myPresto 5.0

- sievgene DIAV -

USER MANUAL

2018/1/11

Copyright (C) 2006-2018 Next Generation Natural Product Chemistry (N*PC)



BR

| B = G U5 ¥ (RSP USSRRPR 3
2. sievgene DIAV DA U A F— /LT 2 REHR DT T e 4
2. 1. AU AR IV I et 4
2. 2. T ABRFHBEDFIITIE oot 4
3. SIEVEENE_DIAV DI UNTT oottt 5
B 1. B T T U B oottt 5
S 2 JETTIE ettt 5
B 20 T BT TME oot 5

S 2. 2 I o 9

A B T T DT et eae e 11
4. 1. AEFRFEZEERNET V27 MU 77 A VD7 & ANALYZE BEFE ... 12
4. 2. BFEF I IV N T 7 A NDHIIE ANALYZE BEAE oo, 13

2/15



1. [FLE®HIC
AFRXAADVTIE, FUNVBE) AV RFEDOHEEHIRILY—2REL 28Ty
— /)L (sievgene DIAV DA VA F— LWL ETETOREZHRBALET,

2. sievgene_DIAV HEEHIE

sievgene DIAV (X, 2 VNV B LAV FLOBEEBHIRILY—EZELETETOIS
LT, myPresto O—E& L TIRESNTWD 2 VRV B LESFILEMED Ky X U5
ERJ7OY S5 Lsievgene IR LI=E£DTY,

sievgene DIAV (X, Z UV B ELESFILEMEDESHERD WD FHETRHONIER LS
Dy b)) EFHEABAH M FIZHKELIZFYF O IR—XEREE LT, DIAVE (DIAV_L,
DIAV_LC) MBEBIRILF—(AG) & sievgene RAT7 %2TE L. MEOHERE,I LB LN
EREEEHIRLY—(AG)EHEALET, DIAV &K(E, 2onNVBELY AV FEDHEE
AIRLT—2BETEHEELTEESN- DIAirect interatction approximation)
ED1DT, EZHRTDIAEZZRALEEAE DIA without solvent) TG,

sievgene DIAV £3E1T9 B271=-0IZ(E. BHNZ2 /I E - YAV FESEKD WD 5tEEE

L. ROT7ANVEERLTEKDENHY FT,

fARES—T 74 )L tpl) (MD EHEIZ{ER)

PDB 7 7 A JL (x. pdb) (MD StE (R

EEZrSOz9 )T r7AI)L(x.cor) MDEHEDEAT7AI)
F1-. sievgene DIAVEFTHIILLTD 77 A LERABLET,

BRUNYE - YAV RREREI 7ML

sievgene_DIAV HI# 2 7 4 L

. BUNVE -
———————————————————————————————————————— . e Ay RER
topology i J7A4IL EEITFAIL
cosgene R i : :
—7 > TRJECTORY| -~~~ -~~~ - . .
PDB | “77777| sievgene DIAV
7 >
v
AG(DIAV_L)

AG(DIAV_LC)

AGe (DTAV_L)

AGc (DIAV_LC)
sievgene_DIAV @D AT LIS
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2. sievgene DIAV DDA VR b—JLE TR FEHEDET

sievgene DIAV (X, Linux/Unix ETEIMELFJ, GNU @ FORTRAN O > /81 S (gfortran) .
3 L <&, Intel @ FORTRAN O > /31 SHWMLETT , Intel @ FORTRAN 2 /34 SAFIFHT
REGIGEE. THEoZFERATEILEEETIOLET., TEoDI /NS FTHERLEE
TI7A4ILDAN, TERENRNTT,

2. 1. AR M=ILAE

sievgene_DIAVyymmdd. tar. gz %, 2 —H—DHKR—LT o LY b E, EZAHARELT
1LY MIIZEVWTA L, UTOATY FEEFTLTLEEL, (yyindd (FFERBZRTH
FHRAVET, UTOaATY RIICHITR%E. a2 FTR T RERLTUVET, 0%
FAALEEA, )

