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LB_agri_Kishida 2210.ligandlmage.zip
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LB_drug_ Namiki 2204 - ligand : — MOI2 N O i
- mts_data : -
- protein 1181
-pro_list(h Dwai ) :181 Y
-pro.list (h Dwmi ) :181 Y
-version(h O wai ) :DB # -~V sievgene—P D o'
fi
- ligandimage :MolDesk Screening # e h O i
— 3= 1L
B Linux v o fi — 8 cvfiy|s 48
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B —Re-|®edd) el 50™fer =001 ™ 0D @l FwoR or
A < C:¥Program Files © MolDesk Screening % - o3 Y%
B A<ses 44 63G Pum/ -0 3 A—#° wafil ® D1 —
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Prepa E
[Preparation ] - [Make DB for Screening] # ¢ 1 4 | LigandBox - 8

"om - hO i & - o=8 @< 2> sfia —ed2z3 el A
| <%%# %3 A/ 4|~ |4 & LigandBox —8 " o@m¥% =V Leo.">5
fi = - # %3 A°

A hO i |8 — sdf NDwmmi % #A°

B - ' dsfiaz A{ed2z1e- 354 | & z L 100
1000 - =0 o ™O % o ™< @« D afifi- vOKi 4
TR A PR &
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Ll Warning >

Make DB : Please execute "Save As". This command is available after saving the
l % project by [File] - [Save As].

3 Ve AZE- —k. ©ve< . ds [File] 8 [Open Project] # ™V Z 8 E
[Make DB for Screening] £« ! ¢« =V < % 8 —: 0 afi - ¥% {1 < %Ne
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[l Warning X

Make DB command can not execute, because database exists already in this project.
Please execute at other project.

Agrs ~ o work ¥ database h ¢ 1 »% 14 =™|k. ©VeJ #eD
z>el ~|fesovvE <of =3 0—#° work ¥ database — @ =
o™ —Kk. OVel # ==9 0 ™9

142. ¢D>34z0 ® —

ke ©¥<J % 14 =™=2work ¥databaseh ¢ i 5% <o ™ 8 —e
D2AZD @ - ¥ 3 A°

name to identify molecules, if "<NScode>" or "<SUPPLIERID *=" or "<IDMUMBER=>" or " <idnumber>" does not exists in sdf files:

set supplier name if " <SUPPLIERNAME_*>" does not exists in sdf files (option) : SUPPLIER
ag of moleculer names (option) : MOLECULE

SOURCE of input files (option) : SOURCE

Example of output mol2 file
@<TRIPOS>COMMENT
IDMUMBER = Value of <MNScode> or <SUPPLIERID_*> or <IDNUMBER> or <idnumber> or (Property value user inputs above)
SUPPLIER = Value of <SUPPLIERNAME_*> or (User inputs above)

LIGANDBOX_ID = MOLECULE-""" (MOLECULE : User inputs abowve)

SOURCE = SOURCE (SOURCE : User inputs above)

SOURCE_ID = Value of <NAMIKI_ID> (if exists in sdf files.)

i = =
] by partial structure ® General O Agricultural

Min|200 2] Max 400 [2]

T

2 —8
[set substitute property name to identify molecules, if  "<NScode>" or

"<SUPPLIERID_*>" or "<IDNUMBER>" or "<idnumber>" does tag does not exists in
sdf file :]

10



— — % o0o—% % <3  =3A°9
L8 sSdf NOwmi — v @ <00 233022 == 0 ™9

B sdfh O wmi & Windows # ™= 4 A | 8 h' 2> shJ — TeraPad %
FAO

SAdf N O memi — < ~=38 property < -=8 NScode s v | SUPPLIERID_*
3V | IDNUMBER 3V | & idnumber —  %Ne|| e Ao gL

> < NScode>

*kk

> <SUPPLIERID_*>

**k%k

> <|IDNUMBER>

*kk

> <idnumber>
*k%

'\/00©8*|

% tdl=m™ 8 MolDesk # | ® - A MO2hDwmi —cofis —
IDNUMBER= r~ & sdf h [ mmi — propery — L —|er o3 A
- H ~ % rodqac

(mol2 h O wmi )

