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The Cambridge Structural Database (CSD)

HRARAKOEEILEY - ERERILAVOBRBET —24~X—2X

> BEECCDC (The Cambridge Crystallographic Data Centre) N & - EE

vV BEMRICEIEBEREXIL—Pa EREERELGT—ER—X

Number of structures in the CSD _

1,200,000 4

000,000 |

800,000 -

600,000 -+

400,000 -

200,000 4

Unique Curated Structures in CSD

1,397,154

1 Organic

| Drugs
Agrochemicals
Pigments
Explosives

Protein ligands

Metal-Organic
Metal Organic Frameworks
Models for new catalysts
Porous frameworks for gas storage

Fundamental chemical bonding

JNICI
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CSD-DiscoveryD &Rk
EmBET—2%2EEBEL L Y774 775V & Knowledge-based /) — I

Knowledge-based V—JU | 2 >/\) B ZEEY—IL
@ csb-CrossMiner: CsD, PDBAD 7 7 —7 3 7 + 7 IRHE

© cow: VRV E-VHVEFYXLY

© superstar: AU REDGWEERATYT et
SFCAA ) =LA FHBEEEROYITSA4TSY
Y . Mogul: HFSFH A RY—54T5Y)

. cobcore @ lsostar: SAFMBEERSA TSV
ERBET— 3 LBE - BHOEXRY—IL
CSD: #EREET—2R—X

ConQuest: 3D® D CSDIREY 7 b

Mercury: fEREECHEERORENT
WebCSD: Web E TCSDTF—4 R &
CSD-Python API: 7—% 27 O0—DER

Applications

CSD-Discovery

Knowledge .
(Sub-Library) 4

Data

JNICI

ft 2 1% 48 & https://www.jaici.or.jp/db/crystal/ccdc/csd-discovery/

00960
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BIEMRICH T4 L ERE
CSDIIfEmiEE t: E’)“ { Knowledge-based 7 7°0 — F % {&{i

>0 70 —F (REBEHAFE. srEF. AlBIER E) L HEMARER
Target Hit : Lead Drug
BEMSFIoxtd IR EREEYORE BiEMom.E it - WRORR M AE
o Hotspot® A {71k @ Virtual Screening 0 SABREDRIEIL . Scaffold Hopping
O Off-target® F I . FHRBERRHEORSG @ Docking Study . SARfRHT

© @ © HELFOZRUMKRIOCERETILTOHE
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ConQuest

BRBET —2®REVY 7727

> 1IDIRFR: TF¥ X MRER (L&Y%, B, XokEiER, EBRFE, F—7—FF)
> 2DIRR: SR ERTR
> 3DIREE: P FTA ALY —1RE

3DIRFR SFHEEEER and / or 183

BRORS). Conbioe Geres B B, Vit S,
@ Drow (1) - Query 2 _ O x | @ Draw (1) - New s
File Edit Atoms Bonds 3D Options Help File Edit Atoms Bonds 3D Options Help Find entries that:
mustheve fccoian A1
Glick on atoms/bonds to select [CEfEa e BRITORANGICBIGHCN] ~ 2D Parameters: e ? =
Click and drae to select eroups of atoms | Contact dialog box displayed....

. N ? ? |
vl e

DRAW

o C 1 [e} 4(;
ot
| eom H/ DRAW 5, / \ZC/ \ N
4
ERASE Gptions EDIT ' .
ADD 3D Delete Py AN D EI " E‘
- ot 8l e s
ADD 3D 3
AD [ — - TR
@ 2D Limits and Options s
PARAMETER: TOR1 | (Torsion) BH

‘ Limitz are applied after application of any selected function |

7

i
9 13
APPLY FUNCTION: N — 7 N C
@ @ - c ¢ 10 C/ \‘M /
RingMaker [1]

C
e LIMIT:  From |0 to |60 )

C|H|O|N|SlPlFlC\lAﬂylMDre...l Groups...l |: o Range 2

NOT

must have atleastone o {0R)

o
=1
o

Templates..

