ ]| conc

XA T a T EOFEROFERIC, FiEIOFHEDATTNENFRRINET,
(118 #VIK LAY V—= 755 1) TAJIL7= mol2 7 7 A V73 Active ligands] T
R CTEET
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[Target-protein] (2% —% v NZ X EOL4HIZ AN LET,

Z ZCIRATE] - fii2 Bl E R DARTEZIRET D LIZL cox2a E AN LET,

Previous input
Proteins
Added to 181

Target-protein

Delete selected

Reset

cox2

Delete selected

Reset

Method of docking
Flexible

Compounds
Adcled (test AUC)

Active ligands

cox2ll.mol2
cox2L2.mol2
cox2L5.mol2
cox2L7.mol2
cox2l1Zmol2
cox2L14.mol2
cox2L18.mol2
coxZL19mol2
cox2L22.mol2
cox2l26.mol2

cox2L38.mol2
cox2l41.mol2
cox2L51.mol2
cox2L52.mol2
cox2L52.mol2
cox2L54.mol2
cox2L55.mol2
cox2L62.mol2
cox2L66.mol2
cox2L67.mol2
cox2L68.mol2
cox2L71.mol2
cox2L72.mol2
cox2L73.mol2
cox2L74.mol2

Delete selected

Reset

Delete selected

Reset

New input
Compounds
Target-protein Add to DB for screening  Active ligands as teacher
Target-pratein name for output (or for test ALIC) E———

(in ASCIl without blank)

Select mol2 files Active ligands

coxZa

Compounds

Method of docking

@ Flexible O Rigid

[ remake grid files of protein
Size of output list

max No. of lines: 10500 =

Test by AUC

Delete selected Delete selected
[ screening with small DB

[ ]| conc

® ZZTIIMMAEAMLELLEN, MoF—ry b2 NI BB 5581F €0
TuTxl bOFT Y T BPBETT, BARNICIE, E0X =Ty NE U EHEAN
AL HLORT » MERETV, ZREROBRIREZITNET,

® MVIRLAYVV—=2TTEBINTELX =7y MZ "7 EOEEITHEYIRL 1\
B

DEL1OTY, HEOY =5y NI EEZBMLIEWEEIT 1T ST

TLZE,

MEAT-

® DKL AYZ Y —=2FFEIRMEITHFATARETT, (LEWMSH IV EDT —H

EEMLT

AR L BN TEET,

[OKl 227V v 27425, ML-MTSIEIC L2V LAY ) —= ZEHENBIB L 7,
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1.143. R0 ) —_ U JHEHREDOHER

ZOMOFREEA, A7V —=v VREEROBERIIE, 7 7 A VIH N GIES X, MTS ik
| RyX o 7 2aT7Ai A7 ) —= 73EOEE LIZIERTTT,

[1.10.5 A7 V==V TR Y A OH A ZXDAS ] ~ [1.10.10 A7 U —=2 F 55k
ROT77ANHT] R LTITZI N,

1
AR T [ML-MTS] #7 Vv 7 32%&, RixEIOX =0y N RIH
cox2 7 [Added to 181] (2, FiEID X —47 > &% /37 & cox2a 7% [Target-protein] (Z
RSN TVET,

[ Screening : ML-MTS (Machine Learning - Multiple Target Screening method) X
Previous input New input
Proteins Compounds Compounds
Added to 181 Target-protein Added (test AUC) Active ligands Target-protein Add to DB for screening  Active ligands as teacher
cox2 coxla cox2Ll.mel2 cox2L38.mol2 Target-protein name for output (or for test AUC) Select mol2 files
cox2L2mol2 cox2L41.mol2 (in ASCIl without blank) Select mol2 il o
cox2L5.mol2 cox2L51.mol2 l:l eleck melstiles Active ligands
Delete selected coxn2l7mol2 cox2L52mol2 Tarpairis
cox2l1Zmol2 cox2L52.mol2
Reset cox2L14.mol2 cox2L54.mol2
. cox2L18.mol2 cox2L55.mol2
strrilafie ety coxaL1gmol2 cox2L62mol2
Flexible cox2L22.mol2 cox2L66.mol2
coxaLa6.mol2 cox2L67.mol2 RSthodiotceckng
cox2L68.mol2
cox2l71.mol2 Flexible (O Rigid
cox2L72.mol2 ® ORig
cox2L73.mol2
7.
con2Limol2 [ remake grid files of protein
Size of output list
max No. of lines: 10500 |2
Delete selected Delete selected Delete selected
Test by AUC
Recet Reset Recet Delete selected Delete selected

[ screening with small DB

[ ]| conc

ZDOXIT, A=y MR UNRITERBIMLTAYZ J—= JHEZED KT I
[Added to 181] Ic b Z o X7 ENBIMEN TV&E £,
[Added to 181] ([TIBMENT=Z 7T 77 Lo A Z R0 E L RBRICHb £,

Y77 VU REVRIE

TRCOAZ V==V THEO Ry XU VR THEHT 5 181 DY 77 L AKX XY
BAEELET, FEMX myPresto D~==2 7 L ESL T EEN,
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2. Docking Score QSAR (Predict Activity)

Docking Score QSAR 1% WAL &M 0+ OIEET A LET, FBE LILaM D, e
DE X7 EITKT DIEMEZ TR L E T,

Docking Score QSAR 1%, FFED X XV EIZKT HEYF/ T A Z—ZAET 720D

[Preparation] - [Make DB to predict Activity] E

&L ERETIER SN Bl N T A Z—Zflio T RFED X 37 BT 5 @R OIeEm O
TGV 2 — IR R %

[Screening] - [Predict Activity]

D2ODRELNEHY £T,

[Predict Activity] CTIHMEE DO Tl Z T 5720121, [Make DB to predict Activity] <T. [A]
JFRT AR EH U CHER LT — 2 7 7 A Ve TOERT 20 ERH Y 7,

[Make DB to predict Activity] [Predict Activity] & H12, A LizfbE&me 7' v 77 AN
H O 600 HDOX LRI BEED Ry X FHEEZRYTZ) TIETT D70, REFMOFHR
FEI 3L BT, (B00fLE# T, lH D 8 A Ly R0 CPU ~ 3 > THI 3 lH])

Docking Score QSAR :

DB LRI TDH Ry X S Aa7 OBEMFEFHTHRABHZ RLT—%2H#H
By o5k, 7ry—~a7x7% 600 fEOZ L TREL, HDHIEAEWD 600 K
VX T AT B ERROENT L, FEBRT—F AG 2, i/ IHRETRIRONT 5, HERT
TME, Uy YRR E AW ER R — 2O B E PCR TEHAE L TEHY, =X M
E M H#E) ZFH L TOHMVEDBRINEZIT> T\ A, [BIRICFIAT 28T — 2 B X
U&7 — 413, ChEMBL £ X O PDB (AW T — & _—2) L W % L T\ %, ChEMBL
L 0iEenBmtET —2 (IC50 1, %MHEM, EHEEZRE) X, 2 THaGERTRLF
—AG IZHE L TW5, B L, ChEMBL (I3 B I L E R ERIEHRNPTRE L TV 4,
WONDIEZE VTS (Kd=Ki %),
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2.1. CHEMBL EER{ET—4% OHEF

kGl 2 R EIE, 22— R HMIIC CREMBL 22b % 7 m— R LU TEIRTE £97,

WO, ChREMBL 72 b RfiE D & X 7 BTt D8k < Iefb B o BT — % (1C50 fi, %
FHEAE, EHEER L) 2 FOFIETZ 7 A0 LTAFLET,
https!//www.ebi.ac.uk/chembl/  (ChEMBLE k v 7' ~—72)

7 7 'ALET,

# EMBL-EBI A Semvices E% Research & Training @ Aboutus EMBL-EBI

EEE
C ChEMBL

Examples: Imatinib erbB2 brain MDCK c... Draw a Structure | Enter a Sequence

UniChem ChEMBL-NTD SureChEMBL Downloads Web Services

ChEMBL is a manually curated database of bioactive molecules with drug-like properties. It brings
together chemical, bioactivity and genomic data to aid the translation of genomic information into effective
new drugs

Explore ChEMBL

Description: Shows a summary of the ChEMBL entities
and guantities of data for each of them.

Instructions: Click on a bubble to explore a specific

ChEMBL entity in more detail.
26K 1.9M
fndicatons Compounds

e
A/ Targels gy

TR RDZ ST BIZOWTAS LT, BERZ CZEIR (7Y v 7)) LET,
Z DT, [Tyrosine-protein kinase ABL] & AL £,

EMEL-EEI

Examples: Imatinib erbB2 brain MDCK clecocciN Draw a Structure | Enter a Sequence

0Old Interface
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https://www.ebi.ac.uk/chembl/

FoRENT-RBREROT S [Targets] 7 V—T7 %R (7 V7)) LTERL, @47k

VAN AVA s 10N 3
Z oI TlX. CHEMBL1862 #&E{R L £,

EBI > Databases > Chemical Biology > ChEMEL Database > Torgets Search Results > Tyrosine-protein kinase ABL

Search Results

All Results 299 Compounds 24555375 13 Documents 23 Cells 11 Tissues 0

Targets

Show Full Query @

7 Targets
@ : 0 Selected - Select All
Table Heatmap Browse Activities @

Records per page:

a. .

= Organism Taxonomy L1

Filters

Showe/Hide Columns

Em |

Showing 1-7 out of 7 records

UTOR—=VRFERENET,
EBI > Databases > Chemical Biology > ChEMBL Database > CHEMBL1862

Target Report Card

Name And Classification

ID: CHEMBL1862
SINGLE PROTEIN
Preferred Name:  Tyrosine-protein kinase ABL

ABL ABLL Abelson murine leukemia viral oncogene homolog 1 Abelson tyrosine-protein kinase 1

Eukaryotes 6 1
Viruses 1
ChEMBL Search UniProt
D : Name % Type = s © s
~ Organism Taxonomy L2 n ] Accessions
Mammalia (] 52 68
retro-transcribing 1 Tyrosine- By Mol. Wr.: By Std. Type
D CHEMBL5166 protein kinase  PO0S21 Sh L LTI
VABL PROTEIN leukemia virus II
~ Organism Taxonomy L3 [ | | | [P i_
4669 12638
Primates 5 Tyrosing- SINGLE By Mol, Wt.: By Std. Type
- NfA - 1 L protein kinase  POOS19 PROTEIN Homo sapiens
Rodentia 1 ABL | lmm

JTK7 Prote-oncogene c-Abl

Synonyms:
Tyrosine-protein kinase ABL1 p150
Organism: Homo sapiens
Species Group: No
LIULRE: E Ki P in Ki TK kil Ty in ki Abl farnil
Classification: - Enzyme > Kinase > Protein Kinase > protein kinase group > Tyrosine protein kinase amily
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N—=VHOLLITFOM 7 Z 7 T, [Activity Types for Target CHEMBL1862] % &R (7 U »
7) LET,

Associated Bioactivities

(o e moomic

] »
@ Inhibition Residual Activity
® 1Cso @ Kd apparent
Ki ® Km
® «xd ® vmax
® Activity Other

UTOR—=VRFERESNET,

EBI > Databases > Chemical Biology > ChEMBL Database > Activities > Query

Browse Activities

Edit Querystring @
Show Full Query @

12,638 Activities

= 0 Selected - Select All s | s
Table Browse Compounds @
Records per page:
) B
Filters E 20 v Showy/Hide Columns E]

H fit

. .

Standard Type Showing 1-20 out of 12,638 records < 2 3 4 5 - >
Inhibition 6131 ¢ v
1C50 2306
1 Molecule As
Ki 1626 c ChEMBL

[0 chemsL = B + ard o E + P % Comment * ch
Kd 1524 ™ Key Type Relation Value Units Value ™
Activity 402
Residual Activity 316
Kd apparent 243
Km 29
Vmax 17 O & 18 1c50 > 100000 nM No Data No Data CHE
Vmax(app) 12
Other Categories 32 CHEMBL538507
+ Target Type
SINGLE PROTEIN 12638
O LT Genistein 1C50 = 10000 nM 5 No Data CHE

-« Organism Taxonomy L1

CHEMBL44
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N=Y EHOITSVIZZER (7 v7) $H5L2TRUVTHRARNT 7 A NDX T m— R
V7 BERISNLDT, i Siizlherel Z3EIR (7 v27) LET,

12,638 Activithes e

A
B 0 Selected - Select All 1
Table : () !