@<TRIPOS>COMMENT
LIGANDBOX_ID = MOLECULE  -00000001-01
SUPPLIER = SUPPLIER
SOURCE = SOURCE
IDNUMBER = NS -000000001-0001
MOLECULAR_FORMULA = C8HINO4
MOLECULAR_WEIGHT = 183.163
MOLECULAR_CHARGE =0
SUM_OF_ATOMNUMBER = 96
SUM_OF_ATOMNUMBER_MINUS_CHARGE = 96
NUM_OF DONOR =5
NUM_OF ACCEPTOR =4
HOMO = -9.2167
LUMO = -0.5693
NUM_OF CHIRAL ATOMS =1

11



@<TRIPOS>MOLECULE

MOLECULE -00000001-01
2222000

SMALL

USER_CHARGES

@<TRPOS>ATOM
1C1 0.2340  0.2060  -0.1420 C.ar 1 LGD -0.0357
2C2 1.5030  -1.9990  0.1260 C.2 1 LGD 0.3443
3C3 15630  -0.5300  -0.3070C.3 1 LGD -0.1662
nnn
A MoRhOwai | @ ®< ' 2 5fia <odgA—%28 ©-' > afi -
' @ ~ Ls IDNUMBER < -=1— % 143 sdf <— 1%
~odg4°
L 28 8 SAf N O wemi — % — ds < <=8 property

IN

-~=8 NScode 5 v | SUPPLIERID_* 5 v | IDNUMBER 3 V | & idnumber —
Yoo Yo V < =3 A°

Mrv1622910011607582D

14130000 999 V2000
0.2198 0.0635 0.0000C 0000
0.9343 -1.1740 0.0000C 0O
0.9343 -0.3490 0.0000C 0O
0.2198 0.8885 0.0000C 00000

- 0.4946 -0.3490 0.0000C 0000
-1.2091 0.0635 0.0000C 000000
-0.4946 1.3010 0.0000C 000000
-1.2091 0.8885 0.0000C 0000 00000O0O0O
1.6488 -1.5865 0.00000 000000000000
1.6488 0.0635 0.0000N 0O0O0O00000O0OO0O0OO
0.2198 -1.5865 0.00000 000000000000
-1.9236 - 0.3490 0.000000000000OCOOQOO
-0.4946 2.1260 0.00000 00000000O0O0O0O
3.6524 0.0000 0.0000CI000000000000O0

o
o

0
0 0000
0

0000
0000
0000
0000
0000
0000
0000

OO0 op©°

0
0
0
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>< SID>
NS 000000001 - 0001

RS

nnn

L — sdf h Dwi # | 81 —33%]|8 MOI2 h O mai ~ IDNUMBER= — %
# %o ™M—% 8 SAf N D wai — < MO2h Dwmi — 1 %000d3A°
/ v #8 4 ~ property SD— &£ mol2hOwmi —cofi) —
IDNUMBER= < o=  A{ i<~ o3A°

/ — - — =|32 —s8

[set substitute property name to identify molecules, if  "<NScode>" or
"<SUPPLIERID_*>" or "<IDNUMBER>" or "<idnumber>" does tag does not exists in
sdf file :]

-8 SID < property 4t o3 A

name to identify molecules, if " <NScode>" or "<SUPPLIERID_">" or "<IDNUMBER>" or " <idnumber>" does not exists in sdf filed: ‘
set supplier name if " <SUPPLIERNAME_*>" does not exists in sdf files (option) :

Example of output mol2 file
@<TRIPOS>COMMENT
IDNUMBER = Value of <NScode> or <SUPPLIERID_*> or <IDNUMBER> or <idnumber> or (Property value user inputs abowve)
SUPPLIER = Value of <SUPPLIERNAME_*> or (User inputs above)

LIGANDBOX_ID = MOLECULE-*"* (MOLECULE : User inputs above)

SOURCE = SOURCE (SOURCE : User inputs above)
SOURCE_ID = Value of <NAMIKLID> (if exists in sdf files.)

[ il .
@ General O Agricultural

Min|200 2] Max 400 (2]

o] o |

13



L s SAf N O i —

<

o=

property
> <entry name>
molecule.001

8 4 [_ 8

Yok o

[ARRe]

<

> <entry_name>

molecule.001

| 8

[Convert to 3D ]