" Value +/- tolerance

180 o R
See Query Optionz.. in the 30 menu far Enantiomer Inversion
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Mercury

faRRtmE 9 FRITHEEE

DTV 7 b7

HB Network Packing and Void

Measuring

Statistical Analysis

0"' Accessible surface area: 42.76 A2
Accessible geo. volume: 716.41 A3

Distance

@ Draw (1) - Query 4
Fle fdt Atoms Bonds 3D Options Help

T

DRAW

EDM

ERASE

ADD 30

ONTACT

Spreadsheet

Histogram
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nAChRs{EEhZE (University of Florence)
CSD% 3 XTEEDIEIRY — R & L THWF-Scaffold Hopping

@ 04B2 H LUV a3p2icN L THMMETRTHRBIBRILEYDORUFICKAII L 7=

(@ - <%>—<\ )
4 PHT & pd.2a

a4B2 Ki= 0.2 nM a4B2 Ki= 1.31 nM
a432 selective agonist (a3B2 Ki = 10.53 nM)

Target . Lead

L¥ERise D. Manetti et al., J. Med. Chem. 2019, 62, 1887. °




FRABIRRROER
PHTh biERMENREF L KEZEZAROEEH 2 L T3IDIEEZTTH

QI EEMERFF L KEEAZTEMEIINAChRSIEFIZFHDEEL 77—~ 7 %7

o) CH,4
3966:-,.; ,u”” = ‘
~ N

" implificati Z R = -

simplification 1 N

% / ..... OH — | & |

ng 9 L - Y )

2 N

refcode: VIXLAX

PHT 39664 ”ll\l ] —N
AChRs ligand " 0TIA MO M . .
n s ligan 7 N \ TN \ /
Cf\ cc1£:-"aa‘ : |$ \N | simplification \ / i,
6?1' N RO R, cpd.2a
o A4B2Ki= 1.31 nM
refcode: LOYMOB A3B2 Ki = 10.53 nM

JNICI

LEmRine D. Manetti et al., J. Med. Chem. 2019, 62, 1887. 10



EZH2BREA (Pfizer)
CSDDHF Y4 X b Y — 1% ERA L -5 T3

O FRENHA, SBETEREZBETL., FEEEDOTA T« T2F-

H,C CH,

7 IRit '

e 2 &
D EMEE L )

' (#950£5) T

cpd.1 (R=H)_IC;, > 150 uM
cpd.2 (R=Cl)_IC;, = 7.2 uyM cpd.3_ICs, = 0.15 uM

Target Hit Lead
Selection Identification Optimisation

1L % 1% 48 1% 2 P. P. Kung et al., J. Med. Chem. 2016, 59, 8306.
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Step-1. FAEEFEE LR LNE

DHRmEtRL. RELH,

Mt

Z

E

ZERL A E A LhEOS7Iciams

Hond

H,C CH,

HMN

o-fiDEME LT L EZH2IEE F T

H

O-BN Y I FEEBARDHL LNADSH

Y
o

|
I
L%

>150
Me 5.7
F >150
OMe >140
OH 44
Cl 7.2

©
(3

Fraction Observed

o
(=]

45~ 55°H3 Rl 75
R LNALHTE

120 150 180

CCC=0 Torsion Angle

JNICI
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P. P. Kung et al., J. Med. Chem. 2016, 59, 8306.
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Step-2. BBELAEICAY 7+ AXA—2 a3V EETE
BLEAEZRTIREEZIHE L. fI50F0&FER LICKINL 7-

6EBLTIEBDR LhADLE BilcdYBBELEaOY I+ A—2a v aiE

H
- N H3C

N (0] o
N H,C p CH, — CH,
R ] R | HN /

| HN
57 0
] 0 HN 0

o

2

- l

N
0]
( 51.6°
Cl
10 20 30 40 50 10 20 30 40 50 60

T
C
torsion ) torsion <=

JNICI

L¥HEise P. P. Kung et al., J. Med. Chem. 2016, 59, 8306.
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Cy—0

H;

ICsp = 7.2 uM IC5, = 0.15 pM




FXlafEZE# (BMS)

CSDDGFIF X ) —IEk%z

<
df
it

WAL ERD

FXlaé DEESEICE L Ts-trans BLEE

]

O\CH3
I cpd.1

FXla Ki = 560 nM

Protein-free THRELERE = HoaRNEOomL

CSD: 72 JILF=ZF
s-cis B2FE (109 / 111 1L &)

0
fegiee
N/ KX M ‘0\
¢ | | — ; Q o
“ ﬁ$ « |

NH
0
N H
] = N,
o}
- AN / %
\
CHj

cpd.13 s-trans s-cis
“ FXla crystallographic expected
conformation conformation

FXla Ki = 5.3 nM

JNICI

LEHEH G

Target Hit
Selection Identification

Lead
Optimisation

C. G. Clark et al., Bioorg. Med. Chem. Lett., 2019, 29, 126604.
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Mogul
RESAAIY—F4T5Y

