Faciolc & %77 - €7 IV OERk

TAORZAPRARETERE 1L AR AR IEZ



NEETY VY TDRHN

kg7 —27 7 4) (PDB, MDL Mol, Tripos Mol2%: &)
& L <X, GAMESS, Gaussian, Tinker EDI 17 7 1)V

1 MR D i ih I (Drag&Dropifliis)

1 B0 (RESEOYAR EEDETL )

lm ¥z % ("?%ﬁ&’é"?ﬁ?(ﬁu%
B ERINT 5. )

NTF FREBOETY > 7T,
7 I ) WAL R ERE L D U 2 e




250 Modelz  Preferences

Ie b
Change Atom
Add Hudrogen

Modify

. Adjust the position of the selected atom
Enable Safety Mode

--- Wiewy glong ---
Open Edit Tool Box . g .
g = axis Y axis g S ads

’E?@ﬁi’]‘ ‘ﬁ’“l‘}lﬁ‘ ﬁiﬁo)gﬁ i -¥axis @ - axis -7 avis
3 & GOk 1 ORHn “oony | cane

K- OB

r o

= Chanege Atom @

T8 Modelz  Preferencez  Mizcellaneous

Atam
Bond Make Bond
GroLp ¥ [Delete Bond

Beplace H with

Modify
Enable Safety Mode

i OEIk & HIER
PRS2 DK =27V v 7)




WYFETILOEE (2)

Modelz  Preferences  Mizcellaneous  Utilities

Caleul

Atam ¥
Bond 3

Beplace H with

Giroup &lone Bond
p with Angle Chanee
Group Around Bond

Modify

Enable Safety Maode

Cpen Edit Toal Box

r

= fnegle £ Leneth Modification Panel @

[~ Fine adjustment  Differentials
Band, Dihedral

ar Rotation Angle J J degrees

Ir‘ntEEDnd LEE:Q“ i @ | |00 Angstrom

1181102445

r

[~ Fine adjustment Differentials

oo degrees

Band, Dihedral

Bond Length ar Py
Interatormic Dist J Angstrom

CurrentValue (179 G

(A

YV e
® -

!

WA= —7 0Bl

)

-

/TN

® -

M MOZILICT bR TV —T7 ORH)

“~

-

® -

»»
2

NN

eov o’

DM Y TDF)IV—7 Dbl




WYETILOEE (3)

=0 Modelz  Preferences  Miscellanea

Atom
Bond

Group
Eeplace H with ZH3

Madify b
Enable Safety Mode

Dpen Edit Tool Box

EZ' uvi!
MHHZ

UL Z KT,

IKER FZ7) 9 2T 3L,
EHUEHE A XTI 5,

-
== Glycosyl Set

&

& Alpha-D-

i Beta-D-

i Allopyranosyl
i Altropyranosyl

i Mannopyranosyl
i Gulopyranogyl
i [dopyranosyl

@ Galactopyranosyl
i Talopyranosyl

i@ Psicofuranosyl
i@ Fructofuranosyl
i@ Sorbofuranosyl
il Tagatofuranosyl
i Ribofuranosyl
i@ Arahinofuranosyl
i@ =ylofuranosyl

i Lyxofuranosyl

a -D-Glucose

GlycosylD& AL,
a, BRIXT
PR Z X 9585,

Trehalose




ETY 90)7.430)%0)1"30)1%& (1)

utllltles Ea |::I_J|.E|ti|:|r'|:5: Il:u:ll:E: i\ |:_| T deust PDSIt IDﬂ.uI'FTIIt INng HHEIES E

[fthe second molecule exists, new position

UMD
L =
S L] A
Geometric Comparisan and tilting angles are applied anly to it. :F{]‘gib@ﬁﬁlﬁ

X —- | @%ﬁm‘gﬂfc
r1"=mI Whole Molecule 7 P J ﬂ :I:{1 ih

v K )
FPosition in the global cartesian coordinates.
Forced Move g‘ l: -
[l Fine adjustment / % 1/10‘“'
(& =31
' i axis Y axis @ 7 axis
Beas=zign Atom r'-Jl.Jml:uzer:E: HIERS EORg - i - i - i ?R}jj O)QE
_ i - axis i Y axis @ -7 axis 1) 8
il F‘I

Degrees

Phi [
-
iEg':"E!; Lambda -

Tilting Angles in the local cartesian coordinates.