—|fer sdfh O mi — 2 =

property ¥% —|fer s

%% YF°

I I

D o0} ™9

HveeA]< 3 L oo
3 | — # e9AMBERGAFF2 ~ |{ «
Ei D - 3 L o/ — s
H - < — & e9H - | & /
woo# ~ofke - |
2D A 3D MOPAC7AM1 # A °
mwveed A< 3 FOo ™ — |8|_| —
° — | Fomgol! eni— &/ —55
=8 MORhDmi & AA° %BAE -~ 3
rg=™foz— #£3 % 00— 8B HVES.
d Ao
3 A 8 — Conformer &£ A | ww
E-A-||94 — — - = T™M= 9
make conformer
SRR S I L
°
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set substitute property

name to identify molecules,

if "<NScode>" or
"<SUPPLIERID_*>" or
"<IDNUMBER>" or
"<idnumber>" does ta g does

not exists in sdf file :

Sdf h O mai — ~ 8 <NScode> 3 V |
<SUPPLIERID_*> 3 v |  <IDNUMBER> 3 V |
<idnumber> — property ¥ e ™ ~8 —

property — property 4t8 IDNUMBER =< -=
MOI2 N O memi Al e
IDNUMBER < &= t YV ™ — property & A
] ° Yoy ™ | & 3= — prpperty 4 -
=8 IDNUMBER <A ®
3= — property ¥ SMNe™ 0@ —
property L eq ™ | # IDNUMBER = | mol2
N O -~ tdom™ 11— Lsg | # % %
sdf h O wmi — < MOI2 h O wml — —

t %# %oood °
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[Convert to 3D ] | oke TfigA® | | Nd g3

sdf h D mm! — r~ 8 <SUPPLIERNAME_*> % =
O™ -8 || ¢ =V s SUPPLIER = < ==
. MOI2 N O i~ # % o< — |
Set supplier name
, # %0 ™ o
fo<SUPPLI ERNAI .
o _ sdf h Dmmi — r~ 8 <SUPPLIERNAME_*> % A
does not exists in sdf files L | )
] e/ LF— % 1= MOI2 N O i
~ 8 SUPPLIER= < == t9°
— SUPPLIER — o
IS EEE TS EEI
MoOI2 h O mmi — @<TRIPOS>MOLECULE — — -~
Tag of moleculer name 4 o
— MOLECULE -— o
v ek 2t r%m o~ A ID N
hO - — L Ao
Mol2 h O mmi — COMMENT r~ 8 SOURCE=< <=
SOURCE of input files P
d
— SOURCE — °

(mol2 h O wei )

@<TRIPOS>COMMENT
LIGANDBOX_ID = MOLECULE -00000001-01
SUPPLIER = SUPPLIER
SOURCE = SOURCE
IDNUMBER = NS-000000001-0001
MOLECULAR_FORMULA = C8HINO4
MOLECULAR_WEIGHT = 183.163
MOLECULAR_CHARGE =0
SUM_OF_ATOMNUMBER = 96
SUM_OF_ATOMNUMBER_MINUS_CHARGE = 96
NUM_OF DONOR =5
NUM_OF ACCEPTOR =4
HOMO = -9.2167
LUMO = -0.5693
NUM_OF CHIRAL_ATOMS =1

@<TRIPOS>MOLECULE
MOLECULE -00000001-01
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[Filtering ]

[by partial structure ]
0 -4

i !
o R
-4 e | wwe <A tgeoo™ & afw aqe

[by moleculer weight]
o et g < TN E
L e | #ve<nd

OKILe! peA]<tNDmi ¥" <41 % {—%° O i L = [ o]

Lvil?vw:.IAg

Ll Select sdf files *
T s« TATRYT » MolDesk Screening » sample » sdf w NiaE -]
EE >  HLWIALS- =~ [ @
#0490 FOEA = = 947
vO-F [ multi0.sdf SQOL Server Compa... 2KB
& F9vn-K 5 P
Creative Clou ! I_‘l1\ multi3.sdf SQL Server Compa TKB
O3 pc [ 'j\ multi28.sdf SQL Server Compa... 52 KB
WS A, .
TR | " multi28sdf" "multi0].sdf" "multid.sdf" V| *.sdf W
E4(0) Frtl
I — # | MolDeskScreening h ¢ i b~ 34 — =— sdfh Dmmi & -3
o 9
MolDesk Screenng -> sample -> sdf -> multiol.sdf  ( % 1 34 1)
MolDesk Screenng -> sample -> sdf -> multi 3.sdf  ( % 3 ‘EED
MolDesk Screenng -> sample -> sdf -> multi 28.sdf ( % 28 ‘EED