______
ClucF here l} download your file. The download will expire on 2020-01-01T00:56:13.965907+00:00. Learn More
-

-

CHEMBL25-chembl_activity-XXXX.tsv.gz &) 77 A ARX T ra— RapuEd, %
XXXX VF R T & LG )

7 7 AT gz TR TIERE SV TV D7 il 4 72 fifm Y 7 KT tsv TERD X T XYY 7% 2
b7 7 A AT fFHRB L £ 7,

CHEMBL25-chembl_activity-XXXX.tsv.gz

l

CHEMBL25-chembl_activity-XXXX.tsv
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22. ERINT A2 —DEE

2.2.1. #EREA

ChEMBLAV NV EEIGET IIERDBE

ChEMBLA /NY B EBETIILER TIL. CREMBLO Y AR BA 2 O—K L zcsvI 74
IWEAREL. CREMBLO AU NGB T HRIGNSA—=F 77/ ILEERLET .

ChEMBLT—%
‘R INGE
LAREELGL
L& ¥(smiles)dH Y
SEMEREHY

60058 »
- IAA |

| L&Y, DBIER

{E&¥mol2

]
BEY FyFoy |

{E&¥Imol2

714

| ETILER

ChEMBLA /398
BEIFETIL

222, 7Yy FOERK
Z Z T, MolDesk Screening TOHEEIZREY £,
[File] - [New Project] A ==—7T, 2507 vy =7 bEEHK L, tRITELET,

a7 hOFEIFETIEIX MolDesk Basic D~ =27 VAL T 7Z& 0,

® V=l FRRESNTVWRWERIIUTOV—= 72 AT a7 RERahET
DT, Iy =7 bORFZEIT->TIIZENY,
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m Warning

Make DB to predict Activity : Please execute "Save As". This command is available
Llé after saving the project by [File] - [Save As].

2.2.3. @R/ AR —DFERT
FEED S X T BIZHKT D ENF ST A2 —FAERKT T2 D
[Preparation] - [Make DB to predict Activity] E

27 Vv 7 LET, 72LUTORENIERSNET,

[Browsel "R&Z %27V w27 LT, 774 /L2 Z—THiffic ChEMBL 7264 ™7 —
RU7z, BFEDHX X EDOIEEEDOERT — % 7 7 A VAR L £ 7,
BIRAETT DL, FTROLIIZT7 7 ANVDRANRFREINET,

S 512, [Name of protein:] OMIZ, FFED X > XV EOLHEANTILET, ZOATLN
M7 7 ANOEFRE, FEICEDRETOT, AR—REZEERVERFECANLE

I, ZOBITIE, ABL EATILET,
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[0 Make DB to predict Activity x
ChEMBL download data file (*.tsv)
1| |mdepmhh
2 | | [Browse| Nomeotproteim [ ]
s | | [Browse| Nomeotproteim [ |
. ) ] Moot ]
s | | ] Moot ]
. | Il —
7 | [Browse| Nameofprotein: [ |
a | | [Browse] Nameotprotem [ ]
s | ) 5] Nomestpnie ]
10 | | [Browse| Nameofprotein: [ |
n o —
12 | | [Browse| Nameofprotein: [ |
| | |Browse| Nameofprotein: [ |
" [ .
15 | [Browse| Nameofprotein: [ |
16 | | [Browse| Nameofprotein: [ |
e
[ox ]| cance |

ZDOR—T T, Ik, 16 fflo ChEMBL b4 v — R LEERT—4 7 7 4 L& A
HTEET, Thbb, EOX LN 7E 16 Db/ T A X —DitE % — 25T
FATCTEET, 72720, —ITIE, BRI £F @8 s~ T, 1fld7eb
A= NER-IN

[Experiments used in calculation]
ChEMBL 264 U rma— R LT —% 77 A NVOHRT, BUFET AAERR CHERT 2 E8RT
— 2 EENLET, Ty 7 LICEHBUSNOFERT —Z I 3EEH L E7,

83



[Filtering]

IEE DT B DT 4 NVE U T HFTT D080 %, [Filtering] — [by molecular
weight] TERA[EETT,

MolDesk Screening TlZ, F v & > ZFHEIZ myPresto @ sievgene Zf#H L TV 2% BEf%
B FE 600 LD Ry VEHEOKENEH D20, 77 4/0 T 100-600 (5%
ESNTWET, BFIE 774V POFEERFELET,

[OKl 227V v2r32E& Q5 FHREIBEY £,

SHEABGET AL a~v L R UNR T L —I2 0 Ed, a~w  RRFZUNTL—IZho T
WAMIZEE T T, £2. A FTOFRENIC, FEPOMELHERREFRTLET,

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

OB NRAEEARRDEEEN

[ Pa-lz-pi 33 = O || Command View & = O || projectoot: 1nitial State 33 = O || Console | Docki... |[] MDAn... | Scree.. |[JQsPRL. 3| = B

Protein/Target @

[TV Console £ | 7] Warning Cansole =0

START: Convert to 3D Mols 31/148

HEP T r Y 27 FEBETE I, T at oo EERICL > TTEMES M
UL RADGENRH Y FTOTIHEELTZI N,

WAHIFH R T DB %05, [Help] - [Preference] - [Screening] ¢ Thread number T

WRETEET, 56T 1.7 27V —= 73RO HE - A€V & - K] 221 T
TZEW,
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224, ARG AZ—DEHERKREDT S 712k 552

[BF /T A X —ORENE T T 5 a~v RRZ VR L—nOEATE L2128 DY
£9, £/, WEOA FIZ [END: Make DB to predict Activity] & &R~ L ET,

X5, WEOARIZ FRO X 512 QSPR Info Hif®d [Learn] ¥ 7 & F L E,

[EFET VEIER LT & AT LTeZ w37 B4 b R LT ElR e 7 L O MBI E(Q
)% U A MERRLET,

™ Console | [ Docki... |[T] MDAn... [[7] Scree.. |[TJQSPRL. &2 | & O

Learn  Predict

Protein/Target O
( ABL l 0.7478

Z 2T, Eo#¥eD [Protein/Target] 717 LDH LRI EX X TN Y w7 LET,
T5H &, [AIRT XX R LT L &S~ 72 ChEMBL HROFEBRT — % AG &, A7
NI AZFHERDO AG OFEED 7 T 72RO X H IR R LT, FHOBEEMEL RIS
TLIMTEET,
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| k|| welw a4 2o o @% | o)e]| B

- & o

=1

Calculated binding free energy (kcal/mol)
LoooL L LTy ‘ ;
ra - [=]

-
w

Experimental binding free energy (kcal/mol)

+ CHEMBL1852 (ABL) Q=0.748

2.25. BERINTAZ—T 74 I)LDFER

AR OEIF T A 2 =T 7 A VPER SN DG, RELET BT 27 FOT 41
4% [PROJECT] &35 &,

[PROJECT] -> work -> database_gsar -> 09.param

TY. 77 AN%IE, AT, [Name of protein] OHIZATI LTz, FFEDZ /X7 ED
4 %% [PROTEIN] &35 &,

[PROTEIN].param

ERVES, ZOT 7 AME, RETTHIT HIEMHETHIOFE THEMAT 2O TEET
‘a—o

723, database_qgsar (ZIZLAFD 7 & &7 7 A VB SNVET,
IHHORNFIZONTIE, 2—FERICTH2HLEEIH Y AN, NEEZHITH LT
DY TT,
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[PROJECT] - work — database gsar — 00.log

- 0l.download

- 02.mol2

- 03.topology

- 04.optimize

- 05.db

- 06.lignad

- 07.work

- 08.score

- 09.param

- protein gsar

- ChEMBL.list (Z74J)
- pro list (F7AJ)

HH

&

00.log

[PROTEIN] 4&(Z, [PROTEIN] 7 4 /L %/errorlog 7 7 A /v
niyEnd, 4% [PROTEIN] OFHHET, FHEPTHAELE
7= Ihb,

01.download

Bifi A1 L7, ChEMBL »"b 4 v o— R L= FERT —#
77 ANDBRIGFEEIND,

02.mol2

[PROTEIN] ##iZ, [PROTEIN] 7 4 /L& LI iz, EBT —#
IRt SN LB D mol2 77 A NVEMIIT D, FRT —
27 7 A /L TlE SMILES Titdk STV 523, mol2 (T2

. 3 Wonfb & B BT O,

03.topology

[PROTEIN] %z, [PROTEIN] 7 #/VZLI Tz, Kib&aH >
F VA ZAER LT, myPresto ® hikw U —7 7 A VAR,

04.optimize

EREAEEW O 3 RITHEIE O = 1L — R MEF RS R

05.db ChEMBL EBT —4% 77 A VDM LT —% 7 7 A )V
06.logand ChEMBL BT — % 7 7 4 L DILEW D mol2 7 7 A /v

600 % LRI EXmol2 77 AND Ry X VHERTH 7+
07.work

LA
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600 Z > /NI EXmol2 77 AND Ry X 7EEOLERaT
G777 A

08.score

09.param FF/RT AR —DFT =X T 7 A )L

600 X NTBED Ry X THERZ U v K7 7 A4 MER T +

protein_qgsar

JVH
ChEMBL.list ChEMBL 6 X v a— RULIEHEBRT—2 7 7 A 14U A b
pro_list 600 % X7 E®» PDBID U & |
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2.3. EMHEDFREE

ATEICIER LT2BlIR N T A 2 =T 7 A N flio T, KFED 2 7 BT 5 8EDE
YOIEMHEEZ —EIC (W) FRLET,

231 EHEFAFHEDORT

[Screening] - [Predict Activityl

z27 Uy 7 LEd, LLFOANEmAHET,

m Predict Activity Input

PCA parameter || | |SE|ECt

Input Mol2 Files

[ ok || canca |

ED, D [select]l 227V v 7 LT, Hifili CREAE LIZEIRE/NT A2 —7 7 4 L& T
TEIRL £,

m Select PCA parameter file.