(=41~
[li dral Brgle

fdjuzt Pozition and Tiltine Aneles

Find :::|.:.;;::|--L ate :Im m

YEERO R Y 0
Il

FO2ODERBLEEZEZTOAIEF DT, BEREILEL W,

SHIFTF— + Pl D ¥ » 7' =F=2—"Fli .02l % IEHON » Okl
ALTF— + lillid ¥ » 7 =T =2 —"Fii N T DFE)




:e-‘;—“ 70)7.430)%0)1"10)1%& (2)

BHIMEEN Calculations Tools

IE:'JI:; glrf:e’rr ic Comparizon ﬁ ‘t“ % ,E };l_;i\ b: gﬁ

Spin About

Interatamic Distance 9 ]) Y 9 LTC’E\?%
B e NI RS H)

Hdjuzt Pozition and Tiltineg Aneles

T B hom 1o C jﬁﬁf:&—)‘ 5/ )
e o i Rt o Tonderton of o ERERRIES.

XY Tl bf U TRz el & 8
BifZ21E% .

NS Calculations Tools
Dump

GHAC 5 B L XY (o) BRI
EI. 5 .*f’":'“_,__ %, Facio.ini®

- [Utilities] € 73 3 > D
ApproximityCriteria T+%.

- 1] E]
Complete * )

S —— _ ) GAMESS?)Symmetry uniqueZx
Fsd TER Fecord i PO : T7IVOERIC B B BRE

d Closely Located Atoms



7YY 70)7.%0)%0)1"30)1%& (3)

M Mak FacioDehFacio] 213V DY DK eculens. s r]fﬁm
allarees o Ioh FMD e

rences  Mizcellane

3

- Facin 1213 .

== Adjust Position/Tilting Aneles

[fthe secand molecule exists, new position '"'”’ e e e EEE
and tilting angles are applied only to it.

Rance \SCRCERNN #ngstrom
x 75|
=
N = o
Fosition in the global cartesian coardinates.
Fine adjustment
@ ais @ anis @ 7 as
- axis @Y axis @ -2 as
Degrees
Phi |
Theta I
Lambda ]

view along

Cubane’i’% 2 09j Ei e
505 AT
fiZkoTV3%, )

3

Gluit

A .
/ 1 0

Models  Prefersnc — : - / /

Atom - ‘° |
e / B

4 DD - H— PR IS

Beplace H with
Modify k
Enable Safety Mode

Qpen Edit Tool Box



TV TDLHEDZDMDOEEE (4)

-
Y I )~
...\/ _\‘~! _f'.. I\
WIEES Calculations Toolz FMO About .\_- .,...‘_’ (,f\' \
E_fl_j[r-u:.:_ R {"\' \_“( ?\ El\‘/ \ \\
Geametric Liamparison -y P - l\‘\.__ | —
Spin About 4 ‘:":"s).\g \g? ! ;I. ﬁ'
Interatomic Distance 2 ,". ! PC‘]':\‘;: ' ,
Bond Anele e # "'\' s / \’5\’ WES
Dihedral Anele -~ : - i ,|.":i"\\:“,l ,ﬂ' |
~ sy Y
....} ! '..':H? R
v YoM,
Forced Move S i ,; 'l
ot
Beazzign Atom Humbers ' ::"Idmgﬁr.-.l.. Atoms ‘
. - \.’ L]
AR
- - 5 RE S
o eHinEizt LicLk ';{.;- ; ':_Té;‘,z i}‘%},‘ SNy a
=l AN \
,11\‘%(1_ .",Jll'\.?‘ =
- o P \.hgs,/&_ -~
cheidmic., 22U e gEOPDB \_f#%%tg}\,: |
> PR g ~g
77 A IVDATOML a2 — R &P L C. “lgeais T
ARLUTOLSKER L ZHDTHIET 5 A e
BEiiED 5 5, it O 5




a -D-Glucose

1hi e 4 HhiDOHAXY Tl
KEESICMEREZ, B
TYHI/; micH) 6 ARRH)

