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[K. Takaba, J. Comput. Chem., 2022.]
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[K. Takaba, J. Comput. Chem., 2022.]
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[K. Takaba, J. Comput. Chem., 2022.]
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[K. Takaba, J. Comput. Chem., 2022.]
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2024.10.28 [IEEEEI The FMODB RESTful API, which was developed as a beta version, was officially released on October 28, 2024.

here.

2024624 We have started collaboration with the PDBj (Protein Data Bank Japan) database through mutual links. here.

2020.4.17 FMO data for COVID-19 related proteins have been released on Apr 17, 2020. here.
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https://drugdesign.riken.jp/FMODB/index.php

MD#EEIZX T AFMOFTEFER YD AF

@ HLEDSearchihyP RIZT4FK JEAHT BHE, PDB:AFKL, 4FKI, 4FKQ,
4FKR, 4FKS, 4FKWDEET—2(ZKYIAEND

R FDOHMSIMAFKQ-AB-MD3341%RIRT 5

F M @ B FMODB: The database of quantum mechanical data based on the FMO method ’yg‘: 4o g
Last updated: 2025-10-17 ,;; :f_
ﬁ All entries: 77277 T " ‘
LA

[ ) Number of unique PDB entries: 32023 y

@ 4FKEA 73‘

MD Entries
Search:l 4FK| | X
Show | 50 v| entries
Group : PDB Ligand MD Time Number of Entries Registration Date Reference
4FKG-AB-MD328  4FKG LIG 12-50 ns 100 2022-02-22 K. Takaba et al., Protein-Ligand Binding Affinity Pred
4FKI-AB-MD329 4FKI LIG 12-50 ns 100 2022- =
PDB:4FKQMOMD+FMO®DEtE
4FKL-AB-MD339 4FKL 22-09; —_— Sp A
APKLABMDI3 @ MN4FKQ-AB- MD334J€ ZiR F—AQOR—J(ZTv TS
4FKQ-AB-MD334 4FKQ LTS TZ=0UTTS zu22-08-10 - - - - —
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4FKW-AB-MD341  4FKW LIG 12 -50 ns 100 2022-09-08 K. Takaba et al., Protein-Ligand Binding Affinity Pred
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XEET—RZEIZTSTANNES | LigandD 757 AV BE
MEZL ST . IFragment List] Twh AN
Download the Results AT 3 | 3(AB:ASN)
At 4(A:4:PHE)

(takes about 1 min in a case with ~2700-fraamante nar antni | 5(A:5:GLN)

(

(

@ Fragment ListZ 2y F BEVHY | g SAGLYS)

All Entries for AFKQ-AB-MD334| FD 73T AV RESNA~LGND [ ' T(AT:VAL)
8(A:8:GLU)

) _ ) \b\ﬁ 9(A:9:LYS)
FMODB ID Model MD Time MD Time Uint Num tf Fragments 10(A10:ILE)

1 3QONL md1_12ns = 12 ns 2679|| Fragment List | | 1(A:11:GLY)
12(A:12:GLU)
2 J3LM9 md1_14ns = 14 ns 2675 13(A:13:GLY)
3 N193Q mdi_16ns 16 ns 2696 14(A14:THR)
15(A:15:TYR)
4 825JY md1_18ns 18 ns 2755 16(A:16:GLY)

17(A:17:VAL)
18(A:18:VAL)




MD#EEIZX T AFMOFTEFER YD AF

PDB:4FKQ®MMD snapshotZzFMO&t & L1=5tHE 7 —%—= (CalculationName: 4FKQ-AB-MD334)