“ v P <« work » database_gsar » 09.param v D 09.paramDiEE o
=B~ HLTALY- v ™ @
omp ~ E=¥0) =Fae (ES =]
thread [ ABL param 2018/09/0315:33  PARAM 774l
pleiades
project-jsch-test
projects
protein wlz %
I I&(N): | ABL.param V| |".param V|

[ B0 [ | #wtn |
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ZZTiE#lE LT, [PROJECT] -> work -> database_gsar -> 09.param -> ABL.param
CIRIRL£77,

m Predict Activity Input

PCA parameter |C:¥data¥[l5ﬁﬂﬂ03¥wurk¥database_q sar¥09.param¥ABL param| | |SE|ECt|
Input Mol2 Files
[ ok || canca |

wiz, EROFRED [select] #27 V w7 LT, IEMHEEZFHIL72VEEWD mol2 7 7 A
NV TR CEIRL 7,

<« v P « sample » TGS » ligand v @ | ligandDigE= 2

EE - LIRS =~ [ @
ligand ) EE ExOE e ~

MolDesk Basic 1 0c_2malz 2008/07/0117:12  Arguslab Doc

Mol Desk Screeni 1 0c 4malz 2008/07/01 17:12 ArgusLab Doc

malmil-gh-page _f_ Oc_B.mol2 2008/07/01 1712 ArgusLab Doc

mypresto _f_ 0c_13.mol2 2009/07/01 1712 ArgusLab Doc

myPresto Portal |, i 01 1.mol2 2009/07/01 17:12 ArausLab Dgt

74L& N): | "0c_4mol2" "0c_3.mol2" v| | ~mol2 v/

[ B0 M | #wen |

ZITIIEE LT, Fo2lAEEIRLE LIS,

X ALEWHO mol2 7 AN, KT 1 ST EEL L O LTSV, MolDesk
Screening @, [Preparation] — [Convert to 3D Mol2] T{ERk L 7= Mol2 7 7 A /L% A

e LTHATEET,
KOOEWFRRICHEREBI L T, sdf 7 7 A NV THEEO S FE—FEATARRICT 2 TETT,

90



m Predict Activity Input

PCA parameter |C:¥data#]5ﬁﬂﬂ03¥wurk¥database_q sar¥09.param¥ABL param | |SE|ECt|

Input Mol2 Files

C¥data¥0c_3.mol2
C¥data¥0c_4.mol2

[ ok || canca |

ANB#EDD L ERDO LSRRV ETOT, [OKl 227V v r35&, TREHE GEY £
o
TRFHE L, EEOA FICEHREORIAF RS ET,
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2.3.2. EHEFRFEDERMER

EEETFROHEE T T L a~v L RRZURT L—0n0HTE X108 F
9, F£72. EEOA FIZ [END: Predict Activity] &#F/RL F9,

S5, WEOAENZ FRO X 512 QSPR Info WE® [Predict] ¥ 72 Fr L £,

=] Console |[™] Docki... |[™] MDAn... |[™] Scree.. [T QSPRL. &2 | = O

Learn Predict

Principal Compe. | g wlq iy show graph
image name deltaG/Prop. PCO PCH PC2
Oc_3meol2  -6319 0.022 0,403 -0.57
Oc_4.mol2  -6.009 -0.007 0.274 -0.6C

ZZC. LoD [show graphl R¥ > %227 Vw7 95L, PCAV T 752FRLET,
B opciE, 0l 180 PCA 77 7 &2F R LET, #hid, 0~9 FTERICERRNTEE
75
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£ |>:-‘

| | w4k | & @5 | o] e]| =

6.02

PC1
(=]

-6.34

5 | = Console| = Docki.. | MDAN... | Seree.. | QSPRL. 22| = O

Learn  Predict

Principal Compo. | g |1 et show graph
image name deltaG/Prop. PCO PC1 pCz
Q i
|
e q
Oc_3molz  -6.319 Q.022 0.403 -0.57
. : ot
i
|| q
Oc_4mel2  -6.009 -0.007 0374 -0.6(

ot

PCO

T T T T T T T T T T T T T T T
-228 -2 -18 -16 -14 -1.2 -1 -08 -06 -04 -02 0 02 04 06 0B 1

| + leam +

predict O

133

VA rOIbEMZE I ) v 735, PCA 7T 70T, TR LIALEYIONLE Z 5 FLTHE

BTEET,

W, IO T70RNEI Vv T HE UANIKEMZ T +—T A LET,
HauE, FEICEHA L7z ChEMBL 3k — & ¢4, FHIL7-/bA%H. ChEMBL H 3k
DALEW) & DNTEEN TR WDERTE H DT,

AR OEFME AT CTE £7,

T U7 IE M GR35 1%, 7 — 7L @ deltaG/Prop. (kcal/mol) DO H 7 MIFE R L E T,
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3. EFEAHICKHILEYDHEFHEETA (Predict with Regression model)
[FR AT K D G OB FREFEE 2 Tl L £ 7,
LB O BT D ERT — 2 7 7 A VINBEIF/NST A 2 — 2 ERT 272D

[Preparation] - [Make Regression model] E

&L BRETIER SN Ef/ T A X — %o T EEOLEY OB TR 2 — FEICGHR T
%

[Screening] - [Predict with Regression modell E
D2ODRALBHY T,
[Predict with Regression model] TH& KM O FHZ 925729121, [Make Regression
model] T, FUF T A X ZZEH U HER LT —% 7 7 A NV E TOEKRT H2HLERH Y E

‘a_o

[Make Regression model] [Predict with Regression modell & &2, AJjL7z{LE&EH D
descriptor Z{ERT D72, HIREYR R O FHE IR S M BT,
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3.1. CHEMBL EERET—4% OHEF

CHEMBL 7> & & FiRFHEE O SZERET — % 2 BS54 5 FIEA I L £ 9,
https://www.ebi.ac.uk/chembl/ (ChEMBLE k v 7'_—)
W7 78 ALET,

EMBL-EBI

[ seacnncnewe [

# EMBL-EBI A Services B2 Research & Training @ Aboutus

c C h EM B L Examples: Imatinib erbB2 brain MDCK cicececiN Draw a Structure | Enter a Sequence

UniChem ChEMBL-NTD SureChEMBL Malaria Inhibitor Prediction Downloads Web Services

ChEMBL is a manually curated database of bioactive molecules with drug-like properties. It brings together chemical, bioactivity and
genomic data to aid the translation of genomic information into effective new drugs.

Explore ChEMBL

Description: Shows a summary of the ChEMBL entities and quantities of
data for each of them.

Instructions: Click on a bubble to explore a specific ChEMBL entity in
more detail.

2\
< Compounds
@

MBETHEEZDF—T— K& LT "Search in ChEMBL" f#flZ, Tlaqueous solubility |
[permeability | 72 CHBRO HLWMHEA EZ AT LT RRRZ V2RI (2 U v 7)) LET,
Z OFI T, [aqueous solubility] & AJjL F9,

EMBL-EBI

aqueous solubility ‘ Q

Examples: Imatinib erbB2 brain MDCK c1cccec1N Draw a Structure | Enter a Sequence

Web Services
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https://www.ebi.ac.uk/chembl/

FRSNERFEREOFNE TAssays] 7 V—FHBIR (7Y v 7)) LTERL, =4
kU A K% "Compounds" TT —XHDLWIRIZW~E X F 7,

YR RNPHEY X X BaEROET,

Z OfFITIE, "CHEMBL631962" %R L %7,

€8I > Databases > Chemical Biology > ChEMBL Database > Assavs Search Results > aqueous solubility

Search Results

All Results 2656 Compounds 19 Targets 67 Dcrcurnents 515 Cells 0 Tissues 1

Assays

Show Full Query @
2,054 Assays

0 Selected - Select All i i
Browse Activities @
Records per page:
mes @ : =

Bm |+

“ Type Label Showing 1-20 out of 2,054 records < n 2 03 4 5 - >
P - Physicochemical 2031
A - ADME 19 Document
ChEMBL » Search Assay . - a N - - BAaO a a
« Classifications L1
148

Mol. Wt.: small-molecule }
- N/A- 2054 ) LR Zb T § "€ scientific
[] cHemeLesiss2 P Aqueous solubility No Data CHEMBL1132890 physicochemical .
Literature
format
[ | | [

~ Classifications L2

Aqueous solubility 147
CIAS S in phosphate By Mol. Wt.: small-molecule (o
) [J cHemeLio3as3s » buffered saline by No Data CHEMBLL151935 physicochemical | o% =
~ Classifications L3 ;;‘:lk‘":ll;‘f:;ay .I II.-- format
PLFOBEENAF RSN ET, ("Assay Report Card" *— U NF/R X D)
EBI > Databases > Chemical Biology > ChEMBL Database > CHEMBL631962
Assay Report Card
Basic Information ﬂ

Assay ID: CHEMBL631962
Type: Physicochemical
Description: Aqueous solubility
Format: BAO_0000100
Journal: Bioorg. Med. Chem. Lett. (2000) 10:1155-1158
Organism:

Strain: -—

Tissue:

Cell Type: —

Subcellular

Fraction:

Target: CHEMBL2362975
Document: CHEMBL1132890
Cell:

Tissue:
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R—=THOLLTFOMZZ 7T, [Activity Types for Target CHEMBL631962] 341 (27 V
v7) LET,

Activity Charts

Bioactivity

ChEMBL Activity Types for Assay CHEMBL631962

® Logs

UTFOA—VRERENET,

EBI > Databases > Chemical Biology > ChEMBL Database > Adtivities > Query

Browse Activities

Edit Querystring @

Show Full Query @

o |-

Filters

~ Standard Type
Logs

~ Target Type
NO TARGET

4 Organism Taxonomy L1
~N/A-

~ Organism Taxonomy L2
- N/A-

= Organism Taxonomy L3

148 Activities

0 Selected - Select All ~
Browse Compounds @

Records per page:

a. : (oo : &

Showing 1-20 out of 148 records < 2 3 4 5 - >
B
Molecule Assay
a a a a a . PChEMBL . .
[J cnemBL + compoundkey + Type $ palation ¥ vake ¥ unim % Vae ° Comment S ChEMBL
™ 1)
O I»A ! DDT Log S = -7.15 No Data No Data No Data CHEMBL63191
CHEMBL416898
O Hexamethylbenzene  Log S = -5.23 No Data No Data No Data CHEMBL6319¢

CHEMBL16347
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N=Y EHOITSVIZRIR (7 V) v 7)) 227KV THFANT 7 ANDFT v m—
RU I BERESNDDOT, A Sizlhere]l &R (27U v 7)) LET,

148 Activities F .
=2 0 Selected - Select All ]
Browse Compounds @ H

Table

Chclel here tqm)wnload your file. Learn More ]

DOWNLOAD-XXXX.tsv.gz & W) 77 A ANF T ra— RIET, CRXXXX (FRWT
VB DG )

7 7 AT gz FEATHEME STV D 725 S 22 il Y 7 b Csv TERD Z 7 XG0 7 % 2
7 7 A IAZFRRIER L £,
DOWNLOAD-XXXX.tsv.gz

l
DOWNLOAD-XXXX.tsv

98



32. ANEBRT—2 774 ILDER
321 7>y FOERK
Z ZC. MolDesk Screening TOHEEIZRE Y £97,

[File] - [New Project] A ==—7T, Z¢n 7y =2 FEERL., IIFELET,
a7 b OFATFHEZ MolDesk Basic D~ == 7 LV ASH L T 7230,

@ il MIMEEENTOWARWERITIUTOU —= 24 T a lR"FERrENET
DT, 7av=l FORIFEITHOTLIIZEN,

m Warning

Make DB to predict Activity : Please execute "Save As". This command is available
L& after saving the project by [File] - [Save As].
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3.2.2. ChEMBL T—% 7 7 4 JLHh b DERE

[Preparation] - [Make Regression modell E

27Uy 7 LET, T2LUTOBENPERSNET,

Make Experiment Data File <-- ChEMBL Download File

Input Experiment Data Files

select

Input Mol2 Files (Opticnal)

select

Input Regression Parameter Files (Already learned) (Optional)

select

Regression method : (O)SIMP @) RBST (CO)WEIT

Descriptor: Fluctuation Physical [“]ASA [ Charge polarization MACCSKey [ Radius

select

‘Output Regression Parameter File |F:¥pmjBcl¥pmject001¥wurk¥regress\Dn!regressmn.param

0K

Cancel

ZIT ERT T 7 ANEAERT D TeDIc, —FR EORZ
[Make Experiment Data File € ChEMBL Download File] #27 U v 27 L %7,

LUT omimm 2 HE 4

[l Make experiment data file Input

Input ChEMEL Download File ||

select

Output Experiment Data File | F¥project¥work¥regression¥experiment.db

| select

Cancel
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ATJHBEFLLFO®@Y T,

HH NE

ChEMBL T# v om—RL7cT—4 77 AV

Input ChEMBL Download File »
(ANTIZ)

EBROFILZ — 7 v MEABIZOWTOXTS] (AJ2AH)

Target .
(f31) LogS, LogP, CHEMBL1785 72 &,

Output Experiment Data File | (/132 ERT —% 7 7 A LD/ (AJ)0ZH)

AEOFTIE, LLFO@EY AJJLT [OK] 227U v 7 LET,
([Input ChEMBL Download File] ®AJji%, [Select] #27 Vv 7 L& XD 7 74
JVEREER T e — R L7 7 AV ERIRLCASILET,)

[l Make experiment data file Input X

select

e

Input ChEMBL Download Fil{ F:¥project¥DOWNLOAD-G4FECIO7DAY Ou8DwOkLc VC7OFsc85waDx 1YPtugqWick=.tsv