s 1

5N, s = g®
b

-4

1 HhiDOHDH &
4 hiDOHZ k%

= |1

s ey
-

-4

I

/
%

4
~,

N
./
s

CD _Unit%3 2
51 Tk AH

CD_Unit.pdb
ThM7

N

ﬁlllo))ﬁ DIC51)E

ik ¥ Linit |||II| - F]fﬁ]m‘ " Facie 1208

REORIEE LT, 7O ﬁO)C}: 1 (D0
CD_UnitZBHRICIEN S, DRICHIDZIES,

TINKER CThéiti
moEfk




Wig s EIC B9 % 24 i R O 5

R3] R
TR TS N8RS A — R OBHET
TINKER | jiingpme e | sECEROTHELED
HY;EL’@?—‘I‘ WO Hs, BIZE,
) VK V1
LRI BRI, Stk O HATE.
MOPAC TiH,, Re,Clg,
PM6iLTld. H~Ba, Lu, Cyclobutane,
Hf~BiZ 3 5Dl HE. Cu,(Ac0),(H,0),
; Vi) - 3 sPHER Sy FORZIICK
GAMESS | Tl o < | B, WL CasinH L
dPRIAICE X B, molibhs
SN e b BIRSEA  . BE
Gaussian | EOfEHTED Ea N NAOE L EB2




ko T 5 Lzl 1z DLbisine

k
== Location of External Programs

Set the absolute path for each executable and parameter file.
TINKER.

FeepesiholecularToolsitinkenbiniminimize. exeREEl (R

[NEEEEEEN Mizcellaneous

TINKERD B4 55
o0 ARl [V 7A%
[fyou have errqmgasgge !ike "nnjvm.dllfnun!j", } — 9 0)1:5%

Copy TINEER rethintclientjvm.dll to TIMKERhin

Save Position

#Houy5L0
Yis 774N 7%
Default®d }E%‘é‘ e

GAMESS ;_ w;i::]'” e 1 e atoms of GAMESS I:”Jt;l::"w:_ Browsej‘: 9 ‘/ %
| 1S azﬁxgo)
' & Ve

MOPAC

GAMESSD ) 7 7 £ )VIC S B ipwi{bhhib z &9 5 BEIC,
Symmetry UniqueZs il DB ZLn T 20 B2 5,



GAMESSO)}JJ7 A4V (1)

Calculations =)
=~ WinGamess Input Options E@@ o

éﬁ»r FCONTRL
v fnf crare (| scrme [REGIIRE| 1T m W NOSYM
YR - |GG oF iz —

. DF'I'I'YF'_ LocaL MECEE IREST
DFTo)ng ESTATPT.

OPTTOL 1I:I""r Esgu=lzR 100 -

Wan der Waalz VYaolume

SHELONE Lo
AR orour 1 o] [T ] S e s
PC GAMESS &

JEICBHZL o | rorune E‘ WinGamess Tl
erure S| A NIZ)) 35

[ Stationary point data f Long Format Data ] === kot Available L ﬁ 7 6
¢ %,

SCLIBE l— l—_|
|— I~ o l—_|

GAMESS?O) %1? o Run GAMESS as - Winzamess ---
Faciod 71 { [guiiiie, IESECRERY |, .. ¢
'h X i TC bi » Base FiIEr'-J:ar'nE fur Input and Output Q. ‘%ﬁ‘

551! j: 701:1 ‘t X A Save As Ga r.'rue:s: 5 Inp ut

Freview r Edit Input Execute Calculation

AT 7 L IVOER & fndl: GAMESSD 91y



GAMESSD AN T 7 £V (2)

KBRS

FBASIS

GHASIS
NOFLIMC
MEFLUMNC

ﬁ@éﬁﬁ DiffusePJ%

NGAUSS

DIFFSF DIFFS

FBASIS
GHASIS

MOFUMC
MPFLINC

CIFFSP [ DIFFS

PM3

FBASIS

GEASIS NGAUSS-
NDFUNCG nrFUNG (N
NPFURNG DIFFSF [ DIFFS

6-31G(d)

