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1.1. 7avz¥yv k

myPresto Portal X, 7' © ¥ =7 NEATT — X WUEZFTVFE,
JFHIE LT, [File] - [Open Molecular File] 72X CAN L7777 AL 1DIZDXF, 1 OO
0y x s MAMERRSILET,

7u Y= M. [Helpl - [Preference] - [8. Other] @ Default Project Directory Ti%i& L
=74 V27 hUIZ

MoldeskProject00000

MoldeskProject00001

MoldeskProject00002

ELTERENET,

_EFE Default Project Directory ®7 4 L7 s UIE, Y AT LDT 74 /L D tmp 7 4 L7
F U T, Windows, Linux, MAC TZNZENRLV LT DT, EZIRFESIN TV DL

[Help] - [Preference] - [8. Other]
T IR TE &N,
[Helpl] - [Preference] - [8. Other] ¢ Default Project Directory % = — M2 H L 7=3401%.

T T LK TR, Y2l NORIFEE TR R L R0 £9,
TAAITREDTDHDT 4 V7 N (T NWVE) ICEETHI EAHELRLF7,



1.2. 7Y FOERK

& | myPresto Portal

File Select Display Color Option Expert Simple Screening
Mew Project

Bl o

Open Molecular File »
Open Molecular File as list (Mumerous molecules)

Open Remote mmcCIF / PDB

Cpen Project Ctri+0
Copy Project

Save As

Import

Export
Export PDB |
Export mmcCIF d
Export TPL
Export Image
Import Trajectory
Export Trajectory
Quit

‘H Add Hydrogens

TnY=l FOEMRICET DA =2 =T TD 75TY,
[File] - [New Project]

[File] - [Open Molecular File]

[File] - [Open Molecular File as list (Numerous Molecules)]
[File] - [Open Remote mmCIF / PDB]

[File] - [Open Project]

[File] - [Import]

[File] - [Import Trajectory]

ZDHIBHD

[Open Molecular File]

[Open Molecular File as list (Numerous Molecules)]
[Open Remote mmCIF / PDB]

[Open Project]
WZOWTHH L £,



1.2.1. [File] - [Open Molecular File]
RELIE 7 7 AN TG AN THRT 0 Y27 FafFRl L7,
ANTELT77A4NVDT7 +—~ v MM, PDB/ mmCIF / Sybyl Mol2 / MDL SDF / MDL

MOL/SMILES @ 5 M TY, 7 7 A /VOYLRAIIRDIE Y THDLIMENDH Y 9, L5k
FRRRDGEIE, ADNTHRNHLETFEZEE L TIZEN,

ZrAN 7 7 A VIRERF
PDB .pdb / .ent
mmCIF .cif
Sybyl Mol2 .mol2 / .sm2/.SM2/.ml2
MDL SDF .sdf
MDL MOL .mol / .mdl
SMILES .smi/.SMI / .smiles / .SMILES

® AJJL7=77 A0 mmCIF 7 7 A L= pdb 7 7 A VDA, KEFRFDREL T

F3OT, MWE E[Add Hydrogens] T, KZEFRTZMINT20ERH Y 97,

> FURNTEZTFORmEEORE LINT 2 L7WGaIE, KERT ORI

[Cap with ACE and NME] # 217 L $9, LIOKFBEFEZF(HMLTLE D
& N K2 OXT JFEF23MHM L T L EW NME KNI T& 72< 720 £9°,

@ ANHL7Z=Z77A4WRmol2 77 A NVDEE, mol2 7 7 A WMIZEMEWN G EN D56

IO Wa LA ET N, BRIFERSE ENRVEATH HBCEMIRITD
NWEE A,

T 7 ANEGRATL L 3T OREEDS 3D I ER S E T,



™ myPresto Portal

= O || Console 23 | 7] Docking Info| [ MD Analysis

3) SPECIFIED OPTION

File Select Display Color Option FExpert Simple Screening Pi Window Undo Help
oo EaAE B
I PLw 3 = O || command View £ = O ||[ untitied : 1 Iniial State 22
B oot De [Prepal
Biig2 sign Jration}
wat3 Other

¢ Ligand Lig2

H Insert from File

u Add Remote Compound

e

[TV Console £ | 7] Warning Cansole

1

b

—din

INFORMATION> DIVISION OF CHAINS.

CHAIN NAME RESIDUE NAME RESIDUE ID  REASON(E!
a a 1RE HOH 301 1 TERMINAL

INFORMATION> EXIST ALTERNATE LOCATION INDICATOR

RESIDUE NAME RESIDUE ID  ATOM NAME

INFORMATION> LACKED MAIN CHAIN

RESIDUE NAME RESIDUE ID  ATOM NAME

INFORMATION> TERMINAL RESIDUE

RESIDUE NAME RESIDUE ID  DISTANCE
LYs TER 102 123 22,733

INFORMATION> SSBOND CANDIDATES

INFORMATION> CYS- (CYM) CANDIDATES

CHAIN ID RESIDUE NAME RESID ID

NFORMATION> EXIST NEAR ATOM
RESIDUE NAME RESIDUE ID  ATOM NAME

NFORMATION> LINEAR TORSION ATOM
RESIDUE 1D ATOM NAME

WARNING: TOPOLOGY FILE NOT EXIST:C99_aa.tpl
SKIP RESIDUE ANALYSIS

INFORMATION> OUTPUT

OUTPUT FILE

P pdb
Higen
Mazr.24, 201
INFORMATION> main
There is 1 molecule in fil

SUM_ATOM NUM: 177, MOL_CHARGE: -4

program is done normally.

