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U} 5PANP FMODB ID Ligand Interaction

FMODB ID: 5P4NP
Calculation Name: 1ERE-D-Xray7
Preferred Name: Estrogen receptor alpha

PDB ID: 1ERE
Chain ID: D sonygon | |
UniProt ID: P03372 T/T—3ay

Base Structure: X-ray
Registration Date: 2017-02-24
Reference:

Modeling method = 2 I
Optimization: MOE:Amber10EHT FMQ%%®£%¢'
Restraint: OptH el
Procedure: Manual calculation
FMF‘:J ga"-'“z“z" MOPNP2A1G(@ FMODEEL AL B IOBE)HURD
method: - - . HEEAX
Ligand:EST

FMO2-HF: Total energy (hartree): -98213.362736
FMO2-MP2: Total energy (hartree): -98490.505804

7 FF DTotal Energy

Ligand binding energy

Charge transfer

IFIE [kcal/mol] PIEDA [kcal/mol] value [e]

PIEDAIZ & %Binding energy
IFIE SUM ES EX CT+mix DI(MP2) q(l==J) (A N

-127.936 -141.441 | 151973 -80.080 -58.392 @ 0.192
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Base Structure: X-ray
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Reference:
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Optimization: MOE:Amber10EHT "\;:Sj"
Restraint: OptH
Procedure: Manual calculation

FMO calculation
FMO method: FMO2-MP2/6-31G(d)

Ligand:EST

FMO2-HF: Total energy (hartree): -98213 362736
FMO2-MP2: Total energy {hartree): -38490 505804

Ligand binding energy

IFIE [kealimol] PIEDA [kealimol] c““:gﬁlg‘?:]mr
IFIE SUM ES EX  CT+mix DI(MPZ) qll=>J)
127.936 441441 | 151973 | -80.080 | 58392 | 0.192
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FMODB ID: 5P4NP
Calculation Name: 1ERE-D-Xray7
Preferred Name: Estrogen recepior alpha
Target Type: SINGLE PROTEIN
Ligand Name: estradiol

ligand 3-letter code: EST

PDB ID: 1ERE

Chain ID: D

ChEMBL ID: CHEMBL 206
UniProt ID: P03372

Base Structure: X-ray
Registration Date: 2017-02-24
Reference:
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Download Files
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Modeling method

Optimization MOE.Amber10EHT

Restraint OptH

Protonation =~ MOE:Protonate3D

Complement = BioStationViewer StructureComplemation (agonist templeate: 1A52)
Water A bridging water among Glu353, Arg394 and ligand.

Procedure Manual calculation

ASP426 DIST.6.904 Total:0.334 DI_MP2:0.000
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FMO calculation

FMO method FMO2-MP2/8-31G(d)
Fragmentation Auto

Number of fragment = 238

LigandCharge EST=0

Software MIZUHC/ABINIT-MP 4 D(SMP)

2FFRDTotal Energy

Total energy (hartree)

FMO2-HF: Electronic energy = -3151388.208186

FMO2-HF: Nuclear repulsion = 3053174.845449
FMO2-HF: Total energy -08213.362736

FMO2-MPZ2: Total energy -08490.505804

Ligand structure

EST

250

Ligand Interaction

YIORZTEMNT g &
M EIEE&ZoomTE 5

JAKD2DE

PIEDAIZ & % Binding energy
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Ligand binding energy

IFIE [kcalimol] ~ PIEDA [kcal/mol]

IFIE SUM ES EX CT+mix DI{MP2)

-127.936 -141.441 | 151.973 = -80.080 | -5B6.392
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Interaction energy analysis for fragment 237(D:600:EST) |) jj‘:/ F‘_%jag“}:j |\ FEﬁ O)
PIEDAIZ X 4Binding energyZ 57
PIEDA
100 [ DI(MP2)
CT+mix
50 EX
g I Es
= 0 v T 1
@
=
1
3 50
=
T
—_— o o~
100 HHR—U Tl
. Binding Energy Graphé&
o a2 AR PR o B o8 g9 g AR W WO P 2R R R R 10 R R P g g R Data Tableh® §§ mé;h,%)
Residue Number
frag_Num Chain Res# RES FCHARGE q_Mulliken ¢_NPA DIST Total ES EX CT+mix IFIE 7_- —97_-—7 )L
1 D 308 SER 1 0.873 30.064 | -0.083 | -0.083 = 0.000 0.000
2 D 310 LEU 0 0.085 25565 | -0.003 | -0.003 = 0.000 0.000 0.000 | 0.000
3 D 31 | THR 0 0.038 29.460 0.004 0.004 | 0.000 0.000 0.000 | 0.000
4 D 312 | ALA 0 0.039 27.032 0.005 0.005 | 0.000 0.000 0.000 | 0.000
5 D 313  ASP -1 -0.778 26.022 0.165 0.165 | 0.000 0.000 0.000 | 0.000
6 D 314 GLN 0 0.035 26.024 0.004 0.004 | 0.000 0.000 0.000 | 0.000
7 D 315 MET 0 -0.040 21431 | -0.005 | -0.005  0.000 0.000 0.000 = 0.000
8 D 316 VAL 0 0.063 21189 0.011 0011 | 0.000 0.000 0000 = 0.000
9 D 317 SER 0 0018 20.807 0.018 0018 | 0.000 0.000 0000 = 0.000
10 D 318 | ALA 0 -0.003 21.071 0.003 0.003 | 0.000 0.000 0.000 | 0.000
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FMODB ID: 5P4NP

Calculation Name: 1ERE-D-Xray7
Preferred Name: Esirogen receptor alpha
Target Type: SINGLE PROTEIN
Ligand Name: estradiol

ligand 3-letter code: EST

PDB ID: 1ERE
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ChEMBEL ID: CHEMBL206
UniProt ID: P03372

Base Structure: X-ray
Registration Date: 2017-02-24
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