% tar -xzvf sievgene_DIAVyymmdd. tar. gz

% cd sievgene_DIAVyymmdd
RD22MAT FIE, WIFRh—FDHAEERITLTLIZELY,
% bin/install.sh (gfortran AT 5158)

% bin/install.sh intel (ifort AT 5158)

sievgene DIAVyymmdd/bin @ TFIZ. sievgene DIAV AAEREN TV =5, 4 VR =LA
TLTWET,

2. 2. TRIMNHAEDETAHE
ROARV FEERFTTHE, sample-al |/ OTFICRELET—2774ILEFRWN TR+
HEFRFEBLES,

% bin/test_sample-all. sh

H A%, sievgene DIAVyymmdd/test_sample-all/Td .

F-.ROAT U REETTEHE sample-Tix/ DFICAHELEET—2 774 ILEFRAWN:=TX
FEtEZREIBLET,

% bin/test_sample-fix. sh

HA%kIL. sievgene DIAVyymmdd/test_sample-fix/T9 .

NODTRAIMIEEZEITTAZEIZELY ., sievgene DINDEFTI7AILBEUADT 7
AIVICRAEN T WS LA ERTEET,
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3. sievgene DIAV D{ELVA
3. 1. EfTavwvFk
sievgene DIAV (X FieDa~v > FTEHFLET,

% (path)/sievgene_DIAV < (control file)

P AEN

% ../bin/sievgene_DIAV < diav_siev. inp

hiE, hLobTa LY M) BEFEEZLTVWST o LY FY)D S sievgene DIAV ~
DX /INREIEFE L=HITYT, HZIE. sievgene DIAV/work/BAL Y FTFa LY ) DiIZ
BlZlE. SD&ESIZ7 .. /bin” Hsievgene DIAV ADMEXI/SRIZHEY I,

3. 2. ERAAZE
sievgene DIAV DETFIEEHAICOWTHBALET,

3. 2. 1. ZTFIR
TROFIEZITo>TLESL,

MARTZ 7L ILDESF
sievgene DIAV DA AT BTN 7 7AILERELTLIEELY,

(1-DMD 2T LEBEOBEERESC RO RO —T7 1)L

(1-2)MD ZXTLIROESHRESTCROMHEZRPB 77 1L

(1-3)MD ZXATLI-BRDEFE LSV M) T7MIL

(1) BNV BEEILEMEIRET DI VNIE - VAV FRERBEI 7ML

Q) &IE T 7 4 ILDIETE
sievgene DIAV Q&I 7 7 A JLICTFERDEREEITHoTL LY,

2-NBNNDE - )AL FEREETDEM

INUT 22 —XTOA T a3 o8- VAV KRBREEEI7AMILEERET S
[CMBREA= READ] & TNAMECM=% > /RO B - YAV FREEEI7M4ILE] ZEBMLTTS
LY,
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BUNRGE - VA FREEEI7ALDEXETEDRY T, 21N\ LILEYDTE
HEEEELFT,
£
BUNVE - VAV FEREEEIF. UTOTTEE SN D,
[HiEEEIT DEREREET] .1 ..
BEEETIIUTOXFIITRERY B,
COMBINE> LIST

BREEETIIUTOBXTHEET %,
ERIE"PRO" (2 vV E) . "LIG"(EEM) D 2L L., HBE LG WERERZZDhDEH

ET %,
BREZD*IXTAILEHh—FERT,

Eh KEFIAUBES BRFIAUBES AEREES RREESS RES

COMBINE> LIST
PRO 1 1 1 1000 =
LIG 2 2 1 1000 =

BUNDE - VAU FREEET 74 L5
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(2-2) ANALYZE 7 = — X$EE DB
ANALYZE 2z —XDA T3 >T, b3z M) T7A4I, B2 T) U5 DEH. DIA
DEIABE/INTA—HE, AGc DFHENTA—2ZFHEELET,