Target : | | Logd

Output Experiment Data File | F-¥projectfwork¥regression¥experiment.db | | select

o

ZD L X, experiment.db 77 A NE L TUTORNEDTFAN T 7 ANNDBH I NE
T, EREATI LT “LogS” IZLLTORTH N SNET, &5 T LMFAR—AXE Y TH,

TARGET LogS VER CHEMBL631962 COMP CHEMBL15844 Log S -1.21 - 1.0
TARGET LogS VER CHEMBL631962 COMP CHEMBL15891 Log S -4.6 - 1.0
TARGET LogS VER CHEMBL631962 COMP CHEMBL14687 Log S 0.62 - 1.0
TARGET LogS VER CHEMBL631962 COMP CHEMBL275626 Log S 0.58 - 1.0
TARGET LogS VER CHEMBL631962 COMP CHEMBL278489 Log S -3.05 - 1.0
TARGET LogS VER CHEMBL631962 COMP CHEMBL279816 Log S -1.96 - 1.0
TARGET LogS VER CHEMBL631962 COMP CHEMBL103 Log S -4.42 - 1.0
TARGET LogS VER CHEMBL631962 COMP CHEMBL211456 Log S -0.47 - 1.0
TARGET LogS VER CHEMBL631962 COMP CHEMBL504760 Log S -1.96 - 1.0
TARGET LogS VER CHEMBL631962 COMP CHEMBL72 Log S -3.66 - 1.0
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T T b (AN=RXYEY ) OFWRIFILLTO®@Y T,

BT A NE HETHERTS
1 LFH “TARGET” () X
2 A JJ [ O Target TAJI L 723055 X
3 XFH] “VER” ([E7E) X
4 ASSAY_ID X
5 X “COMP” ([ &) X
6 CMPD_CHEMBLID ({t4# ID) O
7 STANDARD_TYPE (5 — % fijl]) O
8 STANDARD_VALUE (5—% {#) O
9 STANDARD_UNITS (Hifi7) X
10 AR (T 7405 1.0) O

X ZITC, THHINCHE T LT T LAOXLFHNL, 22— I X DREN MBI/
LGENHV ET, 27 BEARETHREL TN,

AR T 7T AT RMETEIGEE T 572012, MEUTR > TW T — 2Bk LT
SIS D UERH DT T,

P2 > TOROT = ZEOT = FFERE, LTFOT =T A OT — 2 BN S 52
oY EF, (EROFI Log_S) DL I, MR- TNDHT — IO TIHfhsE L
72T OK TY,)

T — X TR EHA
S sc = log(sc)/log(10.0)
P
D
Pa if(sc .1t. 0.001) sc = 0.001
Papp sc = log(sc)/10g(10.0) -6.0
if (sc .le. -30.0) sc =-30.0
Pe
if (sc .ge. 30.0) sc = 30.0
Peff
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K 72 > TOVRWNT — ZED
TRIREE « NRIRMEZ & O WM DS
S,PD OWThnrOT —XFEICER LT 7EE0,

AN
=

AN
=

BSEBIC T 57— ¥ O
Pa, Papp, Pe, Peff OWFNDF —FFEICEE L T ZE W
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323. EBRT—ART77MILDT—2EBZHEET DLENDH S5

N

HIEI DT ETIER LIZFERT — X 7 7 A VDT — X ik, 22—V INRET DLENH 5B
ZU T T LE,
TARGET Pa VER CHEMBL1034536 COMP CHEMBL572342 permeability 770.0 lO'—6_Cm/S 1.0
TARGET Pa VER CHEMBL1034536 COMP CHEMBL550752 permeability 1060.0 10'—6_cm/s 1.0
TARGET Pa VER CHEMBL1034536 COMP CHEMBL550761 permeability 380.0 lO'—6_Cm/S 1.0
TARGET Pa VER CHEMBL1034536 COMP CHEMBL550905 permeability 1.0 10'-6 cm/s 1.0
TARGET Pa VER CHEMBL1034536 COMP CHEMBL551385 permeability 30.0 10'-6 cm/s 1.0

ZDEBRT—H 7 7 A iE, ChEMBL TH¥%E 75 & XDOF%—7U— K& LT "Search

ChEMBL" #lZ. Tpermeability] & AL TH¥ 7> r— KL/ ChEMBL ¥ 7> u— R
T —Z TR “permeability” 12
o TWTC, T2l EEBmsnThERA, Pa 1Z2—5 ) Target TAS L7723
FHTT, )

TFANNORRT — 27 7 A VAR LT B T8,

RIARTm 7T ATHRERS

HAETH=9

W2, LT LS 7B EORET 7 7T A

. Pa, Papp, Pe, Peff OWWFNDOT —FFEITHRET HLENH Y £,

TARGET
TARGET
TARGET
TARGET
TARGET

Pa
Pa
Pa
Pa
Pa

VER
VER
VER
VER
VER

CHEMBL1034536
CHEMBL1034536
CHEMBL1034536
CHEMBL1034536
CHEMBL1034536

COMP CHEMBL572342
COMP CHEMBL550752
COMP CHEMBL550761
COMP CHEMBL550905
COMP CHEMBL551385

Pa
Pa
Pa
Pa
Pa

770.0 10'-6 cm/s 1.0
1060.0 10'-6 _cm/s 1.0
380.0 10'-6 cm/s 1.0
1.0 10'-6_cm/s 1.0
30.0 10'-6 _cm/s 1.0

k. BRI

. IRMREE - RRVAVE. PR

& S O RO BT T b EHR TE £

ZOHEIE. b LABER I TRV EOSE1E. S, P D £72i%, Pa, Papp, Pe,

Peff OWF T — X FERNIHRE L T 730,

HERLTEFOEEHETXET,
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324, ERT—RI77A4INDT—2EEZRET DDHENL LV

ATEIO T ETIER LT ERT — 2 7 7 A NDT — 2 Fix | 22—V RRET 2 HLER 22

ZLUUF T L £,

#il1)

TARGET Pa VER CHEMBL3430218 COMP CHEMBL1294 Papp 28.65 10'—6_cm/s 1.0
TARGET Pa VER CHEMBL3430218 COMP CHEMBL421362 Papp 0.93 10'—6_cm/s 1.0
TARGET Pa VER CHEMBL3430218 COMP CHEMBL3425620 logPapp 0.98 - 1.0
TARGET Pa VER CHEMBL3430218 COMP CHEMBL3425623 logPapp 1.24 - 1.0
TARGET Pa VER CHEMBL3430218 COMP CHEMBL3425624 Papp 5.95 lO'—6_cm/s 1.0
TARGET Pa VER CHEMBL3430218 COMP CHEMBL3425629 logPapp -1.05 - 1.0

ZDOERT—H2 7 7 ANVDOEEIE, T—ZFERE LT “Papp” & “logPapp” MEFEL T
WET D, “logPapp” OF —FZEIZT TIZBIL SN TWT, “Papp” OF —FfEi%, &
Ba 77 ATt SN ETOT, ETHLETHY £ A, (Pa (T2—¥N

Target CTAJJ L7=3CFH]TT, )

%l 2)

TARGET LogD VER CHEMBL3301363 COMP CHEMBL638 LogD7.4 1.7 - 1.0

TARGET LogD VER CHEMBL3301363 COMP CHEMBL639 LogD7.4 2.46 - 1.0

TARGET LogD VER CHEMBL3301363 COMP CHEMBL642 LogD7.4 -0.27 - 1.0

TARGET LogD VER CHEMBL3301363 COMP CHEMBL645 LogD7.4 0.1 - 1.0
LogD VER CHEMBL3301363 COMP CHEMBL652 LogD7.4 1.13 - 1.0

TARGET

ZDOEBRT—H T 7 A ILOLEIE.
BEiIX T Tz b S TWBH DT,

Target TAJI L7-3CF50ICT, )

T =2 FEHIN “LogD7.4” LARoTWETR, 7—%
e 2 METH Y EH A, (LogD 1F=2—H7
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325 EBRT—E2I77A4LE1—FHIRTHEET HERE

ChEMBL % 7> — K77 AV ZTICLARNWT, 22— RNES THREL T, B THER
LT — 2% lioT, ERTFT—F 77 ANEERTHI L TEET,

ZOHEIE, Wi TR LZERT — 2 77 A L E—0biREL T EI WY,

BT (AXR—AXEIY) OFEWRITILLTO®@EY T9,

BT A NE HECHERTS
1 7] “TARGET” (7€) X
2 AJTHEH O Target TAJI L7 3CFF X
3 75 “VER” ([E7E) X
4 ASSAY_ID X
5 X7 “COMP” ([ 7€) X
6 CMPD_CHEMBLID ({t&% ID) O
7 STANDARD_TYPE (F— %}l O
8 STANDARD_VALUE (F— % ff) O
9 STANDARD_UNITS (Hifir) X
10 EH (T 740k 1.0) O

Zo%E. #6,1,810 7 7 LB L TERT 2 Z &2 0 £77,
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3.3. ER/NTAZ—DEE
331 ERNSAZ—EEDI=HDOANIER

T — 2 7 7 A VOIER DK T L7z 5, [Preparation] - [Make Regression model] E
7 Vo7 LI ZOLUTOHMEIZEY £7°,

on model Input

Make Experiment Data File <-- ChEMBL Download File

Input Experiment Data Files

Input Mol2 Files (Opticnal)

Input Regression Parameter Files (Already learned) (Optional)

Regression method : (O)SIMP @) RBST (CO)WEIT
Descriptor: Fluctuation Physical [“]ASA [ Charge polarization MACCSKey [ Radius

‘Output Regression Parameter File |F:¥pmjBcl¥pmject001¥wurk¥regress\Dn!regressmn.param ‘

ok || Gnea |

HANNEBHONFITZLL Fo@) T9,
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HAE

NE

[Make Experiment Data
File € ChEMBL Download
File] "% >~

ChEMBL T# Y. nu—RLE=TF—% 7 7A/L5, [Input
Experiment Data Files] TAN T 2E®RT —4% 7 7 A VL %&AE
BT Ao AR < (FIE TR,

Input Experiment Data
Files

ANTHERT =527 740 (EEERA) (NJ10Z)

Input Mol2 Files (Option)

AT 5 mol2 77 A /v (FEECRINAD,

A7 WA TX, ChEMBL sdfs #ffH L CatE, AJ19
LY. ERT —F 7 7 A VRS LTV DB D
mol2 7 7 A V& ANT)T %,

(AN TR)

Input Regression
Parameter Files (Already
learned) (Option)

T TR EICHE L TEERIF AT A X —T 7 4 )L
(BEEGRIRTT) (ATJIMZE T2

Regression method

[ElRFHE Ok

« SIMP: &7 — % [6] UEH&

- RBST: v\ MiEE CEAZ BEFE (57741 H)
» WEIT: BT —4 7 7 A /W R# LIZE A 2

Descriptor

AtRCHEMT R OE (T 7 4L M~ TON)

* Fluctuation: MHED DL X - 43
+ Physical: Y72 b D
« ASA: ASA

+ Charge polarization:
RFERECTOKERES L D DR DA /3
+ MACCSKey: MACCSKey

- Radius: T DO CEEHEE, 3 MTo Rgyr)

Output Regression

Parameter File

1B EIE T A —T 7 A4 )L (NT)VZH)
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ZOW|ETT 7 A /NVATIDEB 1L

[Input Experiment Data Files]

[Input Mol2 Files (Option)]

[Input Regression Parameter Files (Already learned) (Option)]
[Output Regression Parameter File]

D 4DOTTIN, 77 ANVATIDNEDOEH I

[Input Experiment Data Files]

[Output Regression Paramater Filel
D 22T TY,

[Input Experiment Data Files] Tli&, Aifio FIETIER LI-EBRT —% 7 7 A L& AT)
LET, EEATIARETT,

[Input Mol2 Files (Option)] Tli&, =—¥F2MEIZIER L7 {LE¥D mol2 7 7 A L%
BHAEATI LT, LA D descriptor 1ERROFREICMHEH T2 Z LN TEET,
ZZDANNRIRNEATE,  [Helpl - [Preference] - [2.Screening] Ti% @& L 72 CheMBL
sdfs Z AW LA D descriptor % FtHH L £9,
ZTCANT D mol2 77 AL T ORIRE & Y 9,
D T ANKLN, BRT—F T 7 ANVDEE N7 L0 “UEHID mol2 L7x>T\D
Z &,
2 13 F1774NVThHDHI L,

[Input Regression Parameter Files (Already learned) (Option)] Ti%., 3 TIZAKHRET
WAERRL LT2[Blf R T A 2 —T7 7 A VE ATITEET, BEATIRETT,

[Output Regression Parameter File] TiX, HJT5ENFNT A X —T 7 A N DR A EH
ELET, 774/ T
[PROJECT] -> work -> regression -> regression.param

PDERESNWTWETN, 77 A NAEEZITNGERE RABER LIWGAITHREL
TLIEE,
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[Regression method] Ti%, BUFFHHEOFEEZER L £3, WEIT EBRT—% 7 7 A LI
R L-EAEMEN) ZBIRULIZGEE. ERT—2 7 7 A VOH 10 7 LOEL &G
BIZEHALETOT, =2—FPEE, ERT—F 7 7 A VOBEALAEREL TSV (BL

T OBEIDARDESY) .