CTORETERE B Y 27 FAIEOWTWER AL
#iko 11.8.1 [File] - [Save As]] T uy =/ "N AREIET AR, vy N EF
JTREFLET,

1.2.2. [File] - [Open Molecular File as list (Numerous Molecules)]

10000 5 FLh EEETe X 577 7 A V& SHEIC

Dy 2—T—¢ L THHATEET,

REDOIHFITY A MELTH

APV

ABEST DT,

FEIRIA L TERE AT

MARIABFET, KEODHFEEGTeT7 7 AV

IHEH T =7 NMIE

ANNTELT7 74 NVD7 +—~ > hE, PDB/ Sybyl Mol2 / MDL SDF / MDL MOL ® 4

T

7AWV

757 A VILIEF

PDB

.pdb

Sybyl Mol2

.mol2

MDL SDF

.sdf

MDL MOL

.mol




® T ANDOIIEFIIEDOERY THHLENH Y £, VHEFNELRIHEAIX. AT
DENCIRIE T ZERH L T IEE0,

MolDesk Basic -> sample -> mol2 -> multi28.mol2 % i/ A A 72451,
DT 7 AME28 3 F LIEHETAN, LTFTDOLIICY AN E LTHAALET,

[ *untitled : 1 Initial State &2 = O || console | Docking L. | MD Analysis | ] Unload M... & | = 8

name

acebutololmol2
amoxicillinmol2
bendroflumethiazide.mol2
benzocaine.mol2
benzthiazide.mol2
clozapine.mol2
dibucaine.mol2
diethylstilbestrol.mol2
diflunisal.mol2
dipyridamole.mol2
folic_acid.mol2
furosemide.mol2
hydrochlorothiazide.mol2
imipramine.mol2
indomethacin.mol2
ketoprofen.mol2
lidocaine.mol2
meclofenamic_acid.mol2
naphthoic_acid. mol2
probenecid mol2
pyrimethamine.mol2
salicylic_acid. mol2
sulfamerazine.mol2
sulfamethizole.mol2
terfenadine.mol2
thiabendazole.mol2
tolbutamide.mol2
trazodone.mol2

VA MDGF#%27) w7358 EROXSICHF%23DFRLET,

bendrotiumetniazide. mol2
benzocaine.mol2
benzthiazide.mol2

: Add Selected Molecule
clozapine.mol2 [/\\,.5
dibucaine.mol2
diethylstiloestrol.mol2

diflunisal.mol2

) e e |

U2 MOy 14%457 Y v 279 %5L [Add Selected Molecule] A ==—%FRLET, =
NEI7 Vo I73T5L, HFua7alz/ hE LTRYVIADRZENTE, VI —FoRICED
AT 0 £,



ToOLExYH TR 27 FBMEREINET,

#%¢ [Add Selected Molecule] * == —"T/ &MV IATRIIL, D FEFrTHEIFTT
YVl MIERESNERA,

Oun & = B || command View & = O || *untitled : 2 Insert Molecule &

Big1 Prepa
ration

Other  Ligand Lig2

u Insert from File
n Add Remote Compound

Add Fragment

O Ligand Info 22 =0
image name SA
%o
T lig 1 3.91

1.2.3. [File] - [Open Remote mmCIF / PDB]

A HZ—3%y MEBATmmCIF 7741V PDB 77 A% X a—RKLET, mmCIF
Ty ANEGRIALT, FiIH7Ter 7 FEERLET,

" Open Remote PDB x

Internet

PDB ID % : PDBID [4kn6] % @i/ iAde




1.2.4. [File] - [Open Project]

|2 [File] - [Save As] TIRRIFLTZTBY =2 b

F721%. [Help] - [Preference] - [8. Other] ® Default Project Directory Ta%X& L7=7 1 L
ZE WA oY

MoldeskProject00000

MoldeskProject00001

MoldeskProject00002

ZRE ET

MfFO7Tay =/ hO7 404 (H FIZ original & work 7 4 VX & &ie) #8R L, [OK]
U LET,

V) —FREHO X 74 (FREH: TP2- L1- W) (X4 7 Bofb &0z R L £7,

PIES L RO EF =4, LML, WIkERAR DS 2L MIZSR - 4 42 25 L
*7,

vy —grmEoBizsoosom, Bixpew, Dak, BiaseR - oo, Biaa s
LET,

IRICEME L Tca~ > NI 3D O % 74 (FEZ-FE Tprojool : 5 Global Minimize )

MOHEGR TE £,
F274F [Fuv=s V4 BRES EfTa<r FA]l 2RLET

File Select Display Color Option Window Undo Help
[- 0 P-L1-w - B [ projoot : 5 Global Minimize &3
&l pro 1
B gz

wat 2




FITLlca~r RiX u [UNDOI, n [REDO] #7 YV v 74252 LICKVFEFETT
%ij—‘o

1.3. 7O Y FORE

TuYr ) NORIFIETHA =2 =TT D 3 O H Y £,
[File] - [Save As]
[File] - [Copy Project]
[File] - [Export]

ZDIHIBHLO [Save As] IZHOWTIBA L £9,

1.3.1. [File] - [Save As]
KRLTWDHREeTny 2l MEMMTTRELET, a~vr FORBELRIFSNET,

[File] - [Save As] #3217 L. [Make PROJECT directoryl %4 7 v 7/ CH L\ 7 /L4 —
DRl ZIEIRL, 74N F 2 EATILET, ZOTHVEAPFH LT By =7 MAITR
0D ET,