> BB BERBICEYRPFCAA NI —DER T L%ERT
> PDBIC##& % &8} 9 5 DLigand validationIZH AL b h TLVS

v BEER : 36001 (EXFSFL300R6%) v #E&A 52006 (ERXMJF L4 4007G1H)
v RLhA 18008 (EXFIFZL100AHE) v Urs © 280AH (XTI FL 528%H%)

= i
L J = Torsion angle = G1 06 GTO11
s : ot 1 - - :
TE e e ——
]
r ™ u
S o b W s s e P
s
m
-
nﬂ “® " "s ]
Tosen s /- . n N
e —— % —AxEAE
=rm Cich o et bk e 0 it 8 e
-

i 5_:&__&‘ ‘ﬁ:::m‘ o 7 AhiE

Fistogron cick Tk s

L I e |

Torsion

JNICI

LEmRine S. Gore et al., Structure, 2017, 25, 1916. '°



Mogul Geometry Check

CSDINERT — 2 Z&IZ, FFADEELIY T XA MY —%RHT HHEE
> HABFOYH Y K ORRERE (s HEEIRT ~ & ) 281

= Sub-Library2 2B L TW37-%, BEPHICHREIFEONS

@ POVGEM (P21/0) - Mercury
File Edit Selection Display Calculate CSD-Community | CSD-Core CSD-Materials CSD-Discovery

v -
| Clar 1 @  Launch WebCSD abel tO rS I O n

Style: | Wireframe ~ Golour: by Element ~ ConQuest Hit Highlighting...

L ® Launch Contes 02C11C4C3  Not unusual (enough hits) 1459 164.421

0| Animate. Detault view: b viab e &

;::;:::;;k C3C4C11C12  Notunusual (enough hits) 1445 -13.582
© Luunch g 02C11C12C13 Not unusual (enough hits) 115 -56.884
ot C13C12C11C4 Not unusual (enough hits) 115 121.255 iR - EFOE
® e s 02C11C12C20 Not unusual (enough hits) 109 118.684
swm: C20C12C11C4 Notunusual (enough hits) 109 -63.178 l
02C11C4C10  Unusual (enough hits 730 -13.180
C10C4C11 C12 Unusual (enough hits) 725 168.817 ]

v
bond .
o1 Nof unusual (enough hits) 10000 1.356 1.359

o 02Cn t unusual (enough hits) 7563 1.229 1.224

HBNAEE IR IERCAELTTERIBETRRENG |,

JNICI

LEHEH G
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JNICI

MEDE LIRREREDR L

WL R TF—Y DRERERICH BB

BACE1PEZEZ (Roche)

SMNZ2 splicing modulator (Novartis)

FHEIRE

CDK12[AE # (Takeda)

=B MEREE ~ D Scaffold Hopping

cpd.19

BACE1 IC;, = 145 nM
LYSA (pH 6,5) <1 ug/mL
LogD (ph 7.4) = 4.0

cpd.20

BACE1 IC;, =87 nM

LYSA (pH 6,5) = 109 pg/mL
LogD (ph 7.4) = 3.1

B. Kuhn et al., J. Med. Chem. 2016, 59, 4087.

FHARENMBOEBEEZSEIC
BIZLZTHOH TS-halotBEERZER

CHy
HBC\ Q‘
.\ e cpd. 15
b

o EC;, =0.032 uyM
on CL =71 mL/min/kg

cpd. 23 (X=Cl)

EC,, =0.034 uyM

CL = 5.8 mL/min/kg
F=102%

J. Axford et al., J. Med. Chem. 2021, 64, 4744.

AVITAA— a3 VEBHIZKY
EBRMEALELOERZHTE

R
RN !
T
S u\\\\‘“ = N—any
=/

CDK121C; = 0.16 uM 0.06 uM
CDK2IC,y= 2.9 pM >100 pM

? W
cpd23 | nlc, Ci’}fg'g;gz v, | cpd.27

H
2000 400 \ "

1500 \> 300 f'z
1000 200
100
0
5

120 130 0 60 120 180

l. Masahlro etal., J. Med. Chem. 2018, 61, 7710.