LT 2ADBEFHEI 7A4ILIZIT>TLIEEELY,
s FSOTHRYTFAILEE

ANALYZE 7 2 —XRIZHEHARAL S0z U774 LK ODATATYpe) E RS2 +
1) 774 )% (NAMETR) Z3EE L TT S LY,

EXE> ANA
NAMETR= md. cor
DATATY= COR4

- b3V MY DFEAAHKE
STy M) DEMAKXE FRIARZ], B TEZ) ZEE L. DIAGHEZEHET 456
(FETEIEE ZRY "COMBIN= YES"ZEML TT LY,

EXE> ANA

NAMETR= md. cor

DATATY= COR4

COMBIN= YES

STARTT= 0.50D0 ; start time(PS)
ENDTIM= 1.0D0 ; end time (PS)
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- DIAV_L 5t5. DIAV_LCEE
AGHE IV AG SHEDHESFHTIE, TRROBEEEZF T a v THETEET,

# DIAGHRIEERA v a v

HE | HH F—U—F | N2
1 vdW FHERFEE | CMBVDW WA | vdW OFERK
12-6 12 -6 F
9-6  :9F-6F
84  8F-AF(FT T4
2 DIAV DIAVDW FHON | vdW SERE () @ T 7 b b= 0. 0416d0
3 DIAELE KR | FETRE(B) 7 7 /L k= 0.0090d0
4 DIADIT FHOW | “mARES EHMAM ()T 74 b=
-2.0797d-4
5 DIAROT FEFOR | [BIER AT RERG & A OFRE w1 (0. 1)
6 DIARNG TR | BROBER FTRERE & A OFREL w2 (0. 1)
7 DIAV_C IH DICVDW FHO | vdW SRS (o) 17 7 40 b= 0. 0307d0
8 DICELE EHO | FEEERE(B) 1T 7 A1 F=0.0090d0
9 DICDIT FEEA | DA LHAE ()T T b=
-2.0797d-4
10 DICROT FEHOW | [BlER FTRERS & A OFREL wl (0. 1)
11 DICRNG SR | BRO[EEE ATRERE & O 1R %k w2 (0. 1)
12 ESTWAT BIRAL | DIAV_C FHH O A (N0 | YES)
13 COEWAT EHA | FREHEMRE (v ) 17 7 4L h=-0.00613d0
14 CONTAC PPV | R E A
ALL DA
HEAVy : EJF - DA
15 CONTAV TR | ISR OFGEHE: T 7 4L h=73. 51 {#
16 | HHfHO S | VARASA FEHOW | ASA BRI (<) 1T 7 4L b= -2, 0797d-4
17 | &4y D[El#EE ] | ESTROT B | (LA WalEsf G HERFSRE DM (NO | YES)
18 | BEZRHE A4 T | TEMPER FHO | R OIREE (300K)
G HERHERE
19 | AGe 35 WEISCR FHI | AT O AGHELRE(S) 17 7 4L F=0.01
20 WEIDGE FHA | AGe fHEDOEA (L) 7 7 +/L F=1.0
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3. 2. 2. HAOER
(DDIAVEHEHZREDH B
DIAV_L, DIAV_LC TOAGETEHERIZ., TiEO 74—y rTHASIILZFET,

INFORMATION> EXTENDED LINEAR INTERACTION ENERGY
total vdW average -182. 484902575192
total vdW variant 1. 80434541680490
total dielectric average 28. 3203051038840
total dielectriv variant 2.15154863530881
total A.S.A variant 0. 000000000000000E+000
total Torsion variant 6329. 92942164976