B LT 7 A+ V21T, RRHOROET —4 (avr RERLET) BMRIFEINET,

BrLnw7 A FOER] 21T TICBEED 7 + NV EBE LEE, 7+ VFETICUT
D7 ANEET 7 ANVPEZEHASNETOTIEESZ SN,

original 7 A /L4

work 7 4 VA

internet & CHX 7o m—RKLizcif 77 A4/ & pdb 7 7 A /b

X avl MIBRFESND 7 7 A VOFEIZBLIEREN & 55513,
MolDesk Basic v==7 V] Z&5ML T &V,
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1.4, 5FHEED 3D XK

1.4.1. TRk

3D i BT, ool BEhEy -~ A THRIETE £,

Bk ~ U A EME
X (ZeA5 75 100d)  [A1ds
Y il (TR (Al
Zh (BATE J71dh) (Al Shift + & K7 v 7 (FEhI571H)
Xl (Z2h) FacBE
Yl (EF) G

R T

LRI w7

Shift + £ K7 v 7

7 B 4 5] c: f\rh A
il (WATX) HIEICBE BRI FToi A Il

% MAC OEEE. 27 V7 =27 0v 7
7V v 27 =[Commandl+ 7V v 7

142. DF - FzA2 - BE - BFOER

ST F A BREE AT OBRRIT~ U A TITWET 2, 3D HifE & Y U —FORE [ T
TEDRSZR Y £,

#BiE 3D EimE Y ) —RNEH

EHOEIN Ctrl + 7V w7’ Ctrl + 7V w7
LR T EHGEZIN — Shift + 7 U v 7

Fie HLgER ETNT W4T v
F = A IR NOTNT Y s PR I /R
o7 F R — DY¥HET Y T
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M P2-L1-w 2 = |:| Command
w Chain: A m ‘ S Fa A R R E
» 4SER mics SRS
d Lo S5 - IR E Y)Y BEAS & AT
> BGL Hide Atom 2 S
» VAR show all °
» B VA
> [LISILE  ReceptorGn VY —FREE CHEGRIR L, 452 Y
> 10 5 R OFF
3 11 AS — DN
> 12Ac BxportPDB [ShowAtom] %7-1% [Hide Atom] %
y 1 PF . °
s 156l me S [Show Alll THFREMI LT, F~
. 16 TY port Single mmCIF ChERLET
y 17 AS Export Single Mol2
» 18 LE Export Single Tpl
» 19 ASP ‘—IErAT:rEr'
. W LEL |H

1.4.3. REETILDEIR

5 ] myPresto Portal

File Select Display Color Option Expert Simple Screening  Prepal
n u Line
Stick
ge-bi-w Ball and Stick
> @ pro1 Space Filling

> Bligz

y [ wat3 Backbone
Tube
Ribbon
Cartoon

A T oAy AL R AR L
[Display] A == —TET/VERINT D &
FRET /L% Line X° Stick S AW T& £97,

T a OEWIILLTO®EY T,

from File

55 Bond > [Only] C ZOFRETAEIT 3D FER LET,

H Bond >

emote Compound
Label >

[On] : MOFFRETNVZZORRET NVE
Surface (EDTSurf) > Fragment
Surface (eF-site) Em% % [/ gi ‘a‘o

Hide All Surface E Molecule
Show Al [Off] : Z @%ﬂf\‘{"}:\‘/l/ ZHLE ‘a_o
Hide Not Selected iydrogens

Hide Selected
E Hydrogens
Hide all H atoms

Hide all nen-polar H atoms ith ACE and NIME

Show all H atoms

[T Ligand Inf FY  Save Image E 5-5 Bond
T e

FOMDFRET MZOWTIILLTOY A F 2SR L T 7ZE0,

https!//www.moldesk.com/moldesk-basic-commands/#Displa
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https://www.moldesk.com/moldesk-basic-commands/#Display

1.4.4. BOFTA

DE T A R FRTOBREEZ DL ENTEET,

5 | myPresto Portal

File Select Display  Color Option Expert Simple Screening Preparation W %%'%I4V°§§%°Jﬁ%

gl e PUOGk e || &ER L. [Color] A==
Bonds » Structure L
< R N
[ P2-L1-W 52 Backbone o chan || CEREERT D LAnED
~ @ prot _ Tube Ribbon Cartoon ¥ Residue D% j—o
v Cha_llnr:E': H Bond > Charge
> SER
N 5 PRO 55 Bond ¥ B-Factor
3 65 GLY All Surface " Shapely i f:\ [CO]OI‘] - [A].]. Surface]
> TVAL Background > Group T T R TCOSFFRE OGBS
» 8 VAL T
A s = - > -
, sl insertfe A" B % RIS 2 5 = &
10 SER. N
’ — BTEET,

[Color] A = = —DEIHH DFEMIZHOWTIL, ATFOHA FESRL T 7EINY,

https://www.moldesk.com/moldesk-basic-commands/#Color

15 Fyx>4g

SHBRyX U 720D, Kb UTAR Ry X THREOFETHIZ R LET,

FHNEIZLL T D@D T,

KZJRF « EF&(IN0
PDBEZMHAS &@HWJZ%EE@:
[Dock] - [."-tto Docking] (48— U I-‘Z%E%Si
fﬁﬁ%ﬁﬁ!ﬁtﬁﬁ R w h;ﬁmra
3 [ w #tﬁﬁ%

