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* Refinement : Induced fit
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TRX+A4S 2 Z AR (Estrogen Receptor : ER) B

ERDYTALTDUVEDTHY . 17B-Estradiol (EST) &ED « )
FHEIX ERaEFRIFTH SN, Genistein (GEN) ZZED
YIS EOBRFMENFL,

ERa IC50(nM) | ERPB IC50(nM)

-
VV‘ \ .
/ -

17B-Estradiol 3.2*+1.0 3.6x1.6

Genistein 395+181 10*+4

Malamas, M.S., Manas, E.S., McDevitt, R.E., Gunawan, |., Xu, Z.B., Collini, M.D., Miller, C.P.,
Dinh, T., Henderson, R.A., Keith Jr., J.C., Harris, H.A. J.Med.Chem. 47: 5021-5040 (2004)
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(Visualized Cluster Analysis of Protein-Ligand-Interaction)
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S. Amari et al., J. Chem. Inf. Model. 46 (2006) 221-230.
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. HEHKRDODIZFAIINEFELEDOTHEL=ODEFHLILNTALIMN)ZERLTHS,

Il. FMODBJXY . lll. SortTRegistration data: P Oldest to Newest
Category — X-ray All Entries ZHEETHD > Submit®
— Nuclear receptor: ERb %
BIRY B, @ - | @[ |
Sorf Registration date: | Newest to Oldest v | (O Display only checked items Sort Results
Category

" Jcheck / uncheck all items on this page

COVID-19(250)
Papain like protease(18) ™ Y
tMprotease(ﬂO) Lb\bﬁﬁwﬁbb\uﬁlh J I”é;h'éo
I Nsp9 RNA binding_protein(6)
F ADP ribose phosphatase(8)
F RNA dependent RNA
polymerase(6)
F Endoribonuclease(3)
F 2-O-ribose
methyltransferase(2)
F Spike protein(14)
F Nucleocapsid protein(9)
L Other SARS-CoV-2(14)

X-ray All Entries(1523)

F Kinase: p38(188)

F Kinase: Aurora(46)

F Kinase: CHK1(43)
- Nuclear receptor: ERa(60) . 1 1 1
e, https://drugdesign.riken.jp/FMODB/
L ApoStructure(755)
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IV. Displaying results: 108§ E LT —4Z 10T RIZT 5D,

V. Check Point File (checked items up to 10 data)IZF T vIZ% 21752 > Submit®
() Summary for all items(csv file) ) Summary for checked items(csv files) @
Caluculation Data(zip files; checked items up to 10 data @ CheckPoint File(checked items up to 10 data

Search Result: 76 Hits Currently showing: 1 - 10 Page: 1/8 Next9@ Displaying results: 50 100

@
RTPDT—H10ELA—ETE Y O—FEhD,

VI. 90—k LT-=zip77 IV ERZE. R ET S,

VII. Next>Z9)wIL2R—U B D 10D T—2%E R KL= BHRIZFIEV. VI
DIRETIVEDT—42ES 9o O—Ri&zipI7AIVERBET B,

Search Result: 76 Hits Currently showing: 1-10 Page: 1/8 | Next > Displaying results: m 50 100
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Ligand Interaction

X18ZP
FMODB ID: X18ZP
Calculation Name: 1U3Q-C-Xray11
Preferred Name:
PDB ID: 1U3Q
ChainID: C

UniProt ID: Q92731 om ";/0

Base Structure: X-ray O

Registration Date: 2017-06-23 O Ot
D.{D

Reference: :
Modeling method : 'Hi;f""’
Optimization: MOE:Amber10:EHT \ 475 /
Restraint: OptH —

Procedure: Auto-FMO protocol ver. 1.2017021
FMO calculation
FMO method: FMO2-MP2/6-31G(d)
FMO2-HF: Total energy (hartree): -96399.33
FMO2-MP2: Total energy (hartree): -96669 646505

Ligand:272

Ligand binding energy

IFIE [kcal/mol] PIEDA [kcal/mol] Charge transfer value [e]
IFIE SUM ES EX CT+mix DI(MP2) q(l=>J)
-113.931 -98.803 | 72440 @ -35567 @ -51.999 @ 0.095
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