[ol%-"e-afses % g454°
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143. ¢ 44zd @

o-'Dafia L Af<ccvifisWafia" d-ad3Aa° cyvfirWafi %
-"draf =™ | £A0°
OONEENRAEEEAEEEE N
[ Source 32 = O | [ Command View £ = O | [ test!17: Tinitial State [ test118: 1initial State I3 = O || B Console| [ Docking Info 2 =0
o-' > sfia — ¢d2z0 @ — — | = = qdzAc
Xeon E5-2697 v2 @ 2.70GHz x 2
Intel Core i7-4790K 4.0GHz
. (24 « = 48k. ¥ erO)
/16GB o= ' [windows8.1 .
/64GB o0 = ' [Linux CentOS6
8 #
48 #
641 26 191 7 23
¥ 259,868 —
— |8‘3qz:)0£ wy ™ % “=9 o] T™MO
2 - =3 A %* ¢dazd @ - XE %
Y0 0O -” F2 =3 A°
ir®8 - | 16GB® 48  — | 32GB%  #A¢®
| [Help] 'E[Preference] 'E[Screening] — Thread number — # £ %3 A°
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ehoi s g|w-fim k. ¥e0 % t39=™3A09
% %Mp20: ' 4 ~3A—%#8%0:"' % o ™y fiz| Thread

number — 4 ¢ 9 o=9 g ™9
Window 32bit # | %3 5F 0z —v E 9 Windows 64bit 5 v | Linux
64bit —o{ =0 @dee— ™y fid, 9og ™O
30 - —e-' > nfi- — ¢dDaz>e® #8 45GB
AL -3 A°
# -V | & Ewl % #EA®
144 ¢d2z3 ®
¢d24z2 @ — % A< ovfisWafin-" D% 2% |fer 5
{30°¢D44z> e— 14 | ® “Vk. OVes —hoi pd

[PROJECT] <A <
[PROJECT] -> work -> database
# A ¢ database | ® —hoi b ~oqd3A°9

[ PROJECT T work 7 database 1 Iligand
- ligandimage
- nol2_files
- mts_data
- protein
- all.mol2 (hO =i )
- all_exclude.mol2 (hO =i )
- error.log (hOwei )
- exclude.info (hO =i )
- pro_list ( O el )
- version( hOwal )
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/4 A- -

4200

_ 10 o< -8 g ™Me hOi b 3 =V
ligand ] o
mMol2 h O wai 4L 9 hoi o' fia oy 9
ligandimage 2 — h O e
h O i £ 3d**< ™MehOi b 3 =V
mol2_file s MO2h Dmmi & 5 hoi ol fianf o
mts_data < 18lafiRe — O el
, 1812fiRe —) b« fi= — O w2 i
protein )
R~ —hoi »r
mol2_files —A==—mol2hDwai L% D 0=V muli
all.mol2

MOR2h D ® hoi ol fiapd o

all_exclude.mol2

all.mol2 h O wmi 4 R oAl fie eV —

mMol2 h O wmi ©

3 —<' o, 29 < 04 3 ez
error.log
£ %0 Yaf V S XA
: FF{he i At fiak A% A
exclude.info )
— — h.D—'
pro.list 181a4fiRe —' @
version 23920 @—PO O iU mm ©

s 8.3.2 Screeningo
- o= @« D sfi -

[Help] - [Preference]
34°

=8 | | #
%t %] feroadga0 - | — 4 %A

™= 8, 2. Screeningo it

-V databased A { < # database <&

P e o

-8 [Browse] i -
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|type filter text 2. Screening
1. Molecular Dynamics
Thread number |3

3. Label LigandBox |
4. H Bond
5. 30 View Screening Result Image Max |1000

6. Molecule
7. Internet

| Restore Deffaults| | Apply |

| oK || cancel |

VK. OVel # | ® MKDBO11 — databaseh ¢ i »d  —|fer~
=8 [()K]L-l E-@=|A9

J#lA-DEE X

v | | MKDBOT1 -
|J| criginal
v |J| work
Oa
-
—
v | database
E——
|J| ligandlmage
> || mol2_files
|| mts_data
> || protein w

FANA-(F): |database |

| wLoasormN) ([ o ]| s |

database h 0 i v % 14 v—-& s [OKEL.T p. eqA0

21



15 @<« ' > Afi = D B—

LigandBox &  ~=e-' > sfi~ &L e 8 | — 1 [ e=0wi ™o

Prepa E _
[Preparation] - [Remake DB for Screening] #8 @« ' D> afi~ —e D o
z > ed A1 < %% %y A0