13


https://www.moldesk.com/moldesk-basic-commands/#Color

X over. 1.1.90 LAET, Z U /7 EITIMA THEBRF~D By F 7N AMREICR D £ LT,
SRRE LT, U BEELIIER S FEARETEET,

Ry X ZHERNICR 7y b (D7 r—T7K) #4EKTH20ERHY 7,
Ry MERIIZUL T OGER S Y £,

Ry NOERFE

1. DTOEEEZRT Yy hOTa—T7H8Z0HL0I0T 5 HiE
FEAREBOEMEE N D> TOAEAICHWET, VAV Ry 27 u—7mE LET,
BRI BUNO AN U ET, #EEGERIRA,

2. PFOREIARTy hOT0—T7 Giatilid 505k
SN EELIIIRS Faa by FaR L Ed, #ERIR,
A—PPLEEZEET DI, HEMICIRKRT D2 L b TEET,

RNy FOERIZHT-V, FTOMEELEZ T 0 —T 5I275 (HDHWIEOEREIZ T v —7T &
BERT D) o ERIRTAMNENRH Y £,

RNy NOERBHED SR, Fyx o VA THIT 2B E0n+ & U I Ry
FEEELET,

ZBEERDFIIL T EE IR T2 a L+ CTHREGRIRTEE T, YT Ry
FIE 1 >DOLEWETZITHETT,

myPresto Portal Tit, B F#E (D72 &b 1 ¥ U RV BT RBBROF 2S00

EHY) LVHYRaTF A >OLEMET2i38E) ZBBICHBEEL CHETIZ LN TEE

EDS

% myPresto Portal TiX, Ky ¥ 7HAETX 2188 (VHV F) O4FEiX, 400 Da
WHIR STV ET,

15.1. mmCIF/PDB 77 A /L&A 3 —2 v MEHTHAAL

[1.2.3 [File] - [Open Remote mmCIF/PDB]) #& L, 7A T —X L L TA ¥ —F
> k225 PDBID 1m17 % FiAari £,

Z D& 37 E 1L EGFR tyrosine kinase domain T, #1723 A4 Erlotinib ® 43723

ML TWET,

14



152 €HHLKYFVY

Dock
- [Dock] — m [Auto Docking] #ER L £9°,

WOIZ, BE)TT RTON PR L TRE LIZKEFRT OKPOMBERIRIET) NS,
T RTOILAEW E 7213HEZ Gasteiger TEMMBAIIN SN E T ALEW £ 721 THELAN D73 T,
[Help] — [Preference] - [Molecule] — [tplgeneX] TR L 7= I FES W CTHEMA A S
nEJ,

153. 2BRAREVHUYEDHFEES

BATINNTET 5L, RBROBRBRZET A v =V XA T 0 TRFRSNET,

i Docking: Select Receptor X Z @WIJ’C&i

Y ) —FRFIE T
Please select Receptor Molecule(s) including at least one Protein/Mucleotide, and click [OK]. u N
prol ZJER L,

e ey K E7YyrLE

7,
] P2-L1-W 52 = 8| B prol B8BAKEL LTRBSNIZD
s IE pro 1 [Receptor] | a prol DOFRFLH o prol [Receptor] (20 £,
- [ lig2
B [ wat 3

SXBEEGFL. Z NV EERLIERF e RIK 1 OF0H8EPL Y T, LEW. P
BREZALTHNTHENPENEE A,

KORBFET T, Z N RIS LS OS5 A B BIRATRE T2, U A RS

BT DRy FOZEMITZET D X OITRRL T 7230, BN ZZMIcs LT Ry F
TRIREITNET,

15



1.5.4. Ry FEERT S

"™ Method to make or to find ...

ZRINRER. N7y MERTEZBIRT 5
(®) Coordinates of the ligand AT aTPRRSNET,
i) Make Pocket

) Find Pocket Z OFITTIIIEfEE N D> TND T8,

[Coordinates of the ligand] % 3%&R L
Cancel BIRL7ZUH Y ROEEBRE R FD
Tu—7 I LET,

Wy MERGIEZRIRT 5447 v 7 OWEAOHRIZLLTOmEY) T,

IHH LA
[Coordinates of | EIR L7 T DEEFEEZ R v T o —7 I LET,
the ligand] BRI BUNOER O FEER LT, LT e —7 8l TE 7,

[Make Pocket] BIR LT/ AEROER EICAR 7y hOREZE S, ERONEIZAR T v b7 1
— 7 N EERLET,

[Find Pocket] BR L= RIERORE TR v MERZITWV., #HEO 7 v —7 5% BEY
(A a7 NAZ AR L E T,

By hOT =T FICT BT (BT BUSDS T ) &RIRT 544 7 1
U SNET,

™ Docking: Select Pocket Molecule

Please select molecule(s) of Pocket, not including Protein, and click [OK].

ancel

M P2-L1-W 53 = g
@ pro 1 [Receptor] ZOHITIEY V) —FIR i T
DE a lig2 38R L, [OK] #27 Vv 7 LET,
b [ wa

16



ZORE, U R TFORFDFRIITRY £97,
i, VY ROFOT R TCOBEFNRTy bOTa—T Jillgo=Z &R LET,

7=, vy —FrEEic B pointd BEREN, By FOTE—F ERRISEN SN
Z L RHERTEET,

U ROBREET A=V XA T 0 I PRERRINET,

—oplcix B g2 %

Please select one Ligand molecule for docking, and click [OK]. V) —FoRHE [ T
=L [OK] %

Gra | | 7V 7 LET.

