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2.2.1File

ﬂe{l’*giew Point(V) Model(M)

Open File{0) ;
Open CPF File{N)
Open File[difference density](F)

Open File[difference cpfl{P)
Open File[ Supermolecule]{E)}
Open File[IFIE Grid Json](l}
Save File(S)

Save Profile File(V)

Save Renumbered PDB File{R)

Edit Gaussian Input File{G)
Edit cpf2den Input File{l}
Moldai{M}

Molda[with file](W)
Density->CNS(D}

File List{L}

Close File{C})

Exit(X}

23 Fileo 5° >

8 Open PDB (*.pdb,*.ent)  ABINIT -MP Check Point File(*.cpf)
ABINIT -MP Grid File(*.den,*esp,*.map,*.mo,*.efv) MOL2 (*.mol2)
MDL (*.mol, * .mdl),Gaussian Cube (*.cube,*.cub), Gaussian
output (*.gout), XYz (*.xyz), Mopac input/output
(*.min,*.arc), (*.trj,*.tr2,*tj2  ,trj2) Pno (*.pno),

* prof URL
U  ABINIT -MP : http://www.fsis.iis.u -tokyo.ac.jp/result/software

(e e S et S o

cpf Zip gz

PDB http://www.rcsb.org/

MOL2 http://chemyang.ccnu.edu.cn/ccb/server/AIMMS/mol2.pdf
MDL

Gaussian Cube http://www.gaussian.com GO03 Manual Pages

Gaussian output

XYZ
BioStation Viewer
X,Y,Z
Preference Arrow
Mopac input/output : Dewar,M.J.S., Thiel,W.,J.Am.Chem.Soc.,1977,



99, 4899, 3907
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i Pno http://www.fsis.iis.u -tokyo.ac.jp/result/software
i
V CPF,PDF 1
V  View Point
V  Model
V  Color
V  Atom,Residue (Model,Color,Label)
V  Tool(Display * in Distance, Set Rotation Center )
V  Monitor(Distance, Angle, Dihedral Angle, Interaction Energy, IFIE

1:1,N:1
V  Preference

1)
PDB ABINIT -MP Check Point File MOL2 MDL XYZ
Gaussian output Mopac in put/output
300 Stick
300 CA(Line)

2) ABINIT -MP Grid File Gaussian Cube
ABINIT -MP Grid File

y ) den

) esp

L) map

b ) Mo

bl ) efv

ABINIT -MP Grid File

Gaussian Cube

Periodical grid value
on off 2.4



E Gaussian Gube File Type b_(

Please Select file type.

Type. Density
[ ] Electrostatic Potential
[ ] Molecular Orbital

Periodical grid value ® On O Off

Ok

2.4 Gaussian Cube h [ wmi —

3)
2.5
2
Section @Seto
2.3
4) Density CNS
File Save CNS File
CNS
| & Isosurface Value{giDa..  —
File(F) | Tool(T)
e
p Close(C) —
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&+ Isosurface Value(g10a.. — O x
File(F) Tool(T)

Value (e/bohr*3) ® [0.001
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Color C] -
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Transparency 0
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& Periodic Display — [m| X
File(F)
# Fit Molecule
Margin x u y u z u [A]
) Manual
& lsosurface Value(gl.. — C
X Num Start Interval
File{F) IMT” ¥ Num start Interval
Extract Density(E) Z Num Start Interval
Value (¢ —
perodicP)
2.7
(Fit Molecule)
Fit Molecule
X,Y,Z
Manual
X,Y,Z (Num) (Start) (Interval)
2.8
aMin Max(red,blue) 6
& Isosurface Value{g10a_fmo_sto-3..  — a X & Isosurface Value(g10a_fmoNo-3..  — [m| X
Eile(F) Tool(T) File(F) Tool(T)

® |0.001
] 15 o(0.0595)

Value (e/bohrA3)