A | 8 z A {° e-' > sfia - 00

—8 E [Make DB for Screening] # =V ¢2 2z > @4 ¢ LigandBox | 81

o< - - t 4 = ™3 A° Ligand Box | 200 o—# 200 8
-8 DE%E [Make DB for Screening] # =V 24z &— ¥% 30
o[ V 30 r~odzaAc FFf=levd | %o e e
# % 0 %Ned 33 0°1 —  ~2|d %o # <= ¢
dazded o A<t e-'Dsfia % o =3 A°

151 k. ©Ve ) —

ke oves 4 e=a™ | L A gfi- BEJA—Z°Kk. OV~
s 4 [File]8[Saveas] © 2 D # ©= 0 g ™9 oV @l dafia —
¢d2zD @ 8 =Vhoib - e3bh—%8 -  —N -
== 01 ™9 10 Nevq s 6GB— % #A°

m Warning

Remake DB : Please execute "Save As". This command is available after saving the

Ji\ project by [File] - [Save As].

3 Ve AZE- —k. ©ve . ds [File] d [Open Project] # ™V £ 8 E
[Remake DB for Screening] &£« ' ¢« =V < %~ 8 —: D afi = % 1<%
Nef 5 A ¢
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m Warning

Remake DB command can not execute, because database exists already in this
LIA project. Please execute at other project.

A#rs ~ 04 work ¥ database h ¢ 1 »%  td=™| k. oves oD 2
z>el ~|fesovvE <of =3 0—#° work ¥ database — @ =
O™ —k. OVe £ =0 0 ™S9

152. ¢D>3z0 ® —

ke ©¥<J % 14 =™=28work ¥databaseh ¢ i % <o ™ 8 —e
D24zZ>D @ — ¥ 3 A°

m Remake DB for Screening

Select database

Divisicn Mumber: & =

Cancel

— 8 — =| ZA09
A e>daz> @—hoi a7 oyt A
Select database L 4 Noth e J
A e
Division Number A < %—
[Selectdatabase] £« ' ¢ -A{<8 —hoi b % A —2#8ligand <
mts_data h 01 5% ~Nefhoi s =3 A0 - ohoi b |8
ligand < mts_data £ A9/ 4 | & # g YF—2 £A°
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A test_remakedb S
W big_db
» ligand
mits_data
» small_db
» small_db2
E Y ~
JANA—(F): big_db
FLWIAA-OFE(N) oK Eavaull
[OK] &' pond<s ~Vvhoi v% —|fer 1d34°

m Remake DB for Screening

Select database | C¥Users¥Kiyotaka¥Desktop¥projects¥test_remakedb¥big_db
Divisicn Mumber: & E

OK | Cancel
~ & [Division Number] 4 3 A% ehOi s e # 0 ® ©)
% 14 =™34 — z| 8°
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153. ¢D23zd @

¢d2z2@ — % A< cviioWafina" 2%l %] e~
{43A°eD04z>0— 14 | & VK. ©Ve s —hoi pd
[PROJECT] <A{ <
[PROJECT] -> work -> database
# A ° database | ® —hoi b ~od3A0
[ PROJECT T work T database 1 Iligand
- ligandimage
- mts_data
- protein
- pro_list ( O el )
- version( hD el )
% — q#A4°
10 o< m8 g ™Ma h 01 - 3 =V
ligand ) i e
mMoI2 h O wei 2 Shoi Al fia oy o
ligandimage 2 — h O e
mts_data < 181lafiRe — h O e
_ 181 afiRe —» B« fi= — Ao 2 o fi
protein

R« —hoi sr

pro.list 1814 fiRe —' @

version 229420 @—PJ O fihDmmi ©

s 8.3.2Screening, & <8 | | # -V databased: A { <@ database &
-ro=@-'DJsfi=  %E%||ferodgac - | — 4 ZA°
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[Help] - [Preference]
34°

[type filter text

1. Molecular Dynamics
3. Label

4, H Bond

5. 3D View

6. Molecule

7. Internet

i

L ™= 8, 2 Screening, i -8 [Browse] & «

2. Screening

Thread number |E

LigandBox |

Screening Result Image Max |1000

| Restore Deffaults| | Apply

VKk. OVel

| oK || cancel

# | ® MKDBO11 — databaseh ¢ i »d  —|er

=8 [()K]L-l P w @=| JAN

JA-DEE

v | | MKDBOT1
|_] criginal
v |_1 work

Oa

—
v | database

T
|_1 ligandlmage
> || mol2_files
|| mts_data
> |j protein

FAIA-(F): | database

| wLoAs-ofERN) ||

ok || #even |

database h ¢ i © ¥

iéll'\/_L @8 [()}(:IévI Ev@ﬂAg
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MolDesk Screening T—420
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BER0S 8 e i EBIMED CsVT 7T
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Ew L&Yt
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X A& —ax—ald. A—TFeLTF. T JTiRftd 3 LigandBox A O[RE