TARGET Pa VER CHEMBL3430218 COMP CHEMBL1294 Papp 28.65 lO'—6_cm/S 1.0
TARGET Pa VER CHEMBL3430218 COMP CHEMBRL421362 Papp 0.93 10'—6_cm/s 1.0
TARGET Pa VER CHEMBIL3430218 COMP CHEMBL3425620 logPapp 0.98 - 2.0
TARGET Pa VER CHEMBL3430218 COMP CHEMBL3425623 logPapp 1.24 - 2.0
TARGET Pa VER CHEMBL3430218 COMP CHEMBL3425624 Papp 5.95 10'—6_Cm/s 1.0
TARGET Pa VER CHEMBL3430218 COMP CHEMBL3425629 logPapp -1.05 - 2.0

[Despriptor] Tid, {LEMOFEIR T OFHE CHEMAT 2%, ON/OFF THELE T,
T 74V N TIE, TTHER (ON) LET,
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3.3.2. ER/NS A2 —DEERETT

Z OB TiE, [Input Experiment Data Files] (2, 1 AOEBRT—% 7 7 A L& AT LT,
FNLSINET 7 4 v METHEZFTT 25620 LET,

[Input Experiment Data Files] @ [Select] %7 Vv 27325 L . LLFDT 7 A /LR H
MHDDOT, T TICHIEIO FIETIER LT EZRT — % 7 7 A V&R L ET,
(BHCRIRCEE92, 22T IEZTRIRLET,)

m Select Input experiment data files.

1 « project » projectd01 » work » regression v | O regressioniEE »
22~ HLWIALS- =~ @ @
MolDesk_sup 3] EwEE E8 #1X
MolDesk_wor experiment.db 2018/12/06 18:42 Data Base File 10 KB
myPrestoPort experiment2.db 20158/12/06 20:08 Data Base File 11KB
namiki_medi experiment3.db 2018/12/06 20:09 Data Base File 11 KB
project experiment4.db 2018/12/06 20:09 Data Base File BKB
projectant experiments.db 2018/12/06 20:10 Data Base File 267 KB
System Volum
T7A & (N): |experiment.db ~| [*db v
EH{(0) Fvll

ToHL UTO@EY, BRLEFERT—F 7 7 A VDBWMVIAENLET,

111



M Make regression medel Input

Make Experiment Data File <-- ChEMBL Download File

Input Experiment Data Files

Fi¥project¥project001¥work¥regression¥experiment.db

Input Mol2 Files (Opticnal)

Input Regression Parameter Files (Already learned) (Optional)

Regression method : (O)SIMP @) RBST (CO)WEIT
Descriptor: Fluctuation Physical [“]ASA [ Charge polarization MACCSKey [ Radius

‘Output Regression Parameter File |F:¥pmjBcl¥pmject001¥wurk¥regress\Dn!regressmn.param ‘

ok || Gnea |

[OK] #7 VY v 734 2% &, ChEMBLsdfs # Preference TiXE L CWRWEAIX, I TDO D
—= V7 EmNsHET,

m Warning

Please set correct ChEMBL sdfs database for regression at
LE [Help]-[Preference]-[Screening]-[ChEMBL sdfs directory for regression].

[Input Mol2 Files (Option)] # AJJ L CTRW\D T, {LEWD descriptor 2 ChEMBL sdfs
o CHE L ET DT, ChEMBLsdfs O EITMHEIC/ Y 9, [Screening] TORXIE
JiiEw5EI1Z LT, Preference THREL TL7ZEWY,

ChEMBL sdfs 7% Preferecne THEINTWS E, [OK] 227 U v 7 L=tz Q) 3
Bt E D £97,
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HELZHETALavw L RREXUR L —2R 0 FET, a~v >y RRZ NI L—ThoT
WARNEIHREPTT, £/, A FORRNIC, FHEFPOBEARFHERRE TR L E T,

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

OONEBENIREEHERRDEEE N
P4

[ Pa-lz-pi 33 (=X

O | |7 projectoo: 1Initial State 33 = O || Console | Docki... |[] MDAn... | Scree.. |[JQsPRL. 3| = B

Protein/Target @

[TV Console £ | 7] Warning Cansole =0

START: Convert to 3D Mols 31/148

RREFTHMOT n Y2y M BETE £ T rt v O EFRICI > TIEIHE AR
Ul R DB ENH Y ETOTIEELIZ SN,

WAHIFHE T DB %1%, [Help] - [Preference] - [Screening] ¢ Thread number T

RETEET, 56T 1.7 227V —= 73R0WHE - A€V & - Ffil] 228 T
<TZEW,
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3.33. ERN\SAF—DEHEHKREDT S 712k 552

B/ ST A X —DFENKE T T L av RRZ BT L—nbHTE L H5I128DY
F9, F7o. WEDOA FiZ [END: Make Regression modell & ZFr L £,

S5, EEOARIZ FTRO X 512 QSPR Info i ® [Learn] ¥ 7 & &R L ET,

FEUFET VEER LT & AN LEERT —Z 7 7 A VDT —ZFER & 1ERL L 7=2[E1F
ETIVOMBMREQ ) EZ U A FFERLET,

[~ Console | [T Docki... |[T] MDAn... |[] Scree.. |[[JQSPRL. & | = B

Learn  Predict

Protein/Target O

LogPe 0.5721

ZZ T, EOFRKEo [Protein/Target] 7 7 ADOT— 2L &L TNI Y v 7 LET,
FTB L. [ARST AL BN LT & X o 2 ERT — A & [Bf/ ST A ZFEIEOF
SUED 7 T 7 2RO L HICFR LT, FROBERAHRT 2 Z LR TEET,
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1p|=

¢ | 4|4 wlw

alofs | oo @)

-5.5

=)

=
wn

-l

el
n

Calculated binding free energy (kcal/mol)
" i d 3 b

]
&

o

o
E

TR SEaSa I
773 74 72 -7 -68 -66 -64 -62 -6 -5B -56 -54 -52 -5 -48 -451
Experimental binding free energy (kcal/mol)

* LogPe(LogPe) Q=0.572

3.34. ERINTAZ—D 74 ILDFESR

FHRAEROENF N T A 2 —T 7 A VL OIERR S 1L 55T, [Output Regression Parameter
File] TIEE L=/ AI220 £, 774/ kT,

[PROJECT] -> work -> regression -> regression.param
TY. ZO7 7 AME, RETTHAT 2 ReEE TR OF R CHEMAT 50 TEETT,

72k, regression (ZIZLA D7 4 H L7 7 A VBN EREIVET,
INHORNFIZOWTE, 22— FIFIRUCT 2 LE TS FHEAN, WEEZHHT L LT
DY TT,

[PROJECT] - work - regression - input
- mol2
- mol2list *** (TJF7A))
- error MakeRegressionModel.log (Z74Jl)
- learn.inp (Z7AI)
- learn.out (Z7AJL)
- regression.param (Z7AI)
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HH N

AN UIEFERT =27 740 (WH) LElg T AL —7
7 AN (ANBRHSTIHETET) BRIFESHD,

input

LA D mol2 7 7 A /v & descriptor 7 7 A /L HMELES
mol2 N5, descriptor sHHEEFDOD AT 7 7 AL (Finp) &, KEHE
7 740 (fstdout) 72 E LRSS,

mol2list_*** {bEWM 7 7 AN JEETF72 L) U AR

) Bl)f/ T A2 —#HBEREOT 7 —HT) (=7 —NhboTcls
error_MakeRegressionModel.log

A)
learn.inp FERBEOA 77 AL
learn.out FEFHEREOAEN T 7 7 A L
regression.param FERHECER LR AT A —T 7 AV
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3.4. HHENOFRAGE

AIEI TR LT2BIR AN T A S —DT =2 7 7 A N aflfio T, BEOAEM ORI 2 — &
iz QEF) FHRELET,

Il
Z

341 HHEFAFHEDORT

[Screening] - [Predict with Regression modell

27 Uy 7 LET, LFOADNEmBAHET,

[l 8T A2 —7 7 A )L (RO ETER L)
SFEEHBEROEYE S 7 7 AV (BiEO JTETER L)
FRIL7-WMEES D mol2 7 7 A L

ZANLT, [OKl 220 v 7 LT,

B/ T A S —T 7 AV EFEFRB O 7 7 A VT 7 40 FORZR TITEE
ASNTETN, b LERLIGEITHRED [select] #27V v 7 LTRREND T 7 A /L%
REAET, ELWT7 7 A VAR L TEE L T Z S0,

M Predict with Regression model

PCA parameter |F:!prcuect!lcu;Pe_001!wurk¥reqre;5ion¥reqressiun.param I | select

P
Learn stdout |F:¥projecl¥|que_001¥wurk¥reqressiun¥|eam.oul I—| select

Input Mol2 Files

select

e
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M Predict with Regression model

PCA parameter |F:!prcuect!lcu;Pe_001!wurk¥reqre;5ion¥reqressiun.param |

Learn stdout |F:¥projecl¥|que_001¥wurk¥reqressiun¥|eam.oul |

Input Mol2 Files

ok || cancel

Wiz, EROFRMED [select] 227 U w7 LT, IEMHEEZ FHIL7ZVMEEWMD mol2 7 7 A
NV TR CEIRL £,

<« v P « sample » TGS » ligand v @ | ligandDigE= 2

EE - LIRS B> T @
ligand ) EE ExOE e ~

MolDesk Basic 1 0c_2malz 2008/07/0117:12  Arguslab Doc

Mol Desk Screeni 1 0c 4malz 2008/07/01 17:12 ArgusLab Doc

malmil-gh-page _f_ Oc_B.mol2 2008/07/01 1712 ArgusLab Doc

mypresto _f_ 0c_13.mol2 2009/07/01 1712 ArgusLab Doc

myPresto Portal _, i 01 1.mol2 2009/07/01 17:12 ArausLab Dgt

74L& N): | "0c_4mol2" "0c_3.mol2" v| | ~mol2 v/

[ B0 M | #wen |

ZIZITIIEE LT, Fo2EAERIRLE LS,

X ALEMD mol2 77 AT, BT 1 FRETFEEL LI LTI ZE LV, MolDesk
Screening @, [Preparation] — [Convert to 3D Mol2] T{ERk L7= Mol2 7 7 1 /L% A
J1&E LTHERTE £97

HOTVRERICHEERE B L C, sdf 7 7 A LV TEEOS T &2 AT AREICT 2 TETT,
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M Predict with Regression model

PCA parameter |F:¥prcuect¥|cu;Pe_001!wurk¥reqre;5ion¥reqressiun.param |

Learn stdout |F:¥projecl¥|que_001¥wurk¥reqressiun¥|eam.oul |

Input Mol2 Files

F:¥sample¥TGS¥ligand¥0c_3.mol2
F:¥sample¥TGS¥ligand¥0c_4.mol2

ok || cancel

AN D L ERDE 9120 E£FOT, [OKl 227V v 273 2E, PHRRAED %
o
TRFHE L, EEOA FICEHHREORIAF RS ET,
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3.4.2. HHEFIGFEDHERER