VA R, A7y bo7da—78 LTHW e F L0 FE2EETLHZ L b

17



Basic

Dacking
Method

moderate ~

Mumber

Mumber of candidate melecules: 30 =

Make grid data
Clustering
Mumber
i Clustering Mumber of cluster: 10 =

Koo HEDRIRES 1 7 7
RS ET

ZOBITIZ. T 7 AV FOFEOE E
[OK] #27 Vw7 LET,

[Show Customize Tabs] #27 U v 7
T5HE. Ry X 7EREOZEMT

Show Customize Tabs IRNTAH %&ﬁ %) ﬂ‘ﬁléf‘@—o

Cancel

R 3o ZEBEO S

WREFA T v 7 OEAOHRMIZLLTO@EY T,

HH B
Docking Method fast I CRG FE
moderate PR THIEE (57741 1K)
precise AR C G
Number of candidate | 1577 1#1& D Hi T %«
molecules
Make grid data 7Yy RERLET
1B H OFAETIISLATTR, F UHFEL &
Wy D EEDIRUE D e IdA TE ET
Clustering | Clustering W& 2 AZ VT LET

Number of cluster

VA NEFZRry hO7a—=7 I LET

Show Customize Tabs

PRI N T A AREE T HH TR RLET
KZDX T aFrT5HE [Basicl % 7 OmEEN—H
EEARAN BT OEENPLE (EET 512X

Cancel L THFTTLXLEDH D)

¢ myPresto Portal TiX, Ny 7 HEAETE e (VHV F) O FEIX, 400 Da
IZHIFR S TV T,
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155 #EROMER

Ry ZHENTE T35 &, Docking Info HfIZ, v &> VEHHEIZHE - 72{LE5 % (ligd)
BIORyX U 73EICEY FRISNZ 10O TREENR A 27 ORWIEIZY A FFERE
ﬂij‘o

53 FHEE D BAEDEIZILL F D@ v T,
AGfE (deltaG, HHT=x/L¥—)
Aa7 (score, NyFor72a7)
RMSD (R ¥ ZEHEDO AT THWE Y T RITkd 2148)

™ myPresto Portal

- o x
File Select Display Color Option Expert Simple Screening Preparation Window Undo Help
oo EaAE B
[ Pa-Li-pt 3 = O || command View £ = ] “untitled : 7 Dox =0
B prot De [Prepal RMSD ~
B pro2 sign ration|
biig3
0 point ﬂ Insert from File

Make Pocket

Find Pocket

Select Receptor Molecule

Docking

SA
ﬂ Auto Docking
2

[ )V Console 52 | 7] Warning Console, =g N@ 462

Docking Info i Dy F %227 U v 7 LTT | F—%227V v o745 &, BRINLTFNR
3D HHZ 1 >FORRSNET,

& console [ Docking Info 23 Docking Info [ Tt 258K L T (HGRIR
image SA deltaG score RMSD

| IE Ctrl+2 UV v 7). 4527 Y » 7 L. [Add Selected
i {SJEO e 2 | oeml om Docking Result] Z3#R7 5 Z & T, £ Otk E
‘ 5 % Ligand Info B[ (2B 5 = L3 Cx £,

[
il Add Selected Docking Result

19



1.6. JKPTH MDFHE

HEMERIEIC L D, & b2 MD HREOFETH 2R LT,

FIEZLL F @Y T3,

: ~ | KEET - =AM
PDB#&FMMAD *

*’ BIEIK « 1 > &40
[Dynamic] - [Auto Solvate
and Dynamics] «_- *
T RILF—imIEE =

v &

ERERERT MD=tEs

1.6.1. mmCIF/PDB 774 L&A 32—y MERATHEARAD

[1.2.3 [File] - [Open Remote mmCIF/PDB])] #&8 L, 7A T —X L L TA ¥ —>F
v 225 PDB ID 4hjk Z it A E T,

"™ Open Remote PDB

Internet

Gance

Bl Wz T4hjk) X, B O EXRF o TF,

*¢ myPresto Portal Ti%, MD BB T& 2 RDO2FETHiX. 25000 FHFIZHIB STV E
‘a—o
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1.6.2. £BEFHMD &

% [Dynamics] — m [Auto Solvate and Dynamics] #3#R L £,

LUF ONEIZALEE DM T O E T

® O FITRLRE LIKFERFBMIMSNET (7740 MIKTOMRBERTE) .,

o VAW E - ITHEIK L Gasteiger THEMMNAMSNET,

® (LB FEIITBELIAN D 4y11E. [Help] — [Preference] — [Molecule] — [tplgeneX] TR
LI DS CTEMEZMAI L E T,

& Solvate X
l set water
crystal water system size center coordinate

i @ use crystal water in PDB shape Center of gravity of molecules

i (] predict precise placement Sphere

| size

| 8 set water Margin from molecular size

| margin(A): 8.00 =

| add ion s
method
in human cell ( 10mM/Na+, 100mM/K+, 110mM/Cl-) w

| B add ion

]
]

i

® KL A A ATINDTIEZERT LA T 0 VRFRSNET,

ZOBITIET 7V R ETEITLET,

IKEEBEZ DN T,
CROBELEEBEORLE L, A RXEEOERNS SADERE LET,
A TN DONT,

b FOMID A F o PEE T, Natd K+& Cl-Z2fHmL £,

21



REHEH OBBIZLLT 0@ Y T,

Set water OKIRIEDOFTINZ T AN LW NETF v 7R v 7 A TR L £,

crystal water | use crystal water in PDB | PDB Otk % RIZED 5
(& & 7K) predict precise placement | #&5 D B S dbAK &2 4T 5
shape (1K) Sphere (k) margin (BE /5 OFEEEA)
size (K& &) radius (CP£EA)
Cube (HFEK) margin (BB OIEEEA)
Xz (x. y. z FARIA)
center coordinate (H7.0ri) Center of gravity (A8 D E(»)

Setting of the central coordinate
(= — 4B
~ U A7 Yy 7 THILJRF 245 E)