EFOoO—RTHN—D

Fragment List
Download IFIE sum data (csv) ® Fragment ListZFEE LA S
N Fragmnets N\‘FragmenE(:9>/\7§0)77 Fragment List : 3Q9NL
JANEET1-2981F AND
1-298 Number: oA T Number of Fragments : 2679
_ oo (e — i e Ligand Residue Name : 42K
M Fragmnets B M FragmentsIZ)H UKD TS0 AV Ligand Fragment Number : 299
I‘%%r299jj‘c_)\hé | [ copy to a clipboard ]
299 )
| 1(A"1:MET)
2(A:2:GLU)
: 3(A:3:ASN)
Download the Results (? Download the Results® 1) yo 9 B&  lapHE)
(takes about 1 min in a case with ~2700 fragments 4FK9'AB'MD33¢40)|F|E/PIEDAT_9fJ‘_ :5:GLN)
FBEAOO—RTES 6:LYS)
TIiANTT. )
All Entries for AFKQ-AB-MD334 CEE)FHrO—FRIZiE1~250 v, Uid’ -GLU)
9(A:9:LYS)
FMODBID Model MD Time MD Time Uint Number of Fragments 10(A:10:ILE)
11(A:11:GLY)
1 3QONL md1_12ns = 12 ns 2679 12(A12:GLU)
2 J3LM9 md1_14ns 14 ns 2675 B
14(A:14:THR)
3 N193Q md1_16ns = 16 ns 2696 15(A:15:TYR)

m MD snapshotDFMOETE D& T—4RIE )
CCED)VITBEFEMR—UITOYTTES ;

| 1OVAC 10 VAL

4 825JY <« met—46ns

4
[0 ]



MD#EEIZX T AFMOFTEFER YD AF

Ay O0—RENT=lTFIE 4FKQ-AB-MD334.csvlD 77/ ILDRNE

- MD snapshot
FMODBID || EFI)L4 P N_Fragments M_Fragments
i i D F - -

A

I FMODE_ID Model MD_Time MD_Time_Uint MN_Fragments M_Fragments

2 BIENIE mdl_12ns 12 ns 1-298 299

3 PEIRTE mdl_l4ns 14 ns 1-298 299

LB 1930 mdl 16ns 16 ns 1-298 299

5 EXsIk mdl 18ns 18 ns 1-298 299
IFIE BIRILT—ES
SUM (ES,EX,CT+mix,DI) D& &HE BT IEEHR

/—A—\ : A
[ \f
G || n | 1 | J | K | L | M | N |
IFIE_SUM PIEDA_ES PIEDA_EX PIEDA CT+mix PIEDA_DI(MP2) Total_FCHARGE_MN_Fragments Total_g_Mulliken_N_Fragments Total_g_MNPA_N_Fragments Total_FCHAR(

-118.12 -101.7 86.43 -39.14 -63.71 4 11.65 0
-119.68 -93.13 85.1 -38.78 -72.88 4 11.57 0
-119.93 -94.18 79.22 -36.43 -68.54 4 11.83 0
-127.87 | -101.59 81.74 -36.41 -71.62 4 11.53 0
-122.9 | -100.97 86.23 -38.15 -70.01 4 11.23 0
-101.4 -74.49 61.9 -29.31 -59.51 4 11.88 0
-113.62 -96.99 91.48 -37.9 -70.21 4 11.25 0

CDIFIE SUMZfERAL T, EIRTFHIFIES
ERMELOMEETS7EERT S



MD#g 15

X9 HFMOETREIER YD AF

[GFI:IFIE SUM]MD TF®D+EJLIZT=AVERAGE(G2:G101)1Z#AHT 3

FMDDB_ID Model MD_Time MD_Time_Uint N_Fragments M_Fragmen IFIE_SUM PIEDA_ES PIEDA_EX
95 gy md5_40ns 40 ns 1-298 299 -108.24 -79.8 75.34
Ul 22 AR md5_42ns 42 ns 1-298 299 -111.11 -93.14 85.11
U TG2YK md5_44ns 44 ns 1-298 299 -123.19 -112.24 106.03
tEl M3VRYZ md5_46ns 46 ns 1-298 299 -117.36 -96.6 2497
99 Elerin md5_48ns 48 ns 1-293 299 -127.61 -99.99 76.49
100 yur{els md5_50ns 50 ns 1-293 299 -122.76 -105.79 96.55
101 PR md3_42ns 42 ns 1-298 299 -100.6 -82.62 81.59
102
103 DA-FMO IFIE_SUM
104 =AVERAGE(G2:G101) -111.0335
105 AVERAGE(ZM{E1, [20{E2], ...)
The correlation
-40
— ..
HN-N g -60
N = -80 e
CS242 (PDB ID: 4FKQ) 2 100
=N 2 MW=357.4 5120 ¢@ R2=0.99
HNQS—NHQ AG,y, = -8.56 [kcal/mol] £ e
X = -140
-160

11 -10 9 -8 -7 -6 -5 -4

AGexp [kcal/mol]



FMOMEBE/ERAIRILF—LEERELDTHE

[K. Takaba, J. Comput. Chem., 2022.]