LEH®HS

Target Hit .
Identification Hit to Lead
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Applications

CSD-Discovery

Knowledge CSD-Core

(Sub-Library) 4
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CSD-CrossMiner ‘

CSD & Protein Data Bank (PDB) ® 77— 7 #78E&EY 7 b

> SBDDIZRMT CEDTELL2DDT—FIR—R%E, FAI—Y ) CRKICHRZERTEE
> in-house T—At v bt RIBKICHKRFRATHE

1.4 million ) >400,000*

organic and , “PDBA & HH L7
metal-organic in-house R FREESA T
data DF—%

PROTEIN DATA BANK

Target Hit ; Lead
19

JNICI

LEHERBR



CSD-CrossMiner
77—=3A7 %771 OEELEKDFIEE

> K YBELZREBEEDIERE (Scaffold Hopping)
> Off-target M Fifl (FEEREL - HEMER/ N — > DELLUE)

@ NFEFHAAL L., IDRTENTE=-9FLEICHENIC @ BEER:
“Z77—=A7FT7 714 —Frx="HEYYHTONS TanimotofZ#IcEHOWTIFREZY v
JIREZ=—CtIcBAITENTERT

7x: H-bond acceptor
#: H-bond donor

#&: Ring planar

Q@ 77—<A7FT7HRAYV MEERTE
Mesh sphere:

BEELIAEFZDLD%ERT
BROKZIZIHFARINBMEZRT

Solid sphere:
T2 72—=FFr—0AAEZRTIRES

® /1) DiRE : 3D 2 —T7—LEDiREL TTHE

JNICI

LEHEH G 20



GOLD (Genetic Optimisation for Ligand Docking)

RINGB-YVHV YRV T Y7807
> FyF O 07NTYXLORATY) VJBERIC, BRBEOMENFAINATINS

@ EEHTNLIYXLICEOWEFy XV
> VHY FOFRE : x4 LIIFECEDRERER
> Xy ERIEDOFERM (Flexible Sidechains option)
v 1 LA D537 R IRIEE O I (A EC RE
> VHY FORE R4 BHE - mEOER
VIKEEEDARECERETF L OHEEEH
® ZHLHERaATY VY IEH
VBN HEICCSDOFEH T -2 2 5HE

W X / PDB 18 >N HiEHF — X &I (ASP)
T S \ % ;

Target Hit : Lead
‘J n I O I Identification sliie Loz Optimisation

LEH®HS 21




EEELFYyX VIV 70T

DO Fy U IFEEDOUBRARICEVT, TEL TEWIEEZRIE

® 1612 caz- Y= g @ BAMEORAVEVAH Y FEAHT—%Ey b
- CDK2, p38, SykZ o w | wl . @ GOLD, FRED, HYBRID2 + ML (4F%)

- REEM10~401L &Y e R @ PLIF (Protein-Ligand Interaction Fingerprints)

D =l 050 DBHRM L PoseBusteric & 3 Z4HMEF v o

T jalectin - m =
1) GOLD (GOLDScore) " & s
2) GOLD (ChemPLP) i o . E=immeneporipiypr. gl
3) AutoDock Vina e 3 : . i -
4) FRED e g M
5) Glide = r E l --0.25 ;"
6) FlexX i . e,

@ SHEISEL LT - N . s
Kendall’s 1% {F8 oone 3| 8 ’ 10
(AR %) e P E | A

Y "1' '5 - 345 6 -1.00 N GOLD HYBRID2 FRED  Diffbock-L Chai-1  RosetaFoid-  Umo
J[\ I OI M. Breznik et al., Chem. Med. Chem., 2023, 18, €202200425.

e 5 1 8 i 2 D. Errington et al., J. Cheminform., 2025 17: 76.

22



GOLD (Genetic Optimisation for Ligand Docking)

4G FyX>I7oFYFIC

SR
AAT7Y A

IR C=FEiRE
DZ2arzvuyvs

® ChemPLP
v 77 #I) b

@® GOLDScore
v ﬂi |§E%/*|:| = HBT_L

@® ChemScore
vV BRIKIMERE B ERAL

@® ASP

SR

Constraint:% 7
BEsNnFN B & E(C
HHICNL TR

@® H-bond
@ Scaffold
@® Pharmacophore

ZER TS

K5 FDToggling

K49 F Donloff, [BlEx

Ty
Fyx> s

ERIDFIR % E R

P oWy

Multiple conformations of the target protein

‘ Structural
superimposition

2

D

l Optimisation

AN
HERAE
> -~ -

RIGHEEZRH L
BEIMICES Z R

JNICI

LEH®HS
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ROCK1/2BEZE#] (Federal University of Rio de Janeiro)
N=F WA Y= JICEBITE77—A7 TV 7DE