(1) DIAV estimation DIAV EF4f
(a) vdW average coefficient 4.160000000000001E-002
(b) dielectric average coefficient 8.999999999999999E-003
(c) A.S.A variant coefficient 0. 000000000000000E+000
(d) torsion variant coefficient -1. 000000000000000E-006

energy = a * average (vdW)
+ b % average(dielectric)
+ ¢ * variant(A.S. A)
+ d * variant (torsion)
-7.59137194712799
0. 254882745934956
0. 000000000000000E+000

-6. 329929421649762E-003

energy

+ 4+ + 1l

(2) DIAV_C estimation DIAV_C T4

(a) vdW average coefficient 4.160000000000001E-002

(b) dielectric average coefficient 8.999999999999999E-003

(c) A.S.A variant coefficient 0. 000000000000000E+000

(d) Tors. variant coefficient -2. 000000000000000E-006
CONTACT AVERAGE (CURRENT) 68. 5448752696852
CONTACT AVERAGE (STATISTICS) 73. 5100000000000

0. 200000000000000
-0. 654953933440405

. coeff
rotatable ring : energy

(3-1) add estimate energy of ligand freedom (DIAV_L) 1t & ¥ETih
(d) rotatable node : number = 8
: coeff = 0.100000000000000
©energy = 0.523963146752324
(e) number of rings = 5
rotatable tor. : number = 10
rotatable — 3 * rings = -5

@# DG by DIAV_L = -7.4738 A G 5B
(3-2) add estimate energy of ligand freedom (DIAV_LC) 1t & L1
(f) rotatable node : number = 8
: coeff = 0.300000000000000
: energy = 1.57188944025697
(e) number of rings = 5
rotatable tor. : number = 10
rotatable — 3 * rings = -5
: coeff = 0.400000000000000
rotatable ring : energy = -1.30990786688081
@# DG by DIAV_LC = -7.7011 AG ET{HE{E
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2art2YRAG(AGe) & sievgene RAF7EDOHEH

a2 Y RAAG(AGE) & sievgene AOAFEIL TN 74 —< Y FTHAZIKET,

INFORMATION> GRID SIZE

NUMBER OF GRID : 60
SAMPLING POINT NUMBER : 34
GRID BOUND
X-AXIS: -8.583733 - 9.928724
Y-AXIS: -11.04456 - 11.70127
Z-AXIS: -2.849600 - 19.23287
1 PARTCLE SIZE:
0.3137704 0. 3855225 0. 3742791
INFORMATION> SEARCH A.S. A FOR GRID POTENTIAL
A.S. A NUMBER : 19305
INFORMATION> GENERATING A.S.A. GRID
10% 20% 30% 40% 50% 60% 70% 80% 90% 100%
INFORMATION> GENERATING COULOMB GRID
10% 20% 30% 40% 50% 60% 70% 80% 90% 100%
INFORMATION> GENERATING HYDROGEN GRID
10% 20% 30% 40% 50% 60% 70% 80% 90% 100%

ASA: -277.55 ELE: 5.71 HYD: -4.33 VDW:  -6.80 SCR: -282.97

INFORMATION> CONSENSUS SCORE PARAMETER
SCORE CONVERT VALUE: 1.000000000000000E-002
ESTIMATED DELTA G : -2.842429
WEIGHT OF DELTA G 0. 900000000000000

@# DGC by DIAV_L = -6. 6227
@# DGC by DIAV_LC = -71.1488

@ SIEVGENE SCORE AVERAGE : -284.243 VARIANT : 31. 846

1 X7y 78 Grid
AR

1 X7y 7BRa7

AVt U RAAGHE
AAT7BREZRE
AAT7HEEAG
AMiE

AGC(DIAV_L)
AGC (DIAV_LC)
sievgene X O 7 ¥
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4. YT ILDEIT

BEBEUAVEFDORIZBEVWT, UAY FORFZEHRLICHFZF10AZERREFELZMD %
TV, BEHEFOADEZ LSOV P ELRFOEEZELS D) FYITRHT HEERK
BEEHIRILYF—FHEEZTIT—RADY U TILEHFELE LT,