The correlation
Mﬂg‘g IFIE-SUM |
)uﬂi%?'A T 80 T
S - - =
or, W EREL g NAB g GLw -
B - 2AL FMO:Et& — QS =120 b
= S ¢ o R2=0.78
" € 140
NA 4 o by °
-160
6D DXIRtEMmIEE A1 -10 -9 8 -7 -6 -5 -4
(PDB:4FKL, 4FKI, 4FKQ, Atexp [kealmoll
4FKR, 4FKS, 4FKW) BT ES
IFIE-SUM
The correlation
”45] -40 A
‘ — S T -60
ot _ MD snapshot g FMCPOB g &3
Wy, Mpptggep MDnapshor g FMODE g T2,
/C’“\’C\\\Q ) ZFMOETE — é S0 e R2=0.99
NAY = 5-140 I
s = -160
6D DX HRIEmIBEE < 41410 9 8 7 -6 5 -4
A

AGexp [kcal/mol]

(PDB:4FKL, 4FKI, 4FKQ,
EERE

4FKR, 4FKS, 4FKW)



ARF1—F)ZILOAB

2. WERLTEEREL-HEEADHERL R

[RE#] 1. TAV=-BIMIFIET—4 / ABMPTools / BioStation Viewer
— ABMPTools(FMOEt & - 2T B Y—IL) DR
BRI .cpf I 7 A ILDIERL
— BioStation Viewer [C&HFMOETHEIGR D AJFRIE
EREE-BRRERET
FEERLLER HREE vs. BIFTFEY



BSVIZ &5 ER—XDIFIELZHT

o FMOFEHEER D .cpf7 74 JLZBiostation viewer CHEHT

®
(ha\ II-EII‘QEE’{I '*ﬁ,ﬁﬂ"]ﬁﬁ%ﬂ

SRFTTHIZARIEL T, CYSYREIL T
WAWAGAEMNRF -BREDORBRFR
HZEERI H_ET, TEARTIERS
ELTWEHHEER®, BRI E
DIREGEERR FRITTED ! !

7= IFIE < 0 (5| ARIHEE1ER) & :IFIE > 0(FR AWM EER)

IFIE= EEMREICEIIEEHEEZEERADAER-S7BA



BSVIZ &5 EAN—XDPEIDAf#HT

« FMOETEFHER D .cpfF7A JLZEBiostation viewer TEEHT

B mbm AR

2N FELGHEEERRS DREHIRE

-B+0 ESHEMREER): BERICLIHHEMNBEFRZEIR
-H+0 EX(RERFEHREER) HESPEROREMNEEER. 257 AV MADOERDBRGE
-0+l CT(ERBEHEEER)  ERBBICISIRTEL. ESEHFEKFHETRE
-W+0 DIZHNMEEER) : 2ERAICHET S, CHaPn-nfE 8 EEZTE
EEMMN D BEDEDE D ICEBLTHEERAZE T INEIODN LA D



EAIIFIEDFEEN—X TOHERHT

o FIMIFIEIZ KB . SARS-CoV-2 main protease EFHEFIN3 BN E{ERA
fiZ AT

[Hatada R, Okuwaki K et al., “Statistical interaction analyses
between SARS-CoV-2 main protease and inhibitor N3 by
combining molecular dynamics simulation and fragment molecular
orbital calculation”, Appl. Phys. Express 14 027003, 2021,
https://doi.org/10.35848/1882-0786/abdac6]

= Static # Dynamic
0.0
-5.0
-10.0
~~
= -15.0
_\% -20.0
8 25.0
2 s
N’
E -30.0
B -35.0
-40.0
-45.0