Value (e/bohrs3) |0.02| |

Min Max(red,blug) | |-u.2

[[o2 |
I |—EI 2 ‘ |EI 2 | ———————
Transparency 0
(w——---— 0 50 100
Transparency o
0 50 100
Bounding Box Zon @ Off
Bounding Box ) On ® Off
Draw Type ) Surface @ Line
Draw Type () Surface @ Line
Section Set SeCoN
. - PR
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2.9
Mo No.
Draw
6 66 0
Line Width
Color(-,+)  Color(+,-)
Min,Max
Transparency
Section

Gaussian Cube

Molecular Orbital Enerey Z Elgl
File{F)
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2.10

&b Electric Field Vector(g10a_fmo_sto-.. — O >
Eile(F)
Map Property
Value of Density Isosurface ® [0.005
] 1E| 0(0.05802)
Min Max({red,blue) - ‘-0_2 | ‘0.2 |
K/:
Transparency 0
0 50 100
Bounding Box ) On ) Off
Draw Type % Surface (. Line
sectn
Electric Field Vector Proreriy
Model @ Line
) Stick (width) |0.05
Start Value Threshold {min,max) ‘0.05 | ‘1.0 |
Number of Step b ‘50
Length{A ) ‘0.1
Thinned-out ratio(0.0-1.0) ‘0.1

2.10 z el

Map Property

Value of Density Isosurface

Min Max(blue,red)/ (red,blue)

AMin Max(red,blue)

Transparency

Bounding Box



i  Section

Set 2.3
1 Electric Field Vector Property
U  Model
Line, Stick Stick Stick

0  Start Value Threshold(min,max)

0  Numbet of Step

i Length( )

0  Thinned -out ratio (0.0 -1.0)

0 1

IDraw
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25
10) Pno(Pair Natural Orbital)
Hole
Particle Hole Particle Hole
Particle Vector Select
All Unselect All Apply 6
2.11 2.12
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B4 Pair Matural Orbital List (2 |[B][X]
Fragment Ha. 1{1)-=0{2) -
Display

Relaxation : -0.014400634

Hole : 1.000887 Value
Patricle : 0.009113011 Value

[ ] vector Walue

Fragment Ha. 1{3)->0{4)

Display
Relaxation : -0.011778644
Hole : 1.9840206 Value

Patricle : 0.015979381 Value

WVector Value
Ll

Fragment Ma. 1{5)->0{G6)

‘ Select all || Unselect all ‘

| Apphy || Close ‘

2.11  Pno(Pair Natural Orbital) o' 2 h O mmi

& Fragment No. — O *
Value 01
B oo Jmenfo ]

I:\/:
Transparency 50
o 50 100

Bounding Box ) On - @ Off

Draw Type ) Surface @ Line
Vector Preference (from ___ E|@”X|
— O

& Fragment No. 1(2 * Style

— ’01— Radius Head |0.2 Bouhy |0.02
D . - @ - ’E Head Length  ® Fix 05

=\ I Ratio(%)  |25.0
Transparency 50
0 50 100
Scale 0.5
Bounding Box ) On - @ Off 4
Color

Draw Type ) Surface @ Line

2.12 Hole, Particle,Vector
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§ Open CPF

1) None:
2) Ignore Fragments :
3) Fragments in Distance :

4) Ignore Fragments by dimer value(CPF R23): CPF R23

&

File File
Range

® None
lgnore Fragments
Fragments in Distance from Distance [A]

Ignore Fragments by dimer value{CPF R23)

Ok Cancel

2.14 None —
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C% COpen CPF

File [age_FMO-PB-PIEDASBIETrpCage_fmo-pb-mp2_631gd.cpf|
Range

None
® Ignore Fragments |[1-3 10 18-20

Fragments in Distance from Distance [A]