, myPresto — — L myficl ce- D afiaY £ %y A0
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o MTS (MTS)
g MTS  (ML-MTS)
- DSl (ML-DSI)
. ™d - Lyeoefia dzoere=m™|v ks L 3 50
— | %5|f/ 200 400Da—  #A°
, - ™ - ls  * eqav
. | & LigandBox — 200 %4 o@m%n <V 200
, o-' > sfi- - — dza0
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a4fi Re o fi
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MTS Vg a
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ML -DSI U a
v U
B 11 #]| 5 LigandBox % |-e-" > afi~n{1 <L 2 o= ™3 A %S D
@ — Velke-' dsfianfisl P>o'fiz| 2A0
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1.7. @< D afi = — no:"' n

©-' D afi ~— - &L - o5A
Xeon E5-2697 v2 @ 2.70GHz x 2
Intel Core i7-4790K 4.0GHz
. (24 « = 48k. ¥ eO)
/16GB o= ' [windows8.1 .
/64GB 0= ' [Linux CentOS6
8 #
48 #
> B« fi -
X 35 31 10 3
3V | MTS
ML -MTS 45 7 13 12
ML -DSI 8 26 2 49
A4fi Re &£ 5 % 8,928 8 LigandBox + 174 —

- o= c ke a3t @ 0o 2 ™o
MolDesk Screening L wmfi ® 2 i N= «vo 220 " fi oV -8 A %
43 A°
- ' O sfi - - noz ! | s %:)Q-” F2 =3 A°

ir®8 - | 16GB® 48  — | 32GB%  #A¢®

| [Help] 'E[Preference] 'E[Screening] — Thread number — # £ %3 A°
ehoi s g|wofim k. ¥e0 % t39=™3A09

% %BME2o0: ' L4 e3A—%28 0z' % o ™y fiz| Thread
number — & 9 <=0 00 ™
Window 32bit — | 8 0= ' —VEk-e-"Dafia % %y Yo
o-' o sfia L A | ® Windows 64bit 3 v | Linux 64bit —a 4 =2 e
depe— ™gyo fid 9 00 O
1 Nvd—e-">5sfi= #8 5GB L o340
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18. @< D afi - —

ROV —=T5tE

[FO <5 ) = [MTS / Docking score ranking] ‘ ‘
§—Fy RIVIIE (BBE)
Ty FOTO—T= mp | B (M-MTS] B a
S Y-
[(FOYzIH
(RBRATERLY - . (ML-DSI] ‘k\ ‘
SBEOBABIEHCSN BT SRERICSN (WATIELY)
Mol2 271 )L Mol2 271 L
E[Select Receptor Malecule] m [Convert to 3D Mol?2]
MOI2 h 0wl —
ML-MTS < ML-DSI % |8 - " efi)— MORhDwai % 2%
A MTS / Docking score ranking ~ # | EVAN
3V s oV ™ s Ne| |7 4 F—mo2h Cwmmi L #A°
MOI2K O mmi — -= ™= |3 1.9mMOoI2h Dmmi — ol <=0 0y ™9

Ad)epJ AfiRe swrpJ —

MTS / Docking score ranking < ML-MTS ,=é|894:)aEJa4fiR- Sw:*©P
sz et fia =%  %Ne{3A ML-DSI |' efi)zd e— —V
Le 950 e) afiRe swrel—z o fia] 20 9

439 el dfiRe sw e %o fiazdvk. eves L A |
2 4 Ndq gA°

A) ad9 ) afiRe <w=rpJ—K. OK L. o7 fia ovk. ove. L
s3A°w=reJ—K. DK — | MolDesk Basic —v 5° = i

I=

=0 001 ™9

B) - ¢ fi ~%A%- =™ 430 p) sfiRe — PDBhOwmi <8 w:
PJ—K. DK — PDBhOwmi k. ©VelJ - 1 73 A°PDBHO mi
— 7 T | MolDesk Basic —v 7~ = i & == 0 ™9
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49  afiRe swreJLd: ol fiacy o AL [Select