His41 His163 Met165 Glu166 Leul67 GIn189 Ala191

o B8 vs BIMIFIE-SUMMEWNZRERT D, HEITTAVIDBEERADEZ LK,
= FRADBIELSTEZEL, EICHEERICEET 5735 A MDEEHME

LML, RHDEFENTZT A EIXBHLITIENDEND, ViewerDFHIFEERKWICEHEE->7-



A

ABMPTools(ABINIT-MP Tools)D#E 4T

o BMRELE (IHK)IZCKAFMOSHE - T ZIEY—IL

O Product Solutions Open Source Pricing

H kojioku / abmptools ' Public

https://github.com/kojioku/abmptools

MDETE B EDERD cof I 71 LIS EIRITFIFIED .cpfi HH 1 AT HE
— CNETEL D HT-BioStaiton ViewerZ AL NF-ENRIIFIEZFR AN 0] BE

| mm®$ﬁﬁ

MDEHE MD snapshot HEER—ZTH R - 74T
#FMOEE

\ WA
| \ WA

_ 1144 - = \ =
w‘ 1111 & ™ ;
S ‘,‘<,¢®wu
P |/ w
2 MV\ |5 J

Q S - C ;*‘gr‘s -
' /'*‘fl\; || % 7\
Y \) - %"(&\i
\V ~J & O
- WY



https://github.com/kojioku/abmptools

2% : AbmpToolsD AFFH &

AR
o PythonZ{F AR e/ LinuxIRIiEZ FHE 9 5(UbuntuZi &)
e pip 7&&E Tnumpy, pandasz A/ A—ILF 5,

$ python -m pip install numpy pandas

1 ABMPTools% A F(git clone)d 3

$ git clone https://github.com/kojioku/abmptools

2 AbmptoolsZA 2 Ab—IL T 5

$ cd abmptools
$ python setup.py install --user



MD All entries’™N—<~»

@D TopR—T D EDCategoryh 5, MD All Entriesz ') w7

2024.10.28 [IEEEEI The FMODB RESTful API, which was developed as a beta version, was officially released on October 28, 2024.

here.
2024624 We have started collaboration with the PDBj (Protein Data Bank Japan) database through mutual links. here.

2020.4.17 FMO data for COVID-19 related proteins have been released on Apr 17, 2020. here.

Category Search Sample
COVID-19 - Keyword Search: COVID-19 Set Value Of Input
PDB ID Search: 1ERE Set Value Of Input
. FMODB ID Search: 5P4NP Set Value Of Input
X-ray All Entries 4

UniProt ID Search: P03372 Set Value Of Input
: Keyword Search(Target): Estrogen receptor alpha Set Value Of Input

NMR All Entries(104) - .
Keyword Search(Ligand): NHI Set Value Of Input
1 Blast Search: Sequence of 3RIN / E-Value Cutoff E-148 Set Value Of Input
(D MD All Entries MD All Entries(12328) v 9 Bt

0909 %
ElectronMicroscopy All
Entries(3499)

Docking All Entries(34) L4

Others All Entries(4740) 4




MD+FMOGtEEREDF O

O—K

@ ALmSearchiRyHRIZTAFK1EA T BE. PDB:4AFKL, 4FKI, 4FKQ,
4FKR, 4FKS, AFKWDFHET—2IZHKYAEN S

@ TOHEMSMIFKQ-AB-MD3341%#¥EL. ¥y THR—KIzaE—3 3%

FM®OB
===

FMODB: The database of quantum mechanical data based on the FMO method
Last updated: 2025-10-17
All entries: 77277

N Number of unique PDB entries: 32023

MD Entries

Show 50 v entries
Group * PDB Ligand MD Time Number of Entries Registration Date
4FKG-AB-MD328  4FKG LIG 12-50ns 100 2022-02-22
4FKI-AB-MD329 4FKI LIG 12-50ns 100 2022-03-09
4FKL-AB-MD339 4FKL LIG 12-50 ns 100 2022-09-01

[o]

4FKQ-AB-MD334 | 4FKQ) @ r4FKQ- AB-MD334 | E:I E— bo22-08-10
4FKR-AB-MD335 4FKR LIG 12-50ns 100 2022-08-19
4FKS-AB-MD340  4FKS LIG 12-50 ns 100 2022-09-05
4FKW-AB-MD341  4FKW LIG 12-50 ns 100 2022-09-08

4

Group PDB Ligand MD Time Number of Entries Registration Date

Showing 1 to 7 of 7 entries (filtered from 77 total entries)

- )
% . 6 _$
‘:‘v; b
LA
pe

@ 4FKEA S

Search: 4FK| X

SN

Reference

K. Takaba et al., Protein-Ligand Binding Affinity Pred
K. Takaba et al., Protein-Ligand Binding Affinity Pred
K. Takaba et al., Protein-ligand binding affinity predic
K. Takaba et al., Protein-ligand binding affinity predic
K. Takaba et al., Protein-ligand binding affinity predic
K. Takaba et al., Protein-ligand binding affinity predic