EBEVHY FOBBHRFERE (K : D BAsARE. A - M & TH)
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4. 1. BEREFZEFHEVWLSIDO I M) T774ILDH & ANALYZE #E5E
MY TILDERE
sievgene_DIAV. tar. gz MfREH D sample-Tix" T4 LY FUIZBEHLTTSLY,

(2)MD DE1T

“sample-fix" T4 LY )T, BERFEZEFLROM Z2ETLET,

cosgene ZfHA L. “cosgene < md. inp" XTI S L. BHHRFOEEFEFSC I +Y
TZ7ALnd. cor " BMER SN ET, (cosgene DIRFEFEXICOVNTIE, Y =TI TlEt
HEBLTWERA, cosgene DY —aFILESELTLEELY, )

—rw—-rw-r—— 1 kuro kuro 463200 Dec 25 16:20 sample-fix/md. cor

(3) sievgene MELT

“sample-fix" T4 LY FUT, BEHEFOEZENS DV M) IT7A4ILEFERALS:
sievgene A7 DEMEEITLET,

A4 2AL—JLLT= sievgne Z{EA L. “sievgene_DIAV < diav_siev. inp"%E179 5 &,
ZHEH NI sievgene AT BITHERARTINET,

-7.1496
-1.7635

@t DG by DIAV_L
@t DG by DIAV_LC

INFORMATION> CONSENSUS SCORE PARAMETER
SCORE CONVERT VALUE: 1.000000000000000E-002
ESTIMATED DELTA G : -2.833084
WEIGHT OF DELTA G : 0.900000000000000

@# DGC by DIAV_L = -6. 7180
@# DGC by DIAV_LC = -1.2105
@ SIEVGENE SCORE AVERAGE : -283.308 VARIANT : 99. 669

BERFEEELHEVLID I M) T74)LTODIAVL, DIAV_LC, AGe &t&EHR
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4. 2. ERRF LSOV M) T7AILDHE S E ANALYZE 68

MY TILDEEE
sievgene_DIAVyymmdd. tar. gz DERFEHE D sample-al " T4 Lo R IZFEEIL TTF LY,

(2)MD DE1T

“sample-al |"T4 LY )T, BERFEZETCROM 2ETLET,

“cosgene < md. inp"#XTTSHE. ERFOEZ LS YT 74)L"md. cor” i
MENFET, (cosgene MERFEAEIZDOWTIX. AT =2 7ILTIFERAL TLVEH A, cosgene
DIZaTLESRLTIESL, )

—-rw-rw—r— 1 kuro kuro 463200 Sep 11 16:12 md. cor

(3)sievgene MELT

“sample-al|" T4 LY FUT, BEHRERFOEZELS D>V M) IT7AILEFERLT:
sievgene A7 DEMEEITLET,

A4 2R M—=J)LLT=-sievgene Z{ERA L. “sievgene_DIAV<diav_siev. inp" X795 &.
EAXH SIZ sievgene A A7 RERNARTINE T, (sample-Tix D diev_siev. inp &8
H-BERFIFANNERAHARAEGVRTEGY ET)

-7.1496
-1.7635

@t DG by DIAV_L
@t DG by DIAV_LC

INFORMATION> CONSENSUS SCORE PARAMETER
SCORE CONVERT VALUE: 1.000000000000000E-002
ESTIMATED DELTA G : -2.833084
WEIGHT OF DELTA G : 0.900000000000000

@# DGC by DIAV_L = -6. 7180
@# DGC by DIAV_LC = -1.2105
@ SIEVGENE SCORE AVERAGE : -283.308 VARIANT : 99. 669

2RFLZI2OzI M) T7A4ILTHODIAV_L, DIAV_LC, AGe5tE#HER
C C T,

@t DG by DIAV.L : DIAV_LZTOAGH#EE

@t DG by DIAV.LC : DIAV LCATOAGHEE (EE)