FEETROHFENK T T a~vr RARZ VBT L—nbEHTEL L IICEDY £
9, 72, EE DA FiZ [END: Predict with Regression model] & #FE R L7,

S5z, WHEOAENZ FROX 512 QSPR Info WE® [Predict] # 72 Fnr L £,

[ Console |[™] Docki... |[~] MDAn... |[™] Scree.. |[[JQSPRL. &2 | = O

Learn Predict

Principal Compo. | g wl1 iy show graph
image name deltaG/Prop. PCO PCH PC2
Ll
-36.27 174614 329625 -146
-31.956 1695912 -255.335 56.2¢

ZZC. LoD [show graphl R¥ > %227 Vw7 95L, PCAV T 752FRLET,
B opciE, 0l 180 PCA 77 7 &2FK R LET, @id, 0~9 FTERICERRNTEE
‘a—o
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s ||[7] Consocle | [ Docki... |[7] MDAn... |[7] Scree.. |[JQSPRL. 2| = O

L
k[ | k| mlm w4 =aa @k |« @

Predict
R Learn redic
9 Principal Compo. | g v[1 o show graph
800 A image name deltaG/Prop. PCO PC1 pCz

ok

q
800 7 b N 0
* Oc_4 -36.27 1794.614 -329.625 -146,
w0 - ©
1 N . s
200 R |
: t ol c 0
= . 13 0c_3 -31.956 1695912 -255.335 56.2¢
..... . .. O
00 A ) o

PC1
=

-400

s00 4

g0

-1000

-1148.07 1 T T T T T T T T T T T T T T sl

-1314.33 -1000 -800 -600 -400 -200 O 200 400 600 800 1000 1200 1400 1600 1946.54
PCO
| * leam + predict O 555;:E:|

VA rOIbEMZE I ) v 735, PCA 7T 70T, TR LIALEYIONLE Z 5 FLTHE
MCEET,

W2, 7770 NE7 Y v 73hE VA NDILEMT T +—IALET,

KT — 2 7 7 A VHROILED LT BEN TROVIMER TE 5D T, FHROEEMEZ T
i cEEd,

T U7 VEE GRS #ARD) 1%, T — 71 deltaG/Prop. DA T AIFRLET,
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4. MVO Screening

MVO Screening £z WAL &850 1 OFELHL SRR %2 Ll L £ 7,
FBE LIAbEM LT 216 E6EW % mol2 7 7 A WV TCATI LTALE DT B HER L E7,

MVO Screening : (IH4 : MD MVO, 514 : MIN-MVO)
20D ONEN e ERAEDLTICLY, BV ORI OEELUMENRENE LET,
HRADLETIL, S TFOREOREL | RFEMOBLLZEEL T, =¥ —m/Mb%x
AW ERAEDLEZITV., A TIIEREER Y O%DETY,

41. 7TV 53FDER

7Y ELT1IOOLEMZRIRLET, ZONFPREBO7 = VI £,

[File] - [Open Molecular File] ¢, MolDesk O > A h—/VBHIT A7 b v FITVER S
U7z MolDesk Screening 7 4+ /L X DHIZHDHLLT D 7 7 A )V &Gt HriA P £ T,

MolDesk Screening -> sample -> MVO_screening -> query -> 1cx2_1.mol2
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4.2, REREDFDER

ZZ T, E [MVO Screeningl #7 Vv 27325 &, LTFOEEZEZRLET,

m MVO Screening

[]Select property of COMMENT line in Mol2 files to identify the molecule. :

| |
Gance

Z 2Tl mol2 7 7 A /L® COMMENT 17 (% L{FFET #UE) @ property Zit AL £7,
Z @ property fEA, FHREERV A MO ID £725DT, a5 N TEDH L
IR FFT DT, FDRFITENT-V property EANH 5 A 1EF =~ 7 LT property
fEZFTALT [OK] 27V v 27 LT EEN,

COMMENT 1TBFELRWEARIZ. ZOEE [OK]l #7271 v 7 LTRICHEA T ZEW,
FOREITT 7 4V F T, @<TRIPOS>MOLECULE 1TO®RDITD4 1475 ID L7200 F

‘a—o

% mol2 7 7 A /Wi, sdf 7 7 A V72 ED . [Convert to 3D Mol2] =~ RTIER LT
<TE&EW,

m MVO Screening

Select property of COMMENT line in Mol2 files to identify the molecule. :

| LIGANDBOX_ID |

Gancel

AR, EEOLEY T, (ID & L7z property & LC, LIGANDBOX_ID %A
L. F=v IRy 7 AF =y AR

[OK]l #27 Vv 7 325&, WHOT 7 A VIR ZF R LET,

TR UFOTZH#NVENOmMOI2 7 7 A NVEEIRLET, A 1227 ) v 735 L MVO
Screening 23BAAAE L F7,
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MolDesk Screening -> sample -> MVO_screening -> target

m Select mol2 files

™ <« sample » MVO_screening » target v | @ | targetDiERE P
EE - LIS - =~ [ @
# 5497 PIER & L L &8 $4%
j, HFuyn-g 4 D all.mol2 2017/01/18 15:46 MoL2 J7 Il 1,211 KB
[t
Ffaduk  #
= E7Fy A,
T7AIVEMN): [all.mol2 v| [~molz v
=) Foutll

K OBITIE, 177 ANTTN, HET 7 AV HERTE £,

43. ERERT

HENHE T 5 L [Screening Infol i IZHE EAFRENET,

Za7iE, Smvo-q. Smvon, Smvor® 3V T, THLEN Y — hA[FETT,
-1.0 BFER L ERREW GEXHMEIV/NI W) IZEFRERRE L 2D £,
TNENDA 3T ORABIFLLT O ) T,

Smvo-q :
SMmvo-D :

Smvo-T -

T = R—= A D/NS WGBTS
T R—= 2D R E 720 BRI D
J ) = FIIREIDIFNWT —H R_R— 2D EITN D
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= B || Console | Docki... | MDAn... |[] Scree.. 32 | QSPRL.| = B

Export table

Image D SMVO-D  SMVO-G  SMVOT A

: % Lig_es_T.mol2  -1.0 -1.0 -10

: % Lig_es l.mol2  -0.9972 -0.9817 -0.989
rofecoxib.M -0.7668 -0.8197 -0.6561
o e

%: ‘ Lig_es lmol2  -0.6311 -0.7548 -0.5238
HO

Lig_es_1.mol2 -0.7371 -0.6313 -0.5153

2qwk.mol2 -0.5445 -0.7083 -0.4448

’ﬁ)@- lig.mol2 -0.6519 -0.5707 -0.4374

oM, LT O b TR LET,
Formula, Weight, Charge, Donor, Acceptor, Chiral atoms

F7-. [Exporttable] R¥ %27 Vw7 35E&, csv 774/, html 7 7 A WITFER % R AT
TEET,
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5 FHEERE
TGS (Topology Graph Similarity) 5% 72L& W 5y 1 OFEUEERTE 2 550 L £ 97,

faE L7 b EITHEE LT 268 % . mol2 7 7 A L TAT) LIAb B D H b g R
L/i‘éﬁo

Topology Graph Similarity :
BFORAFER LTy DL LIEDTF 7T 7Ry DITHIFoRE L, T OITHIEAE 25
L LGOI ZRE T 5 FIETT,
53 ORISR @A FEMEO T M~ L X7 MV ORRENSEEPMEZFHE L ET,
RN IRTT, HFRME, BREL XN 52 L3 TEEEA,

51. VT HFD:ER

7Y ELT1IOOLEMZRIRLET, ZONFHREBO 7 = VI £,

[File] - [New Project] ©. MolDesk M > A h—VEFIZT 27 b v FITERR S iz
MolDesk Screening 7 4+ /v X DHIZH LT DT 7 A Vit drirdr £,

MolDesk Screening -> sample -> TGS -> query -> query.mol2

[New Project] {22\ Tid MolDesk Basic D~ == 7 /L &Z&M L T 72 &0,
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5.2. BRERMRDFOER - #H - BRRT

[Topology Graph Similarity] #27 U »v 27 L, LLFDO 7 4V FWNIZH DT TP mol2
TrANERIRLET, (B 2270 v 7925 L EPEERBENB L £,

MolDesk Screening -> sample -> TGS -> ligand

= 1 L « MolDesk_template » sample » TGS » ligand v & ligandDig=E

=E - FLATAILS—

u projects A EZm =l &5
Qi 3esy
i 4prq
. DsIo01
L dsiMol2_4
J metan0o1
) projoo7
. projoos
i projoos
! testooi
. testooz
. testoo3
. testoo4
. testoos

|| 0c_3.mol2 2009/07/01 17:12  MOL2 J7AIl
|| 0c_4.mol2 2009/07/01 17:12  MOL2 J7AIl
D 0Oc_8.mol2 2009/07/01 17:12  MOL2 J7ll
|| 0c_13.mol2 2009/07/01 17:12  MOL2 J7AIl
| ] 01_1.mol2 2009/07/01 17:12  MOL2 J7AIl
|| 01ca7.mol2 2009/07/01 17:12  MOL2 J7AIl
|| o1gez.mol2 2009/07/01 17:12  MOL2 J7AIl
|| 01ljt.mol2 2009/07/01 17:12  MOL2 J7A Il
|| 1a4g.mol2 2009/07/01 17:12  MOL2 J7AIl
|| 1a4g.mol2 2009/07/01 17:12  MOL2 J7AIl
D 1a28.mol2 2009/07/01 17:12 MOL2 J71l
|| 1a42.mol2 2009/07/01 17:12  MOL2 J7AIl
3 testons || 1abet.mol2 2009/07/01 17:12  MOL2 J7AIl

|| 1abe2.mol2 2009/07/01 17:12  MOL2 J7 Il

) testl24 ACE
& - D 1abfl.mol2 2009/07/01 17:12  MOL2 J74Jl
L test124_ACE_NME V¥ T e B B =

TPALE(N): |"suprmol2” "Dc_3.mol2” "0c_4.mol2” "0c_8.mol2" "0c_13.mol2” "01_L.me v| |*.mol2

| )
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|

RN T9 5 & [Console] Wi ITHE RPNF R SILET,
FENBIENL, L&A, 227 (0.0 235eae 8 ERA/ NS W ERBERE <20 £9)
WERSNET,

[~ *untitled : 5 Docking [ *untitled : 2 Topology Graph Simi... 32| = O | B Conscle i3 | ] Screening Info B llnd ~S~-=0
Standard Qutput N
calculate DB enrichment? ( vy or n ) ~

readmol3=

. .\1\inp0.mol2

numatom 36 36

=== predicted compounds ===
.\ligand\abclen.mol2
2 .\ligand\absalb.mol2
3 .\1ligand\0303_1.mol2
4 .\ligand\0303_2.mol2
5

&

0000000000
0000026141
0000161131
0000161131
0000189301
0000233246
0000235670
0000236342
0000239249
0000267501
0000268643
0000272029
0000281120
0000318040
000034788

0000356047
0000362421
0000368928
0000370373
0000374566
0000387219
0000421454
0000434973
0000444297
0000450286
0000450969
0000458711
0000484559
0000485247
0000486159
0000483636
0000496398
0000548639

)

.\ligand\lckp.mol2
.\ligand\01_1.mol2
-\ligand\s_Sohdpa.mol2
g .\ligand\3cpa.mol2
9 .\ligand\lphg.mol2
10 .\ligand\0lgcz.mol2
11 .\ligand\1mifl.mol2
12 .\ligand\1ldrl.mol2
13 .\ligand\lcle.mol2
14 .\ligand\abpropr.mol2
15 .\ligand\Oc_3.mol2
16 .\ligand\2ada.mol2
17 .\ligand\0c_4.mol2
_\ligand\2ifb.mol2
-\ligand\d gquinpi.mol2
-\ligand\0Oc_8.mol2
.“ligand\abmetop.mol2
.\ligand\abateno.mol2
.\ligand\keto.mol2
_\ligand\livb.mol2
.%\ligandi\abterb.mol2
.\ligand\abalpre.mol2
.\ligand\d_apomor.mol2
.\ligand\abpindo.mol2
.\ligand\1d3h.mol2
30 .\ligand\lokl.mol2
— 31 .\ligand\d skf383.mol2
32 .\ligand\Difluni=al.mol2
33 .\ligand\d_dobuta.mol2