K. Takaba et al., Protein-Ligand Binding Affinity Pred
>
Reference

Previous 1 Next



MD+FMOEtEERDA o O0—k

@ bryITR—UIZRYIID Search]ZiE R, LIFEDIDER—RAMLIERE

- )
FM cﬂ)B FMODB: The database of quantum mechanical data based on the FMO method ey
Last updated: 2025-10-17 o s -'z
ﬁ All entries: 77277 ey 3
LA

[ ) Number of unique PDB entries: 32023 y
AS

Base Structure

FCheck all
X-ray NMR MD
ElectronMicroscopy Docking Others

° , .
@/\_Z I\ ; 4FKQ-AB-MD334 m Advanced Search

SN

Category Search Sample

COVID-19 - Keyword Search: COVID-19 Set Value Of Input
PDB ID Search: 1ERE Set Value Of Input
Xray All Entries - FMODB ID Search: 5SP4NP Set Value Of Input
UniProt ID Search: P03372 Set Value Of Input
} Keyword Search(Target): Estrogen receptor alpha Set Value Of Input

NMR All Entries(104) - .
Keyword Search(Ligand): NHI Set Value Of Input
. Blast Search: Sequence of 3RIN / E-Value Cutoff E-148 Set Value Of Input

MD All Entries(12328) -



Z%Z MDtFMOtEHER DA v r0—k

® BHOFMOFHEHEMNEYL, FIVIRYIRIZFIVIEAND
(RFa—F)ZITIEITODEIEHYEEA)

F M @ B FMODB: The database of quantum mechanical data based on the FMO method /)’{ 3 x » z
Last updated: 2023-09-27 ~ g
ﬁ All entries: 36904 .-
(==Y Number of unique PDB entries: 7778 "‘,f‘

Criteria for ID Search
ID:4FKQ-AB-MD334
Base Structure: EX-ray FENMR MD ElectronMicroscopy Docking  E4Others

@ 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: 100 Hits Currently showing: 1 -50 Page: 1/2 Next > Displaying results: 10 E 100

Sort v ("] Display only checked items Sort Results

[T)check / uncheck all items on this page

3Q9NL Ligand Interaction

FMODB ID: 3Q9NL

Calculation Name: 4FKQ-AB-MD334-md1_12ns
Preferred Name: Cyclin-dependent kinase 2

PDB ID: 4FKQ
Chain ID: AB

UniProt ID: P24941

Base Structure: MD
MD_Time: 12ns
Model_Name: md1_12ns
Registration Date: 2022-08-10

Refaranca* K Takaha et al  Pratein-linand hindina affinitv nredictinn nf runlin-denendent ~

352

wh "\\




Z%Z MDtFMOtEHER DA v r0—k

® CheckPoint File(checked items up to 10 data) => Download |
(BENAKZVTITOTYooA—FLTWV L EXHYEEA)

F M d) B FMODB: The database of quantum mechanical data based on the FMO method % £ WER D
Last updated: 2023-09-27 ‘ WA WIO)
ﬁ All entries: 36904 e s
) Number of unique PDB entries: 7778 ,J'j_‘}‘ - \.
3 7 )

Criteria for ID Search
ID:4FKQ-AB-MD334
Base Structure: EX-ray ENMR MD ElectronMicroscopy Docking 4 Others

() 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: 100 Hits Currently showing: 1-50 Page: 1/2 Next> Displaying results: 10 E 100

Sort ~ [ Display only checked items Sort Results

[Jcheck / uncheck all items on this page

3Q9NL Ligand Interaction
FMODB ID: 3Q9NL




2% : AbmpToolsD 5 A7 A (BIRIIFIEER{F)

@ Abmptools CENRIIFIEIZEET B.cpf 77 ILEER T S

$ python -m abmptools.generate difie -i

4FKQ MD xxx.cpf.gz -t 1201 -z 1 -s 0 -f 1-299 -v 23
-np 6

4 AHcpff XIETE WA (file-xxx-bbb.cpfD 2 . BFER N ZExxx TR ED)

tFIRES RTES FUARR XEELE

2 TOBODHE KT IHILN "1 (EOEHEL)

sKRERBEDES: FHpORTEEBFEDETE XTI+l RYDEE(=RABES)