@500fEFEDADEEICHTE R Y —=% @ CSD Ligand Overlay* AL /-ROCKIAE#I18{t &N ELEDHE
Glu154 \..... - PDBH b fGmiBIE Z
V3 : -7 7—23A7x 72y 7O

"lo,g* &iﬁ\' - hinge region
- catalytic lysine
-' - Aromatic ring

fﬁ Ruxolitinib (JAK1/2FAZE ) @ ConstraintiCAHWS Z & T, SRELZRIV—=VJ7%ER
N IC50: 0.025 uM (ROCK1) - Hit 15{t &2 5
0.007 uM (ROCK2) - ROCK1/2fEE i : 6L A BRI (FRIhE4A0%)

Target ] Lead
JNICI

LEmRine L. S. Franco et al.,, ACS Omega, 2025,10, 28446. °*

ROCK1
¥ (PDB: 6E9W)




ChlaDUB1FEZE#H (University of Wiirzburg )
HEREES /IEHEEEF Yy X JICE3BER—XFH

OFH X NI/EHICHTIHEFRZBEL. EFNLMRSEZRELZY - FMMLEMeMSELE
OEHDEEFHRAIFBEET 5L ZHEA R —XDOREMED 5 H TR

Cys345 .
(REHSDEEH) cpd. P8d cpd. 27a
ChlaDUB1: IC5, = 27 uM ICs50 = 0.96 uM
M= (Hep-2) : EEhERIFL NIL no toxicity (up to 256 pg/mL)

Target Hit Lead
Selection Identification Optimisation

LEmRine T. Zimmermann et al., J. Med. Chem., 2025, 68, 5400. 2°



rEFREFy®> 7

HEEAERICE Y, ZREFERANDEBRF TR I N

cpd.P8d D Fy X FHR-—-X N“*\m”\ /jg\r”
N%(R ne N R
P8d, 10-23

s 27a-b

e Met 262 A ——
Cpd. R ICsp [uM] (pICs, £ SEM)
Gly 342 - (60 min)
P8d xU@)”/\@ 27 (4.57 + 0.04)
[s]
= . 10 .\HMOA”“@ 122 (3.91 £ 0.04)
® 15 aﬂﬂﬁﬂ 22 (4.66 + 0.08)
| Ser 343 . 3
e . 98 + 0.
. r 23 ST 0 10 (4.98 + 0.06)
cys 345 m-1r *ﬁﬁfﬁﬁ e :’;"\. "_ EEEEEEEEEENg
0 27a ; “M. g—{} = 097 (6.01£0.1)1

#Eﬁﬁ’éﬂgm i ...."-‘;0 - LessssmmEmnEnm
Ser 168 |\ 27b e as 23 (4.63 £ 0.05)

JNICI
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IEFEREEFYyF T

3Ew&ﬁ%§é%§ﬁﬁﬁ%q§_'F Gmaimyéﬁﬂ)cbw

tEDF TR I ND

cpd.27a D Fyx 5K -—-X

EHEHE
Fyx>g

Gly 342

@ HEHESHER
® HE{ERE
- Trp247
- Ser274
- Met262

@ FEmEDHFEARE—F
©® HEERFRSF

- Trp247

- Ser274

- Met262
@® Ub-Leu73¢ HEL S

Fractional Activity

1.0

o
13
1

Fractional Activity

1.0

o
2]

0.0

Fractional Activity

—=— 10 min
—=— 20 min
—— 40 min
—— 60 min
—— 120 min
—— 240 min
—— 360 min

ﬁwg?
L S
27a

® cpd. 27al3BREHE
-HERSEEE
- JEEHEE SR
R BAE
@ fHiREE DR

LEHEH G
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Knowledge & Application
ERBEL I SHE I N-KnowledgelcESL<7AJ T L

. Mogul: B F A A RY)—54TS5Y)
- Mogul Geometry Check
- CSD-Conformer Generator

Applications

CSD-Discovery

Knowledge L CSD-Core

(Sub-Library)

O IsoStar: > FHEIEEERSA TS

Data - SuperStar
D))