MORR R R R R R R R
W 0@k 0w m

iV Console 2

34 .\ligand\ldala.mol2 000055588
Distance #1-2: 0.0 ”~ 35 .\ligand\llala.mol2 0000555880
Atom #1: CA 258 Residue: PHE 688 Chain(auth/label): A/? File: 1 36 .\ligand\s sumatr.molZ? 0000567821

Coordinates: ( 16.854, 15.448, 189.056 )
Atom #2: CA 258 Residue: PHE 688 Chain(auth/label): A/? File: 1
Coordinates: ( 16.854, 15.448, 189.056 )

37 .\ligand\1f3d.mol2
32 .\ligand\0lca7.mol2

0000573121
0000580679

Distance #1-#2: 0.0 39 .\ligand\3cla.mol2 0000595256
Atom #1: CA 258 Residue: PHE 688 Chain(auth/label): A/? File: 1 40 .\ligand\lfen.mol2 0000595422
Coordinates: ( 16.854, 15.448, 180.056 ) 41 .\ligand\DHICA.mol2 0000627675

00000000 DO0000 000000000000 00000000000000000

42 .\ligand\D_dopachrome.mol2 .0000635609 9
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6. BIDIEERR

WS SR (Substructure Search) Tid, f5E L7 b&MITE o E N AT 2659
. mol2 7 7 A NTAII LIALEYMIOFINEBE L ET,

Dt EALFEREETy VT HT y UITHINCERB L, UL~ ORI LD oG A

WLET, 7 FORESLEFRERITZE L £ A,

6.1. 7T DFD:ER

7Y ELT1IOOLEMZRRLET, ZONFPREBO7 = VI £,

[File] - [New Project] ©., MolDesk ® A > A h—/VEFIZT 27 kv FITERR S iz
MolDesk Screening 7 4 /v Z DFUZHLHLLT DT 7 A )V &G HIAFE T,

MolDesk Screening -> sample -> substructure_search -> query -> ligl.mol2

[New Project] (22> CiZ MolDesk Basic D~ == 7 /L& L T ZE0,
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6.2. FATBERRMRDFOER - 5 E - BRRT

E [Substructure Search] 27 Vv 27 L, U FDO 7 #/LEZNIZHDHTXTD mol2 7 7
ANEERLET, BI<) 227V v 7325 EHEUBERRELBG L 97,

MolDesk Screening -> sample -> substructure_search -> ligand

m Select mol2 files Ex
@ * 1 . « MolDesk_template » sample » substructure_search » ligand v & ligand#&E el
22~ HUWTALS- ==~ [ @
I\ projects -] Bl e HAZ
.3
. 4-:5\] || 001.mol2 2010/03/08 16:29 MOL2 Jr-Il 3KB
| 4pr
: D[:OO] | o02.mol2 2010/03/08 16:20 MOL2 Fp{Il 3KB
- Mol 4 || 003.mol2 2010/03/08 16:29 MOL2 Tl 3IKB
. asiMol
. " 051 | 004.mol2 2010/03/08 16:29 MOL2 Jr-Il 3KB
| metan
: 007 | o05.mol2 2010/03/08 16:29 MOL2 JrIl 3KB
J pro
P ]008 || 006.mol2 2010/03/08 16:29 MOL2 Jr-Il 3KB
J pro
ne ]'oog | ] 007.molz 2010/03/08 16:29 MOL2 Tl 3IKB
J pro
: fesiom _ 008.mol2 2010/03/08 16:29 MOL2 F741L 3KB
- toct002 | o09.mol2 2010/03/08 16:20 MOL2 JpIl 4KB
- | ] 010.molz 2010/03/08 16:31  MOL2 Tl 3KB
|, test003
. testo04
| testoOs
|\ test006
. test124 ACE
. testi24 ACE_NME ¥
FrAILE(N): | "010.mel2" "001.mol2" "002.mel2" "003.mol2" "004.mol2" "005.mol2" "00 v | | *.mol2 v
B0) Frurl

HENKE T4 5 L [Console] MWiIZHE ENFERINET,
ENOWNEE T, 77 A V4A, JRE. BB LT oiEE 0. Ao il aisE o
NERINFET,

INFORMATION>
WILDCARD ATOMS
SUBSTRUCTURE LTOMS
1 ..\1\inp0.mo12 11
NO FILE_NAME ATCM SUE_NO PATTERN
$ 1 .\ligand_SSS\001.mol2 21 1 1
# 2 .\ligand 555\002.mol2 19 1 1
# 3 .\ligand 555\003.mol2 20 1 1
H 2 .\ligand SSS\004.mol2 20 1 1
3 5 .\ligand 555\005.mol2 18 1 1
# & .\ligand_SSS\006.mol2 24 1 1
# 7 .\ligand 555\007.mol2 18 1 1
# 8 .\ligand S55\008.mol2 24 1 1
H 9 .\ligand 555\009.mol2 26 1 1
H 10 .\ligand_$35\010.mol2 21 1 1
A
< >
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7. MPI/GPU IZ& % MD it EDE R FIFTE

myPresto OLLF 4 SO FB)#3H 7 1 7 5 5 L GROMACS 4 %4735 2 LN T& &

B

% Mac IE, myPresto (2 L5578 )75 H O MPI X° CUDA (2 X 2 5IE R 2 R —

FLERA,

MD 7u7J h | MERZREWEREE | MD B OME

cosgene < BEIZR L T _TO MD FENAHE
- MPI e ey

cosgene_MPI _ < T MD FHENATHE
* 64bit fRE
- MPI - JEHIREE RS (%) DAL ORHRIIA AT

bsygene CB4bit IRE | - A E KD 10O A R854 AKGIEAH
- MPI e

G CUDA - JEEIREER M (%) DAL OERHRIIA AT

peygene | COKTBEOE RO 10O A 27 54 AR
- 64bit [RiE
Windows 64bit
Linux / MAC

GROMACS WT—Y A 2| - AR (%) DSAOFEIZIA
A R—)b - FAT
ERBEIIRAT

$<Cube TKIRHEZ K

® cosgene_MPI 35 L O psygene Cl&, MPI 2R ETHLENH Y £,
® psygene-G TlZ, MPI & CUDA &R ETHMLENDHY £,
® I MPI 3%/ — FIZHMIETT, 1 /—RFEO~vALF a7 TEHELET,

® npsygeneG T, 1/ — Kbz 4 >FETOVLT GPU KIS LET,
® psygene-G ([ZIXINVIDIA D7 T 7 4 v 7 AR — RPMLETT,
>  GF100 R LIK: (GTX460 LL . Compute Capability 2.0 LA E) 2348 T,
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> ETARAEUNENEERMEEENGRE TE ET,
psygene-G TliX, SHAKE % ffii72 W G5E12, FAHIRERIZH 5K FDOERRN T
DEDITHIRICA D E30, HEORFE TIIH Y £HA,

ZORAEE. KoFEY ) —FREETHY Uy 7 TERIRL T, [Hide Atom] A==
—TERTRZRLTIEZSY, UTOX I, TOMDHFRENNTFERLET,
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7.1. MPI BFIRIE DR ES &

7.1.1. Windows 64bit

<A77 OMSMPLZA A =L LET,

https://www.microsoft.com/en-us/download/details.aspx?1d=100593

5. [Downloadl# 7 V v~ 7 LT msmpisetup.exe % 7> n—KLEd, ¥y o—R
L 72 msmpisetup.exe X 7N U v 7T HEALA LA RM—NET LET, BREEZHOF
iE S RIRFZATOIVET,

7.1.2. Linux 64bit

Open MPI (https!//www.open-mpi.org/) F7-1% MPICH (https://www.mpich.org/) %
AAPM=)VLET, FHFENENDO~=a2T VESHR LTI I,

Open MPI O A A b —)La< > RIZLLFO@Y T9,

Debian % 64bit Linux O%;5
$ sudo apt-get install openmpi-bin libopenmpi-dev

Redhat % 64bit Linux D&

$ yum install openmpi openmpi-devel
Ubuntsu OFE1E, BERE D RIFFICE T LE T2, CentOS DA 1E. ~/.bash_profile

7 7 A N7 BT, export PATH=$PATH:/usr/lib64/openmpi/bin/ & /NAFKENMLET
7,
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7.2. CUDA SIMFIREBEDEREAE

NVIDIA 275 7 4 v 7 ZR— RN PCITEEM SN TWD Z ERANETT,
777 4 v 7 AR— RIZOWTIEL, GF100 ALK (GTX460 LL L, Compute Capability
200 L) BRMETT, BT A AT NEWITERBBEMENGETE £,

7.2.1. Windows 64bit
NVIDIA 27 Z 7 4 v 7 KT A NORBIRDIA A F—/L I TWIUTEEL 797,

777407 RIANZFUTFRBF 7 m—RLTLIEEN,

https:// www.nvidia.co.jp/Download/index.aspx?lang=jp

7.2.2. Linux 64bit

NVIDIA D757 4 2 7 BT A NORFRNA > A b=/ S TOIUTEIEL £,
7T77 407 RIANZFUTFRLF 7 m— RLTLIEEN,

https://www.nvidia.co.jp/Download/index.aspx?lang=jp
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7.3. Preference MExXE

[Help] - [Preference] CT#-ff Preference i % 5% &

1L, MolDesk Screening T @ A% € 2 & %72 [Molecular Dynamics | 3 & OV
[Screening | OIHBIZOWTOAGFA L E T, ZOMOIEF 25V Tik MolDesk Basic @
~voaT VEZRLTIEIN,

7.3.1. Molecular Dynamics

MD FHR OB

EZATWET, FEFIROBHAZ U TIORLET,

fr Sl
U X AE

® 1o MPI (cosgene)

M Preferences

1. Molecular dynamics

1. Molecular dy | Molecular Dynamics Program :
2. Screening © no MPI (cosgene) | MPI (cosgene_MPI) O MPI (psygene) © MPI + GPU (psygene-G) © GROMACS
3. Docking Processes of MPI 10
- H bond GPU O ID 0
5. 3D view
6. Molecule GPU 11D
7. Internet GPU 2 ID
8. Other GPU 3 ID
ANSI Support
GROMACS directory C:¥Program Files¥MolDeskScreening¥gromacs¥winé4¥gromacs-2021.7 Browse...
Steps to be automatically devided 1000000
Use chiral server:
OYes ©No
Chiral Server User ID
Chiral Server API Key
Restore Defaults Apply
Apply and Close Cancel
— 5}1.‘,—'—,
[no MPI (cosgene)] #3#IR L7z & &1, WHIGBHEIXI TV EH A, MPI 72 EOBREEREH R

2T,

[Processes of MPI] =°
[GPU 0 ID] [GPU 1 ID] [GPU 2 ID] [GPU 3 1D]
DOREITIE I N ET,
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® MPI (cosgene_MPI) F7-i% MPI (psygene)

M Preferences [m]

‘ 1. Molecular dynamics v i

1. Molecular dy | Molecular Dynamics Program :
2. Screening O no MPI (cosgene) | © MPI (cosgene_MPI) © MPI (psygene) IDMPI + GPU (psygene-G) © GROMACS

3. Docking Processes of MPI 10
- H bond GPU O ID 0
5. 3D view
6. Molecule GPU 11D
7. Internet GPU 2 ID
8. Other GPU 3 ID
ANSI Support
GROMACS directory C:¥Program Files¥MolDeskScreening¥gromacs¥winé4¥gromacs-2021.7 Browse...