Receptor Molecule] # 3 A° | —< Y8 —w=* P = | 11 le

- =0 ooy ™9

1
m [MTS / Docking score ranking ]8 [ML -MTS]8 m [ML-DSI] — ™74

kol poA<e @-' DaAfia  —  bem. 2% 1d34°
% oV MORh Dwmi 48230 p ) afiRe — 4 o3 A°

[OKIL-' A< @-' D afi - % o3 A0

4) 98 4fiRe 8 " efiys — — 4z
AQ
AL
439 afiRe ke ove s d =8 3)9p) AfiRe <w-= e L
A ve - oV a4d9e) aAfiRe — PDBN O mm
i <w*eJ)— PDBhOmi & =3 A°
e fiy 1 Nevd 1 — mol2h 0 mmi N O i ——
4 - swh ena
«* ofiJ #| ® MolDesk Screening —m=fi ® D1 ~¢ ®<J Bk~ 4 v
MolDesk Screening h ¢ i s~ 4 {afiki ¢dad m=s -®-' D afi-
T A L oqns
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1.9. MA2h O mmi —

| LL ¥ Nef| de- o@m% v ™ % Ne||
8/ d F— mol2h Dwmmi 3 L— 4 _
n V6I— dnfwo B A % Ned
moI?hD_i 8l —N0wal - - % td=™|ein <81l=
Dl - 1=— % 1 i e
6t Voo fial — 4L #g%3A
V o o8
-3 < - | e-'>afi- T
) ) o ) ®E|83 I< _$| JT_FQLM_$83

7% Y%Ne 5 A ©

-3 - & =V mol2 h O wai 4 A-||\/|=-—|8m

IN

[Convert to 3D Mol2] 4 o3 A°

m [Convert to 3D Mol2] — i ]
] | MolDesk Basic —v 5~ = i 4 ==0 0f ™O
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1.1I0OMTS gV |secfi=@cs | o-" > 5fi-

MTS sV |secfiaocs | e®-">sfia 2|81 — # MTS
<) eafi=@cs 4 - =3 A°

1.101.k. ©Ve ) —

k. ove i o8 49 p ) afiRe - ol fiacewsp L o3 A°
L— #£|®afiRe sw»el LANDwd % 7 73A4°

2
we e — | [Make Pocket] 4 B=# [Find Pocket] # e ! < L £A°
weresd A ~= ™= | MolDeskBasic —v A~ = i & <=9 ™o
[File] - [Open Molecular File] ® 2* 2 #k. ove ) 4 o3 A0
I — #| MolDesk Screening h ¢ i b~ 344 — PDBRO =i &£ o=

ke oves 4 o3 A

MolDesk Screenng -> sample -> screening -> cox2 -> Pro.pdb

n Open pdb/mol2/sdf/mol Bl
”(-) = 4 |l « sample » screening » cox2 v & cox2MIEE p
EE - FLATHILE— = » [ @
A BSAD ~ ZE : EREH &S
& 5o20-F & point.pdb 2015/05/11 0:24  Program Debug..
B FAST & Pro.pdb 2015/05/11 0:24  Program Debug..
il BiEFR LR
@ Creative Cloud Files
v < >
TrAILA(N): Pro.pdb v | | *.pdb;*.ent;*.mol2;*.sdf;*.1 v
E<(0) Frotul
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[InsertfromFile (L <7 ¢« <3 WP RO 4

@:IAQ

MolDesk Screenng -> sample -> screening -> cox2 -> point.pdb

MolDesk

File Select Display Color Option Expert Simple Screening Ligand Window Undo Help

EREEERREEA

[ Ligand Info &3 = 0 || command view 2 = O |/ *untitled : 1 Initial State 23

OPel-. % | 2 8

MTS / Dacking score ranking

m MLMTS

ML-DSI

E Topology Graph Similarity

[E] substructure search

[}V Console 22

Select molecule file

L | <« screening » CoX2 v G Ll
LTI — im|
FS . -
¢ BRIAD =
8 S90-F & point.pdb 2015/05/11 0:24  Prg
W TN & pro.pdb 2015 Prd
5| BEETURSAT =l Pro.tpl 2015/05, TP
@) Creative Cloud Files
B FAST v < >
TrAILE(N): | point.pdb | |EE v

FEI
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B console 52 | 5 B #B8-09-=0