Addion (Na+, K+, Cl-£# A FHN) 250 L0 nEdF oy 7Ry 7 ATEIRLET,

method direct input of number of ions (1 4 > %% AJ7)

minimum number of ions to neutralization (F&fnj % H10)
saline solution (0.00277/Na+, 0.00006/K+, 0.00283/C1-)
(A= PR BRI )

in human blood plasma (154mM/Na+, 4mM/K+,
158mM/Cl) (& kD fiRA A )

in human cell (10mM/Na+, 100mM/K+, 110mM/Cl-)
(&~ OMfaA A )

in bacteria (10mM/Na+, 200mM/K+, 210mM/Cl-)
7T VT DA A PR

in densities of Na+, K+ and Cl- in mM

(nM HALTHREAT))

in %densities of Na+, K+ and Cl- (100mM=0.18015%)
(%HAL TREEATD)

KL A A ATMOTEEEEL [OK) 227 Vv 73258 WHKEA TN mEn
jz—jéo
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27Uy 73 5E, BEOPMIIERNPERINET,
TN — R MERHR ORI ES A 7 1 7 BFIRSNET,

M Global Minimize b4 ™ Global Minimize be

loop limit loop limit
MINT -y 4 [steps): 5000 = MINT -y 4 [steps): 5000 =
loop limit loop limit
MIN2 i 2 (steps): 5000 B MIN2 gy 2 (steps): 5000 =
MIN T MIN 2 MIN1T  MINZ
Method : Steepest descent ~ Method : Conjugate gradient ~
I:‘ Pasition restraint  selected atoms w I:‘ Position restraint | selected atoms e
[ Generalized Born [] Generalized Born

ZOPITET 74V FOEEFTLES, BERIZUTO®EY TT,

- HiHi LT 28], cosgene (Z X D= X —HIMLEHR AZITVWET,

- 1EHIZ, &EF TIET, 5000 27 > 7', fEHH 7 L, Generalized Born £72 L
< 2 HIE, EBEAEIET, 5000 A7 v 7, (LEHHRZ L, Generalized Born #£7¢ L

T AL F— i MEEHRI3E R L T 2 ST AIE T (BRI T LZ2WEAII MIN 1 £7243
MIN2 DF = v 7 24 LET),
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1[EHDOFEITICEET 23 E%E MIN 1 C, 2B HOEITICET A% E% MIN 2 TV ET,

REHEH OBBIILLT 0@ Y T,

loop limit (% A LAT > 7)) 77 4/v K 5000

Method Steepest descent (F2afE %)
Conjugate gradient (HL:A%ARLE)

Position restraint ((Z{EH#)3K) | Selected atoms

T5 (=R~ ATRHRE LR (H) ZrER R T %)
Main chain (proteins & DNA/RNA) (F_XTDHH /%
B &My O FEH)

Heavy atoms (proteins & DNA/RNA) (=T mn# X
7B LRy T OEIFT)

Generalized Born /£ G151 %

TRNF R MEETEPE T2 & MDRTEORMURES A T rn I BNFERENET,

ZOFTIET 74 FRETCEITLET,

™ Global Dynamics

- 1 [BI720F 94T
MM D (steps: 2000 2] LIMP2 - step 1T 2000
*NVT 77 n
+ Generalized Born /£ CHFHE L7220

MD 1| MD 2

[ Use restart file

Ensemble: MVT  ~ ° *ﬂ/ﬂﬁ?ﬂ‘ig SOOK
[ Generalized Born . 300K {E‘ngﬁ—.
Temperature (init) (K) : 300.000

Al| 4

- PLEFHR T L

Temperature (const) (K} :  300.000

[]Position restraint selected atoms hd * SHAKE §+%‘j‘ %)

[Z] SHAKE (H atom bond) — o

e st e s e A A LAT 71X 2.0 fsec
Cutoff length (A) - By NATERRIT 14.0A
Qutput trajectory * :]:Z\‘/I/‘e‘\:b—77/])/l/l|jjjj&) D

MD energy (every steps): 200

(200step = &)
NIV N T AN HY
Show Customize Tab (200step = &)

-FMM {EIZ & % Rt — o > )5

(B DR ER D T2 8D)

] Coordinate (every steps): 200 for Animation
Ty Steps,

AR AR

[velocity (every steps): 200

G
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® myPresto Portal Ti&, cosgene T T2 13T 7 4/ M T, {LEWE T 13HETIX
AMBER GAFF2, s (% /32787 L) 13 AMBER ff99SB IZi% E L TV ET,
([Help] — [Preference] — [Molecule] — Force Field T/J3G3AE a6 TT,)

BREHEH OHAIZLA TOm®@Y T,

Loop limit (¥ A AAT v 7)) 7 7 4Lk 2000

Use restart file (VAX— K77 A V%5) 574/ : OFF

Ensemble NVT (/) =HNT Y7 )L)
NPT (NPT 7> %7 )
NVE (S 7ual /) =hLT7 o7 )

Generalized Born £ CEH 9 2

Temperature (init) FIHIEE K

Temperature (const) —EIRE K (NVE 7 W 7VIERER L)

Position restraint ({ZfE#J5) | Selected atoms

=15 (=R~ A TRHRE LR (H) 2 ERRT %)
Main chain (proteins & DNA/RNA) (_XTDH X
7B &My 0O FHH)

Heavy atoms (proteins & DNA/RNA) (=T m# X
G LIRSy F D ER )

SHAKE KEJFFDOfia ZEES 2

Time step %A L AT v 7THlE (fsec)

Cutoff length 7 v b4 7&K (A)

Output trajectory MD energy (£ R/LX—(EDHTIA T~ 7 HIE)

Coordinate (FEFED ) A7~ 7 HkllE)

Velocity (x, y. z#HEDH I AT » 7 HI#IR)
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MD FH53E#ERE LT 2 MIZEATRIRE T, 1 mIH OEATICHET 2% E2 MD 1 T, 2 [HH D%
FHCBIT ek E% MD 2 TITWE T,

loop limit [r— loop limit loop limit
EAMDT | yp 1 (steps): 2000 [=f] VD2 WMDY pipq(steps: 2000 (2| MIMDZ ypoicong 200 2
N
MD1/MD2 MD 1| MD 2