Steps to be automatically devided 1000000

Use chiral server:
OYes ©No
Chiral Server User ID

Chiral Server API Key

Restore Defaults Apply

Apply and Close Cancel

[MPI (cosgene_ MPD] F7-1% [MPI (psygene)] %i&IR L7~ & &%, MPILIZ K55G E %
FITLET,

[Processes of MPI] ©MPI WA¥a2%EL£d, T 74/ MElIX, A1 A F—L LTz A
TADERRYE o o2 T, BFITIOEEEETHAMLERD D FHA,

[GPU 0 ID] [GPU 1 ID] [GPU 2 ID] [GPU 3 ID]
DEREFEHR SN ET,

% Mac Ti&. MPI, CUDA (2 X% MD §HRDWSGFHEZ Y R—F L TRNDOT, ZOF
EEHEITFRR LEE A,
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® MPI + GPU (sievgene-G)

M Preferences

1. Molecular dy

1. Molecular dynamics

Molecular Dynamics Program :

2. Screening O no MPI (cosgene) © MPI (cosgene_MPI) © MPI (psygene)l O MPI + GPU (psygene-G) IO GROMACS
3. Docking Processes of MPI 10
- H bond GPUOID 0
5. 3D view
6. Molecule GPU 11D
7. Internet GPU 2 ID
8. Other GPU 3 ID
ANSI Support
GROMACS directory C:¥Program Files¥MolDeskScreening¥gromacs¥winé4¥gromacs-2021.7 Browse...
Steps to be automatically devided 1000000
Use chiral server:
OYes ©No
Chiral Server User ID
Chiral Server API Key
Restore Defaults Apply
Apply and Close Cancel

[MPI + GPU (sievgene-G)] Zi®&{R L7z & &3 MPI+GPU |2 XD WHIFHE A FEIT L E7,

[Processes of MPI] © MPI M5k a#%E LEd, 774/ MiIZ, 4> A h— Ly 2
T ADRRYET vt v+ 2 T,

[GPU 0 ID] [GPU 1 ID] [GPU 2 ID] [GPU 3 1D]
TEHT 5 GPU @ Device ID #i%E LE9, 72 GPU @ Device ID (3 4 flil & T E
HHET., k4 5D~ /LF GPU HENFRETT,

Device ID 78 0 & DeviceID 73 2 @ 2 il GPU R — R & H4 544 (MPI WFI%K

1% 48)
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® GROMACS

‘ 1. Molecular dynamics v i

1. Molecular dy | Molecular Dynamics Program :
2. Screening ©no MPI (cosgene) © MPI (cosgene_MPI) © MPI (psygene) © MPI + GPU (psygene—G)
3. Docking Processes of MPI 10
4. H bond
5. 3D view GPU O ID 0
6. Molecule GPU 11D
7. Internet GPU 2 ID
8. Other GPU 3 ID
ANSI Support
GROMACS directory C:¥Program Files¥MolDeskScreening¥gromacs¥winé4¥gromacs-2021.7 Browse...

Steps to be automatically devided 1000000

Use chiral server:
OYes ©No
Chiral Server User ID

Chiral Server API Key

Restore Defaults Apply

Apply and Close Cancel

[GROMACS] ##®RL7-¢ =iZ. GROMACS 2 X5 MD #HE2EITLE7,
i FHEOZEMIX,. MolDesk Basic ¥~ == 7 /L EZHZB LT &,

® Use chiral Server=Yes

‘ 1. Molecular dynamics A
1. Molecular dy | Molecular Dynamics Program :
2. Screening Ono MPI (cosgene) © MPI (cosgene_MPI) © MPI (psygene) ©OMPI + GPU (psygene-G) © GROMACS
3. Docking Processes of MPI 10
4. H bond
5. 3D view GPUOID 0
6. Molecule GPU 11D
7. Internet GPU 21D
8. Other GPU3ID
ANSI Support
GROMACS directory C:¥Program Files¥MolDeskScreening¥gromacs¥win64¥gromacs-2021.7 Browse...

Steps to be automatically devided 1000000

Use chiral server :
OYes ©No

Chiral Server User ID
Chiral Server API Key

Restore Defaults Apply

Apply and Close Cancel

[Use chiral server=Yes] % %K L 7= & &%, Chiral #2384 2527 7 7 K+ — D
GROMACS 12 L 2= F—fwMEEE & MD #5237 L9, Bk, =—3 & Chiral
& OB LB TT,
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7.3.2. Screening

A7 ) —=v JEREICHV S LigandBox F 72132 —V1EROT — F RXR— AR EEITWET,

[Help] - [Preference] % BV T, 2. Screening] %#i#IR L. [Browsel 227 U v 7 L
£7

M Preferences

type filter text 2. Screening =l =T R
1. Molecular dynamics 1
- Thread number |B

2. Screening

4. H bond Database directory for screening | | Browse... |

5. 3D view

& Malecule Max number of screening result images |1ODO |

7. Internet ChEMBL sdfs directory for regression | | | Browse... |
| Restore Defaults | | Apply |
[ ok ] conce |

[1.2 LigandBox D ¥fi | Cfifsi L7= LigandBox (T ®#]TlX, namiki_medil70313)

(D)

ligand

ligandImage

mts_data

protein
THNE (T4 7 M) ObD
TS kDT T (T4 L7 RY)
ik [OK] LZE7.

TalA-0EE

LigandBox_2014
LigandBox_2015
MolDesk_supply
namiki_medi170313
> ligand
ligandimage
mits_data

» protein o

€ v v oW

T LA—(F): | namiki_medi170313 |

slozahs-ormm || ok | e |
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M Preferences

type filter text 2. Screening Qv w
1. Molecular dynamics |
2. Screening Thread number B |
4. H bond Database directory for screening | F:¥namiki_medi170313 ﬂ | Browse, |
5. 3D view
& Malecule Max number of screening result i |1ODO |
7. Internet ChEMBL sdfs directory for regr | | | Browse... |
| Restore Defaults | | Apply |
/ ok || cancel |

V4

9% &, LigandBox 78 ERIO X ICEERESINETOT, [OKIZ2Z VU v 7 LET,
UET, 27 V== JRERETTEDL LRV ET,

LigandBox T/ <, 1.3 =—W¥IEEDO A7 V —=2 7 {64 DB O#EfiF] TIER L 7=
F A R—2 AT 5581, RELI-7 ey =7 F@ database 7 /L ¥ % FX D X
INTERL, [OKIZZ Y v LET,

JAlS-DEE

v MKDBO11
original
v work
1
> 2
s database
> ligand
ligandlmage
> mol2_files
mits_data

> protein

FAIA—(F): | database

FHLLIANS-0mEN) | |

ok || #even |

database 7 A+ VA D RESNT-OZHERL, [OKlZ 27 Vv 7 LET,
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2D bR 0%, [Help] - [Preference] THijfio>[Max number of screening result
images] TAHE TX £7,

M Preferences

type filter text 2. Screening =T = A S

1. Molecular dynamics

- Thread number B |
2. Screening
4. H bond Database directory for screening F:¥namiki_medi170313 | | Browse... |
5. 3D view
& Malecule [ Max number of screening result images |1000 |
7. Internet ChEMBL sdfs directory for regression | Browse...

Restore Defaults Apply
OK Cancel

[Screening Info] WIZFRT DAY U —= 7R 2D (LA ERI O 2 AR TE £ 7,

BIZIEZ OEA 1000 12 L7=3E. A7 U —= ZHEEMR 1000 LL EdH-7-L LTH, 1001
& B LR OfE RO 2D b E IR R SN EE A,

o Bz AENEFTIUST 740 b (1000) OFF CRIEH Y 5 A,

ZOfE%E 1000 LV /NS LT D5 EREMOEHY Y —AZHRTE £,

KELTAHL Fuadcy 2BV L X 2D {LFREER O LR IR 2303705 X 5 127
Di‘a—o

EEZEELLEE, 7=/ Me—EACTHOREELTIZIN, A7) —=7
fi kU A R 2D OB ELE SN TR RLET,
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[Help] - [Preference] — [2.Screening] i %% L C, ChEMBL sdfs D&% E %17\ F
R

LB OB FERHEDEYFATIZ L % THl ([Make Regression model]l & [Predict with
Regression modell) # {73 5720 DK ETT,

M Preferences

type filter text 2. Screening Qv w
1. Molecular dynamics
2 Screening Thread number |B |
4. H bond Database directory for screening | | | Browse... |
5. 3D view
& Malecule Max number of screening result images |1ODO ,—F
7. Internet ChEMBL sdfs directory for regression | | | Browse... |
| Restore Defaults | | Apply |
/ | aK | | Cancel |
-

[Browselz# 7 U v 7 L¥ 7,
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1.3 ChEMBL sdfs ®#E{i5] TH#Em L7z ChEMBL sdfs
(FOBITIL, chembl_24_sdfs_moldesk) @

c000

c001

c002

TANE (T4VvZ7 b)) OHLZTEOTH VT (T 4127 FU) ZERLT [OK] L

JANA-DEE

4 chembl_24_sdfs moldesk ~
[y
[<00]]
o002
c003
<004
005

TS —(F): |chembl_24_5dfs_mulde5k |

sLngas-ormN [[ ok ]| #wven |

M Preferences

type filter text 2. Screening =l =T R
1. Molecular dynamics
2. Screening Thread number |B |
4. H bond Database directory for screening |F:¥namiki_medi1?{)313 | | Browse... |
5. 3D view
& Malecule Max number of screening result images |1ODO |
7. Internet

ChEMBL sdfs directory for regression | F:¥chembl_24_sdfs_moldesk | Browse... |

/ | Restore Defaults | | Apply |

/ | oK | cancel |

95 &, LigandBox 2 EXO Xy I ESNETOT, [OKIZZ Vv 7 LET,
PLET, AbA MO SFEERE DR 5T & % FHl ((Make Regression model] & [Predict
with Regression model]) ZEITTE 5 X H 12720 97,
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7.3.3. Molecule

MolSite |2 X 2R v MERTHEHT LMY T RET 74V ELER LW E X
HELET,

TI7 NV THEISNTOWAEMY Y RO TTICRESN TWETN, B4Y T Fa
THELIIWE X2 —YNEFTLHZLENTEET, TETHEEMY T FRFBE LR
FTWART Y NEBEETHL TR £,

ZIZTE BT mol2 VA NLERELTLEEN,

[Help] - [Preference] i % BV T, [6.Molecule] %%k L. [MolSite UAP file path:]
® [Browsel #7 U v 7 LET,

M Preferences

6. Molecule

1. Moleculardy | Force Field --- [ Protein/RNA/DNA/Metals (TplgeneX) ] :

2. Screening © AMBER ff99SB © 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 : 1f39_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) ] :

ANSI Support | oTip3p 0 OPC3
Force Field --- [ Small molecules (Tplgenel) ] :
© GAFFver2.1 OGAFFver1.8 ©GAFFver1.7 ©AMBER parm99

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:¥workspace¥moldesk¥moldesk¥MolDesk¥mypresto¥template¥uap.mol2 Browse...

Restore Defaults Apply

Apply and Close Cancel
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7.4. psygene/ psygene-G IZ& % MD &

[Help] - [Preference] - [Molecular Dynamics |
2B W T, [MPI (psygene)l F72i% [MPI + GPU (psygene-G)] Z#iR L 7= & &%,
psygene F721% psygene-G |2 X D5 FENIFEONWFIFFHAZFEITLET,

FHE B, cosgene / cosgene MPI DI5H & BARRIZFE U0, FHEFIEOFEIL
MolDesk Basic ¥ == 7 /L& Z& &L IF &80,

7272 L. psygene 52 & cosgene 20D MD 70 7T ATIHLL FOMKREOENRH Y £
E

® psygene/psygene-G X, KFEDOFKN, Cap (ERIR) IFFHE TXEH A, Cube (H
JR) 7215 T, cosgene/cosgene MPI X EH 5 bt TcE £,

o EHZTEHOWEOHEIX, EHH L AMHETT,
(Cube water ZE L72< & 1 psygene R CatA T D L o122 L7, )

® Generalized Born EDFHE A, cosgene / cosgene MPI TiXT& £33, psygene /
psygene-G TIETE £H A,
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