@t DGC by DIAV.L : DIAV LZATOAGHEEL FYXF 2 FRa70a 2B RRa7

@4 DGC by DIAV_LC: DIAV_LC:TMHAG HE(E
ERYFUTRaAT7OaAVEUHRRAT

@4 SIEVGENE SCORE AVERAGE : Sievgene Ky ¥ >4 Ra7mr5o x4y M) —FHiE
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ABBUTLTER, GEIF. RBELEEShTWET,

BIET & & CAHIEHAFT, /T A —FILRABFE.

; control file for S

PHASE> INPUT
TOPOLOGY= FORM
COORDINA= PDB
POINTC=  NORE
CMBREA=  READ

QUIT

PHASE> GRID

GRIDPOtential
NAMEGR i d
OUTGRIdpotential =
PROBDIst = 6.5 ;
MARGIN
ITERAT
RADVDW
RADELE
RADMESh
DAMPVW =
USEPBG =
QUIT
EXE> ANA

6.5
2 ;3
0.6
0.6
1.4

. 90d0

=< | I [ T T ||

0

DIEFUN=
; trajcetory file (i

COMBIN=
NAMETR=
DATATY=
STARTT=
ENDTIM=

IEVGENE-REPLAY
NAMETO= Pro_1.tpl « @REIZIEUTEEH]Z S
NAMECO= Pro_1_min.pdb — WMEIZEULTEEH]Z S
NAMECM= cmb. inp ; « WREIZIGCTEE#Z S
NORE ; Grid file reading SW (NORE/ASCI/BINA)

grid.file ; Grid file
NOWR ; Grid file writing SW (NOWR/ASCI/BINA)

; search margin

; iteration of Grid potential smoothing

; VDW boundary
; coulonb boundary
; probe radius

; not use PB

CONS DIEVAL= 1.0D0
n)

YES

traject_1.cor « WEIZLTESTHRZ S
COR4 — WEIZLTEZTH]Z S
1000.0D0 «— WMEIZIELCTESEHRZS
2000.0D0 «— WMEIZIGLTESTHBRZS

; combine file (out)

MNTRCB= ASCI

OUTCMB= 10

COMSFT= NO

NAMECB= cmb. ana
UNITPL= 0

UNITAT= 0

; L-J potential
CMBVDW= 8-4 ; 12-

6| 9-6 | 8-4
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; DIAV

DIAVDW= 0.037019d0 ; vdW coefficient

DIAELE= 0.002965d0 ; electric coefficient

VARASA= 0.0000d0 ; asa coefficient

DIADIT= -0.0000057d0 ; torsion coefficient for DIAV

© DIAV.C

DICVDN= 3. 5469890d-02 : 0.0343046d0 : vdW coefficient

DICELE= 9. 8838657d-04 : 0.0042958d0 - electric coefficient

DICDIT= 5. 6511399d-06 : ~0.0000067d0 : torsion coefficient for DIAV C

ESTWAT= YES ; estimate water effect (instead by contact number)
CONTAC= ALL ; ALL atom | HEAVy atom

CONTAV= 73.51d0 ; statistics contact average

COEWAT= -0.00613d0 ; gamma

ESTROT= YES ; estimate ligand rotation
DIAROT= 0.174 ; estimate ligand rotation
DIARNG= 0. 01 ; estimate ligand rotation
DICROT= 0. 134 ; estimate ligand rotation
DICRNG= 0. 01 ; estimate ligand rotation

TEMPER= 300. 0 ; Temperature

’WEISCR: 1.0d-2 ; coefficient sivgene score (S)
WEIDGE= 0. 5d0 ; weight of delta G (Imbda)

; dGC = lambda * dG + (1-lambda) * S * (sievgene score average)

QuIT
EXE> END

__u_t__
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