LEHEH G 28



IsoStar

SFHEMEEERZM477Y

> CSDEPDBMLHIEE L-9FRItEEERZERTR
v BEEEOHOBENEEERLOTVARAETRIE

Central group & Contact group % &EiR

[_Home |[ Ligand Terminal | [ Ligand Acyclic Links | [ Ligand Ring Systems | | Ligand Solvates | [ Protein Plots | [ Custom Plot|

Ligand Ring systems N,C,H only
pcrding

= acridine, uncharged
o~

C.H only
W Links to statistical data & Links to theoretical enengy data
» pyridinium-1-y Contact Group CS0 POB|  Stars Theory
any alkyl C-H T 2
r : BEEPEE Yy 7 THEERZRT
mithy 1997 L &l ISZ / 7 AR
any aromatic C-H 1551 2
MH substituted aromatic carbon 24 L &
T = h 143 581 b
| | — pheny S

JNICI

KEERB2 https://isostar.ccdc.cam.ac.uk/html/isostar.html 29



IsoStar?d g

HEH
SARIZX T B EEX,

HEBROR LT
pan-KRAS PEZEE (Boehringer Ingelheim RCV)
EHFROEEE

CHLwWbNS
QM-level MIFEt&E (Showa University)
R
N

CHAir, CHINMHE{EH= v 7
X OERT— 2L PHH—H (CHOEMEDNEEDL—F)
A4S
N f!:\{:;,)( s MIF(QM, CH,CH,) Density(CSD, X=CH,)(n=1134)
H2N—2/ ] .i""" CH/N ./ CHm
° . e e | @n. e, m‘/\
Q it JQ D g — % >;2 } > ' §j < CHN
IsoStar plot o &. " e
e L S CcH
MIF(QM, CHCH) Density(CSD, X=CH)(n=852)
CH/N CH/m
oL
< E R
y |
FICNRFEHBEERA

4 Py
: nl B
. =ye ¥

JNICI

\CH/n
@z0o@®z08 =07 @=06 @205
tEERES

#B=z75% $=z50% @ =25%

J. Broker et al., J. Med. Chem., 2025, 6, 15649.
D. Hayakawa et al., J. Chem. Inf. Model. 2025, 65, 4166.
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SuperStar

2N BREADHEEERA~yYy 7ERK7R17 7 LA

> lsoStardT—2 Z#HMEL. 2 NI HREADERY FRAKRY FZEAHRIE
v DAYV FREICEERY FRRY b7y TOERDLEEE (FIM: Full Interaction Map)

o IsoStar o SuperStar

Knowledge-based lHE{EAHZ7 1 77 Y

Carbonyl Oxygen Aliphatic CH
EREETOY Y TER

lsoStarM b T—R ZMGFEL TLA=®H, TRILF—R—XDFHEKLY L RHFERTHEER<T Y TEERT 5 &M HEE

Lead
Optimisation

LEHEH G 31




ALR2PEZEH (Toho University)
Fy¥r0ZYMEDR L FERLEDPEFTE 2HEERBEBOIEE

H-bonding \. Hist10

acceptor pegions \)
> 3 5
N an: ase o 0 5.
Trp111 : S T N 4>—C-H N }OH
: Sl Neons
; . NQ( NQ(
r " "
B/ cpd.1c cpd.1 h
IC., = 0.58 nM ICs, = 0.10 NM

Leu300
Leu301

Target Hit Lead
n I O I Selection Identification Optimisation

1L % 1% 48 1% 2 R. Saito et al., Eur. J. Med. Chem. Lett., 2017, 125, 965. 32




Fragment Hotspot Map (University of Oxford / Exscientia)

IsoStarDFEETZFAL 7=V A Y FEEBUDF Y FRFEy b=y 7
> TRFDIS545 + > 7FO—7T (donor, acceptor, apolar) ZFWNT3BED Y T2 ERK

v' CSD Python APIZFfIAL =7 —% 20— (GitHub repositorylcA—7> vV —X & L TAR)

@® Ensemble Map
-FA—2 v RIBOEBPBELZRS  RREEER

Hotspot Maps

Ensemble Maps

5 @ Selectivity Map
» SERSEU M 5 TH - Off-target & DES %z | FIRMERERB D AR
Lr
gy s BRD1 S @
\ » | <5 A, Ul BRPFI O <
| g '@“? s Yo & Q | &
J TEEON (15 o\ ) -

2e | o & Ao , ey et (@D

;__ g. ég 4} ‘ H‘:\E/\ N L y
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Fragment Growing
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