$BASIS

FEASIS

GEASIS NGAUBS
NDFUNC nFFunG [N
NPFUNG DIFFSP [ DIFFS

GEASIS NGAUSS
NDFUNC NNy 0 |
NPFUNG DIFFSF [ DIFFS

6-31G(d,p)

FHASIS

GEASIS NGAUSS-
NDFUNG nrrunc [

NPFLIMNG [ DIFFSF [l CIFFS

$§§fsl|55 NGAUSS

NDFUNC Va0 ~|

NPFUNG DIFFSF [ DIFFS
STO-3G

$|3EI ;fsl?s NGAUSS

NDFUNC N0 ~|

NPFUNG DIFFSP [l DIFFS

3-21G

31+G(d)

FBASIS

GEASIS NGAUSS-
NDFUNG nerunc [EE
NPFUNG [ DIFFSF . W DIFFS

31+G(d,p)

6-311+G(d,p)

FHASIS
GHASIS

neauss Cs
NDFUNG VN 0 ~|
NPFUNG DIFFSE [l DIFFS

6-311+G(2d,p)

FEASIS

GBASIS neauss EIES
NDFUNG NN - |
NPFURNG DIFFSF [l DIFFS

6-311+G(2df,2p)

FBASIS
GBRASIS

MOFLUMNC
MPFLUMC

NGAUSE
MWl 0 ~|

DIFFSF [ DIFFS

6-311++G(d,p)



TINKER

EENEGEEN Tools FMO ~ Facio's Worksheet Q@@‘
C GAMESS -

Itilities
OMIOM Lavers

Wan der Waalz Yolume

TINKERIC Z %€y )V
ML . BICEHRDBY
HEhs, il BP9
5 ERBRD D FETIVIC
X h s,

s BRIZ NYNT X — 2
MDD IT— Ry b—

PN NEE LTR, W o A—2ZAk3 2 H
Ny F 7 7 4 )V (MM3PRM_Patch)Zmm3.prmiZ &
95,



v - 1 = \lzer—defined|Gaussian Route Sections
PG GAMESS GallSSlaIl atecdetocd Savazie Bonie Sat

Flease edit Faciodni to define your own Gaussian route sections.
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- Batch Job Script for Gaussi [=] (2
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The default script file is specified in BatchJobScript [24]
parameter in [3SHConnection] section of Facioe.ini. [29]
[26]
Wiinfcsh -f A [27]
#@class =54 and in th h hutton. [29]
# @ error = g03 jefed{jobid) [29]
#Fi@ouele . : . [30]

# RHFI6-31G(d) Opt Pop=Reg

#B3LYP/E-31 GidyAuto Opt Pop=Req

# RHFILAMLZDZ Opt

#BILYP/E-311+G(2df 2p)

#BILYP/E-31+Gi{d, p) Opt Freg

#PM3 Opt

# MP2/6-31+G(d) SCF=Tight

# RHFB-31G(d) Opt Freg=wCD

# RHFIB-31G(d) NMR

# RHFB-31G(d) Opt=(QST2, CalcFC) Pop=Regy

# RHF/E-31G{d) Opt=(TS, Calcall, MoEigenTest) Pop=Reqg

# RHF6-31G(d) IRC=(CalcAll, MaxPoints=12, StepSize=10) NaSym
# MP2i6- 31 G(d) Pop=NPA Density=MP2

# TO=(M5tates=6, 50-50) BILYPIE-31G{d)Auto

# RCIS(MStates=5)/6-31+G(d) Density=All

#ZINDO

# SAC-Cl=(Full, Singlet=(NState=4), LevelOne)i§-31G{d)

# BILYP/E-31+G{d) SCRF=(PCM, Solvent=CH3CN) SCF=Tight
# BILYP/E-31+G{d) SCRF=(PCM, Solvent=H20) SCF=Tight

# B3ILYP/E-31+G{d) SCRF=(3CIPCM, Solvent=CBHE) SCF=Tight
# Opt ONIOM{HF:UFF)

#CBS-4M

#G2

# MP476- 31 G(d)

FMPAE-311++G{d,m

# CASSCF(B,5)/6-31G{d) Opt

# CIS/E-31+G(d) Opt
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