Standard Output

image name  SA Dyna P
Dot mics INFORMATION> TERMINAL RESIDUE ”
o RESIDUE NAME RESIDUE ID  DISTANCE
Blgz N~_
B mets v fin] convert to 20 Mol2
i ol lig 2 7.82 INFORMATION> SSEOND CANDIDATES
3 5 5
2 2.057052
H Insert from File N 1oe > 0s4sce
s 15 3.720189
Make Pocket s 25 2.01431%
25 37 4.445233
27 37 2.03104¢
. Find Pocket o0
SSEOND 1 CYs A ¢
Select Receptor Molecule SSEOND 2 CYSA 5
5SEOND 3 GYSA 9
sssoND ¢ c¥s A 27
SSEOND 5 CYS A 538 C¥S A 544

INFORMATION> CYS- (CYM) CANDIDATES
CHAIN ID RESIDUE NAME RESID ID

INFORMATION> EXIST NEAR ATOM

RESIDUE NAME RESIDUE ID  ATOM NAY

INFORMATION> LINEAR TORSION ATOM
RESIDUE ID ATOM NAME

WARNING: TOBGLOGY FILE NOT EXIST:C89_
SEIP RESIDUE ANALYSIS
INFORMATION> OUTEUT
OUTEUT FILE
separate.pdb
- Higene
- Nov. &, 2015

INFORMATION> main
Tnere is 1 molecule in file,

program is done normally.



h

File Select Display Color

EREEERREEA

[ Command View & =0

Position Select

[file] 4

mouse file

[mouse

O mul 2 =V

Pt 3| = O || Ligand Info &3 =0
image name  SA
Bl
Big2 y
B met3 i [N
B porca . Giligz %82

-wW=*PJ 3

Option Expert Simple Screening Ligand Window Undo Help

Dyna P
mics
m Convert to 3D Mol2
B3 rrsert from i
Make Pocket

Find Pocket

Select Receptor Molecule

MTS / Docking score ranking

m MLMTS
1
ML-DSI

E Topology Graph Similarity

[E] substructure search

@ﬁAg

14+ A< >m%v reo-

19540

W*PJ) hOms 3%

MolDesk

[}V Console 22

[] *untitled : 2 Insert from file 23
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d
1

8

A

Ev@\/ -
Yot %y Y F°

B console 52 | 5 B #B8-09-=0

Standard Output

1sc  : input PDB file name
2nd  : output PDB file name
3xd.. : -cap -byd -alt -bb -dih -3

-disablefiet -keepTer -remark
-mod -mut -ret —emp
INFORMATION INPUT
1) INPUT FILE
tmp6.pdb
2) OUTPUT FILE
tmp? .pdb
3) SPECIFIED OPTION
—alt
-ain

WARNING: chain id is empty. chain id i

INFORMATION> DIVISION OF CHAINS.
CHAIN NAME RESIDUE NAME  RESIDUE

INFORMATION> EXIST ALTERNATE LOCATION
RESIDUE NAME RESIDUE ID  ATOM NAY

INFORMATION> LACKED MAIN CHAIN
RESIDUE NAME RESIDUE ID  ATOM NAY

INFORMATION> TERMINAL RESIDUE
RESIDUE NAME RESIDUE ID  DISTANCE

INFORMATION> SSBOND CANDIDATES

INFORMATION> CYS- (C¥M) CANDIDATES
CHAIN ID RESIDUE NAME  RESID ID

INFORMATION> EXIST NEAR ETOM
RESIDUE NAME RESIDUE ID  ATOM NAY

INFORMATION> LINEAR TORSION ATOM
RESIDUE ID ATOM NAME

WARNING: TOPCLOGY FILE NOT EXIST:C89_
SKIP RESIDUE ANALYSIS
INFORMATION> QUTPUT
OUTBUT FILE
tmp? .pdb
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ke ove s — & ™8 g5 aqd  Adnoi pd == %9 Y%Nef 3 A ©
ke ovelsd A{<3D —aK ¥%Bk. 0Ves ~ 4 3A°

) E‘ﬁ‘ _ & <:>=1A9

L1z |8aln # pro 18 lig 28 met3 L Ctrl+ <« e <%
-8 <1 ¢ . yl|k[Receptor On] 4 o= ™3 A9 lig28 met3 | wr e <

o™  ~Nef—#8 proleotrd o=LOKzA ° | 8 wee) —

Lo ffer  eqa

-

— | MolDesk Basic —v 5° = i & =0 oy ™o
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