AXRMRISZTAVCDIETE: BEDKIIANEDLD=H. 2V N\ AU EREBSEFEIETE,
FENATOTEHEIETE, 1-ODAH AR KT I+/Lk: BIRRGEL

v i AN—230 DIETE B K [ Erev23D H X T IAILR"23"

-np i 51| %%

I FEIIFIE

AFKQ MD xxx-DIFIE.cpf



BRIIFIEDZEE N —RX TDHEAT

CDK2 D X#x#E S8 1& (PDB: 4FKQ) M4FKQ Xray IFIE.cpf($ESiEERE) &
4FKQ MD DIFIE.cpf(MDE 3 100#&:& FHIFIE) 4 w2 a—k

[URL] https://drugdesign.riken.ip/pub/CBI2025tut/

Fa1—hITIL(2)DECData
4FKQ Xray IFIE.cpf
4FKQ MD_xxx-DIFIE.cpf

HN—N
N
HN = < > Q
- HN S—NH
. 5 . o 6 2
\/m CS242 (PDB ID: 4FKQ)
N MW =357.4
,/??Eiﬁ\\~\ AGexy = -8.56 [kcal/mol]
I A\

-60

=

-80

ﬁ E-loo
© =m0
= £
= ’:-140
< 160
BT LY
IFIE-SUM
N\ CS242
o 40
g z 60
K:é-m
| £ -100
¢ 10 O re=099
Q& 1 t
i)
E‘QJm
110 9 8 7 £ -5 4
S AGexp [kealinol]
EER{E

D



FMOEtE#ER(IFIE) : & N—R 24T

BioStation Viewerziis LIF 5, TRAIMTDT7AAVEE I LAEE,
BioStation ViewerlZ, 4FKQ Xray IFIE.cpf(#E @B &ERE)xrFOyT

X BioStation Viewer Open1.0 rev.23 Binds 020 004
ERITASEIZEBRELT—FBTIZHAT42K301 150190 = YAUENERESN S,
A {8T Target View(Fragment) ]>0K
SUBURE UHURMB4A.5ALRIZHZTTT A DHERT
YHURZFERLI=FFE, HRIA=Z2—h 5Monitor>IFIEZEIR
® BIZTRTEKIITERL, IFIEQKRESICE->TEDEXREDITS

BioStation Viewer Lite Open1.0 rev.23 Binds 019 b006 - m] X BioStation Viewer Lite Open1.0 rev.23 Binds 019 b006 = =] X
I(M) Color(C) Selection(S) Tool(T) Monitor{O) Edit(E) Preferences(P) File (V) Modei(M) Color(C] ) Selection(s ) Took(T) Monitort (0) EGIt(E) Preferences(P) )

@ ®0 O




FMOEtE#ER(IFIE) : & N—R 24T

BioStation Viewer&ilb k5, TRIMYT DT AAVEEMNLAEE,

BioStation ViewerlZ, 4FKQ Xray IFIE.cpf(#E @B &ERE)xrFOyT
% BioStation Viewer Openl.0 rev.23 Binds 020 004

®
@
R ZEAITAZIZEBALT—ETIZHAM42K301 155w = UHURIEIRENS,
@ #AfAIlTarget View(Fragment)]>0K

SYBURE UHUENS4A.5ALINIZH D TSY AU DHERTR
® VAHUREERLI-FFE. BAIA=Z2—h5Monitor>IFIEZER
® EIZTRTEIITERL, IFIEQKRESIZE>TRDEXREDITS

File _
Sie | Interaction Energy Value[kcal/... X
List
Close | Value
Save Viewpoint ! ®|IFIE

Save Profile

Selection
Atom P2 |v| I
Residue
© Compound-IFIE
Fragment 1
Tool | Many Body Calculation @
Set Center i OValue : main+side chain

Target View(Residue) IC I Mi | 30 \M |0 0 ‘
Target View(Fragment) {Color(-) In |- ax |0.
Reset View {Color(+) Min |00 ‘ Max |30 ‘ : y .
e l ©Log @ Linear ‘> &
Monitor :
VISCANA ]Threshold bo | N\ ol i
@ IFIE | Color ‘Color(-,+)H n ‘ default ‘ ‘
PIEDA(1:1) H \k
PIEDA(N:1) - Apply :
PIEDA List
Preference