[1 Use restart file

Ensemble : NVT ~
[ Generalized Bom
Temperature (init) (K) : 300000 2
Temperature (const) (K) : 300,000 z
[ Pasition restraint selected atoms ~
SHAKE (H atom bond)

@l‘ﬁi%ﬁ@ MD 2 0)9::5 > 7 78 Time step (fsec):
Cutoff length (A4) :

Y% LEBRITVANICTRY _

Output trajectory

MD 2 ¥ 7OEARERSHES | | Do @
Coordinate (every steps): 200 L for Animation
[ velocity (every steps): 200 z

Show Customize Tab
Cancel T

MD EHENK TTH L a~y RARZ VEIORE o NEITAFEIZ 2D £37,

™ myPresto Portal = o X
File Select Display Color Option Expert Simple Screening Preparation Window Undo Help

EDHIE BEEI L]

[ Pr-Li-MzW 2 = O || command View £ [ “untitled :  Global Dynamics % = ¥ Console | [ Docking Info | ] MD Analysis £ | =] QSPR Info = ﬁ‘
Bt Prepal myPresto
8 = ot
s Energy Temperature Distance
a mes u Insert from File Angle Dihedral RMSD
O mets
SR Frame Step
9 i < | Save Animation
A roger
Partical Charge
|« < 4 I N N 5|
[o P
Speed MLoop [ISwing
[ s i 1
m Global Dynamics EXE> INPUT "

TOPOLO= FORM  NAMETO= Propl
COORDI= PDB NAMECO= all_prevpdb
REFCOO= PDB  NAMERE= all_previpdb
SETSHA= READ NAMESH= md.shk
SETBOU= READ NAMEBO= capbc

Qum

E Auto Minimize
E Auto Solvate and Minimize
m Auto Dynamics

m Auto Selvate and Dynamics

[ Ligand Info 52 =8

image name

OH

EXE> MD
CPUTIM= 2600000000
TIMEST= 20

LOOPLI= 2000
SETTIM= 1000000.0
UPDATE= 20
OUTLOG= 100
LOGFOR= DETA
SHAKEM= HBON
METHOD= CANO
INTEGR= LEAP
THERMO= CONS

[ jV Console &2 | [ Warning Console! o SETTEM= 300.0

10,
H\m lig2 115

[ ]|| | ma=SeTRANDOM= ssezar STARTT= 300.0
: CUTMET= RESC

CUTLEN= 140

DIEFUN= CONS DIEVAL= 1.0

CALCAP= CALCFORCAP= 10.0

USEFMM= YES

v

1.3 7uv=s FORE 28R L, E£EOLRITTuY s R RFELET,

*¢ myPresto Portal Ti%, MD BB T& 2 RDO2FETHiX. 25000 FHFIZHIB STV E
‘a‘o
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1.6.3. MD FtE#ERDOHER

MD Analysis i (_EFRARFE) O myPresto @
Energy "4 v %27 Vw7 35L, HERXANX—ORMET T 7 2R RLET,
Temperature "% > %27 Vv 35L& REORMENSZ 7 E2FR R LET, B Lk
M EE) L7 2007 7 72 FRRTEET, 0.2/ 9727 Vw352 LI
£V, 727Uy 7 SORFOEE (&) 252 ENRTEET,
Distance "% > %27 U v 7 LTho, JRFE 2, vUATERT L&, @RLEZ 2K
FHIEREDRFMZ 7 T 7 &R L ET, Bl & RefEgh s EE Lz 2 ooy 7 7 2 F0R
TEET, . 2RV 7 7% 27V v T528LI80, 7V v 7 K OREOENE (1
E) #RAHZENTETET,
Angle "% %7 Vw7 LT, RiE 3, ~UATERRTLHE, BIRLEZ 3RT
DI T AEDOREEZEAN S T 7 2 FRox LET, Bl & R E8) Lz 2 Ronr 7 7 &%k
RCEET, EF 2V 7727V v 735281280, 7V v 7 KO OEE (1
E) #RAHZENTETET,
Dihedral A% > %7 U v 7 LThb, g 4, ~7ATERT L L, BN LTNEE
(2L 1FEHE 2EADKRFORTHE L, 3FH L 47 HOFEFORFEDR O 2 17 D
M7 7 7 aFom LET, Byl & REFHEhEE) L7z 2 R/ 7 7 2R R TEET, £
e 2LV 7 7% 7 Vw7 FTHZ 8L, 7V vy SORROBE (g 752
EMTEET,
RMSD A% %27 ) v 7 LThb, VY —FKREECTHF%x 1EH, v A TRRT 5 &
BN U720+ ORI HAERE %45 RMSD ORI T 7 2 FoRk U9, Bl & Wy
DEEN LT 2RIE T T T FR CEET EL 2RI 775 )V 7T HZEITED,
7 Uy 7 SO OB (s 272 ZENRTEET,

MD Analysis #[H® Animation =2 hr—7 —Z#fEF 252 L2k > T, 3D AT, 7
FREBORHZN (F7Yx27 M) —) 27 =A—2a TR RLET,

[Save Animation] RZ %27V v 7 35¢L, FRLTWDLEFFDORETT = A—v g
GIF iI27 7 A1 TExEd, 2O, 7L — AREFBROKE S AIEE T,

[Save PDB] R# %227 ) v 7 325L, 2RO IV =27 NIDKEAFT YT vay b g
PDB 7 7 A MIRAFTE E7,

MD Analysis Hjf(ZiZ. MD 7’22 Z 2 (cosgene 728 ) DA T 7 A VONKEFERL
£9
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1.7. GROMACS TOMDEEE LS MM