Background




BioStation Viewer®) & 4{E

» BARIEEF
= DFOD[ElER
« EOUYDRBULRNSH—YVIL 28NS
= DFOFTHEH
« BOVUYOEBULBNSH—YVILZEINT
= DFOILK
« PR EZHUIGNSH—VILZE L TFICE}HT

n  TOMIRE
» BIRUIETSOTAS bDORRERE
= ERURRETHEO U W T >Model
« BIRUEDISOAS hZEBILICRE
= Tool>Set Center
« BREOZEE (FeRH)
= Preference>Background



TxRE % (profile) 27 ILDRF-FRAGE

s RKRBEMET7AIL (*prof)
- I7AINDRTIRAEZTRF-BRITA-HODIT7AIL
~ HARAATEBEI7AIL. RRPETIL/BEILHETIHIRAEBE
- Bl A=a2—TSave Profile ISR TF. ERIERFLIZT7AILZEViewer[ZkOYT

]

%%, BioStation Viewer Lite Open1.0 rev.23 Binds 019 b006 = [m] X
File(F) View Point(V) Model(M) Color(C) Tool(T) (O) Edit(E) Pi Help(H)
4FKQ_Xray_IFIE.cpf  + File
FTHRZST(23T) =
- SER232 (232) Open
=~ MET233 (233) List
=~ PRO234 (234)
Cls
- ASP235 (235) ol
~ TYR236 (236) Save Viewpoint
- Lrsas @sn
-~ PRO238 (238) Selection
-~ SER239 (239)
=~ PHE240 (240) Atom
=~ PRO241 (241) Residue
~ LYS242 (242) sttt
- TRP243 (243) 9
= ALA244 (244) Tool
>~ ARG245 (245) Set Center
&~ GLN246 (246)
- ASP247 (247) Target View(Residue)
* < PHE248 (248) Target View(Fragment)
~ SER249 (249) Reset View
=~ LYS250 (250)
- VAL251 (251) CHEl
=~ VAL252 (252) Monitor
» < PRO253 (253) VISCANA
=~ PRO254 (254)
- LEU255 (255) jEIE
=~ ASP256 (256) PIEDA(1:1)
=~ GLU257 (257) PIEDA(N:1)
=~ ASP258 (258) Pl p
< GLY259 (259) EDALISL
~ ARG260 (260) Preference
~ SER261 (261) Background
=~ LEU262 (262)
- LEU263 (263) Eonts
-~ SER264 (264) Font -
~ < GLN265 (265) Resolution +
=~ MET266 (266)
- LEU267 (267) Resolution -
== HIS268 (268) { Axis On/Off
=~ TYR269 (269)
=< ASP270 (270)
=< PRO271 (271)
Range of Interaction value (-10.0 , 10.0) [kcal/mol] Threshold 0.0 [kcal/mol] =
Range of Interaction value (-20.0 , 20.0) [kcal/mol] Threshold 0.0 [kcal/mol]
Range of Interaction value (-30.0 , 30.0) [kcal/mol] Threshold 0.0 [kcal/mol]




FMOEtE#ER(IFIE) : & N—R 24T

BioStation Viewera it L (15, £IFELIFBDILFOTIALEITS,
BioStation ViewerlZ. 4FKQ MD xxx-DIFIE.cpf(ENRIEE ) A#FAay T
ERITASE 1ZRBEALT—BTIZHAILG29 120D — UAVEAEIRESN S,
FH 18Il Target View(Fragment) |>OK
—URBUREN)AUREDBASALURIZHET75T AU D HERT
DAUREBIRLI-FE. B A= 2—h SMonitor IFIEZEER

® BIZTRT KSITERL, FIEQKRESIZE>TERDEXREDITD

@ SO

File
c:-;i):: | ":'?.Interaction Energy Value[kcal/... X
Close { Value
Save Viewpoint | ®IFIE
Save Profile
Selection
= g
Residue
Fragment | © Compound-IFIE
Tool | Many Body Calculation @
REMGSRIGE | Ovalue : main+side chain
Target View(Residue) i -
Target View(Fragment) {Color(-) Min |'30 | Max |0-0 |
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