11—

1.7.1. [Preference] — [Molecular dynamics] MDEXE

[Help] — [Preference] — [Molecular dynamics] i T, [Molecular Dynamic Program : |
T[GROMACS] % #{R 35 & . GROMACS (2 & 5= /X —fvMbEtE & MD 75 %2 5217
LET,

™ preferences

type filter text 1. Molecular dynamics 2 i
i MOEECL_“EF sl Molecular Dynamic Program :
2. Screening | OnoMpi( y [ ® Gromacs
| no cosgene’
4, H bond .
5. 3D view
6, Molecule GROMACS directory | C:¥Program Files¥myPrestoPortal¥gromacs¥winG4¥gromacs-2021.5 Browse...
7. Internet |
8. Other

Restore Defaults Apply

Apply and Close Cancel

Z ZC, Windows 10 X" Windows 11 L4+ & Linux, MAC TiE, =—¥%# 723 GROMACS
ZAUAR=LLT, £ A =L L7 GROAMCS ® [GROMACS directory] OF%EMN
VECTF, Windows 10 X Windows 11 TiE T GROMACS 034770 7T Kk
ELTHLOTIOREIILEDLY £HA,

[GROMACS directory] |d, share & bin 2{F{ET 5 directory Z % E L TL 72 &0y,
X BlIX— 3 U Cld. GROMACS D3 TIX. bin/gmx T, WAHIEOFEER L TITWET,
A VA P=AT 4 L7 RUIZ, bin/gmx MEELARWVEHIEITTE 8 A,

OpenMP <> thread MPT ®I#%ki%. GROMACS @ HEWAJIC A 2R E T A HEREICIKIE L
TEJ, WPLIZEHA L TEREA,
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1.72. b5 MUK

UTO 7Y =7 MU Z2FATLTC, RREOH 5 77 7 138l L EE) L2/ 7 7 2%k

ﬂ—?bij—‘o

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

ﬂﬂﬂ@@ NEHABEQEEN

[ pa-1-M2w 5 | [ Command View [ 4kn6_mdo005 : 10 Global Dynamics 11 |
B o1 Scree i Prepal
Aoz son Bl s ning [ffration]

Bligs Other  ligand Lig2

wat 4
0 mets Copy
B mets

u Insert from File

ﬁ Add Remote Compound

n Add Fragment

cule

O tigand info & | w0

image name  SA

£ jv console £ | ] warning Console

= O || console| [ Docking info | [ MD Analysis 23

myPresto

GROMACS \
o 20 ot

gmx rmsf 2D plot

|| gmxgyrate 20 plot

gmx rms

| gmxmindist 20 plot
|| gmx hbond 20 plot
|| gmxrama 20 plot

|| GROMACS Pca

i e
e .

GROMACS - input user file

Step
& <1 | save Animation
ol Il i = 2l
||| speed i Loop [Iswing
tile =MD B
|| : Run parameters
|| integrator “md  ;Aleap-frog algorithm
| nsteps = 20000 ; Maximum number of MD steps to perforr
dt - 000 - 1000 f< v
< >

NIV MU CELHEBIILLTO#EY T,
— %
(1) gmx energy
(2) gmxrms
(3) gmxrmsf
(4) gmx gyrate
(5) gmx mindist
(6) gmx hbond
(7) gmxrama
PCA Bif%
(8) gmx covar

(9) gmx anaeig

¥ FHAEOZEMIZ,. MolDesk Basic ¥== 7V %

| View mode: Fog Perspective

THWLSTIZE N,

% GROAMCS 2L % F 7 V=2 kU OFEMIL. GROMACS O~ =27 V&HE,
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18. ‘tEYD2DITT 44—
Ligand Info B oL &M E =130 %2457V v 735 L[Edit 2DIA = —0FNnE3, Zh
Vw7 FTHERNLIACEMET-ITEEZ AT LT, 2®e=T 4 #— JChemPaint

NEEN L 9, JChemPaint ®/3X— 3 0%, 3.3-1210 T (2018.1 B SO FH ) .

1.8.1. JChemPaint D#ZE)

[ Ligand Info &1 = B8
image name SA

IH;
F{ﬁi'
H
lig 2 446
HO
)

HO Ha' Bl Edit 2D

o)

BIRU7AbEMET213EA A LT, 2D =7 4 #— JChemPaint 23EHE) L F7°,
[ Console | Docking Info | MD Analysis | Edit 20 22 =9
|

| Apply

File Edit View Atom Bond Tools R-groups Templates Help

‘? Lol ] (5] (] (][ [ Gl ol =

ko
= N
= 9 [m
= ) 5
N " @]
ER\<;\ o
— oH @)
[
o
H
0\ o
HO HO/ \OH
4 i [

(S (o) 0 (7 sJ . Giles U R

| Draw Bond “ “ ‘|Zoomfaclon 10‘..‘

¥OEESN/NE W E XL, X T OERSy B~ 7 AT myPresto Portal O DA KT v 74
L&, HmARY LT, mmERE LTHEMTEET,
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MEZIC, A==2— Lo [Applyl R&Z > %227 Vo735 &, MELZDT% 3WEfbL
T myPresto Portal [ZHU Y iAZE T,
JChemPaint O FHEIZ DWW TiE, JChemPaint @ Help A == —% TS 7230,

1.9. HEBEHIR DfERR

myPresto Portal OMERERHIRZFRER L7 7 N7 = T W20 EETR. (BR) IH#EEN
A A ® MolDesk % ZHEt< 720,

s (BR) THHEFLNA 4 https://www.imsbio.co.jp/
% MolDesk https://www.moldesk.com/
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