Ok Cancel

File

2.15 Ignore Fragments —

&+ Open CPF

File [age_FMO-PB-PIEDASBIE\TrpCage_fmo-pb-mp2_631gd.cpf|
Range

None
Ignore Fragments

! Fragments in Distance from |5 Distance [A] 4

OK Cancel

X

File

2.16 Fragments in Distance —
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l_

& Open CPF

File ztData\cpf_sample\TrpCage_fmo-pb-mpZ_631gd _rev25. cpf|
Range

None
lgnore Fragments
Fragments in Distance from Distance [A]

® |gnore Fragments by dimer value{CPF R25)

Ok Cancel

File

2.17 Ignore Fragments by dimer value(CPF R25) —

| 181013-1520— b wat D — % ™—% | —h'
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8 Open File[difference density]

§ Open File[difference

MAP

Adjust Atom range

File2

Coodinate

EY Density(filel *cl+file2xc2. )

coefficient File

File1]1] | | Fie

File2|1 | | Fite

File3|1 | | Fie

Filea |1 | | Fite

Files 1 | | Fie

File6 ' | | Fite

File7 1 | | Fie

218 o' £ hO i —

cpf]

1
Tool->IFIE MAP
2.19
/
File
Atom File 2 010 6 20 56 File 1
5-15
Gapply 6
S Check Point File(file1*c1+4ile2*c2...) x
coefficient File Adjust Atom range Coodinate
() Atom| @) Fragmnet

File1|1 File
File2|1 File | | ) apply
File3 1 I | rie | | < apply
Filed 1 File ) apply
File5|1 File  apply
File| 1 File © apply
File? |1 File ) apply

2.19 ]'HVEOW-ﬁJh,D-i—
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10-20

2.18

IFIE



8 OpenFile[Supermolecule]
CPF 2.20
1-100 OK

IFIE 3D MAP

E Supermolecule

File Protein Fragment No.
Complex || H File ” |
Protein | H File |
Ligand | | File |
‘ Ok | | Cancel |
2.20 h O i
8 Open File[IFIE Grid Json]  Json
Json
&% IFIE Grid Surface - ] x
File{F)
Numberoffies [1____|
File1 | |
]me ‘ ‘-|E
Value 0.1
Color 3 -
2 MiniMax
Color(-) Min ,— Max ,—

Color(+) Min ,7 Max ,7

2 Log @ Linear

Color |Colorc-.+)|v|..‘ defauit |

———————

Transparency 0 50 50

Bounding Box ' On l:l @ Off

Draw Type ( Surface @ Line

2.21 IFIE Grid

Number of files
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&raw 6

doadod

§ Save File
1) pdb, ent PDB
2) gjf Gaussian
Check Point File
( )
S

ABINIT -MP

%chk=test.chk

#HF/6 - 31G(d,p) POPT=(MaxCy cle=100) SCF=TIGHT

01

N 0 x001 yoo1

C 0 x002 y002

C 0 x003 y003

H 0 x071 y071

O 0x072y072

H 0 x073 y073
Variables:
x001= 0.162000
y001= - 0.202000
z001= 0.000000
x002= 1.612000
z072= -5.671000
x073= -4.846000
y073=12.697000
z073= -6.024000

z001
z002
z003

z071
z072
z073

Constants:
3) jbg JPEG
4) png PNG
5) tif Tiff
6) XYZ XYZ
7) prof :BioStation Viewer

§ Save Profile File

17




BioStation Viewer

8 Save Renumbered PDB File

xxx-renumbered.pdb(xxx

§ Edit Gauusian Input File

Gaussian

* prof

§ Edit cpf2den Input File

cpf2den

computing lattice point

Xyz
ABINIT -MP

PDB
5 Save renumber PDB file >
Output File Name|§\hybrid$:‘§l]*j“/j")l/j‘?'r,II/\3W2Cl_wiId_mmﬁgd-xOpt—renumberd.pdb
Output "TER" ) YES (@ NO
Chain Name
1 (A
2 (A
Gaussian
cpf2den
2.22
Check Point File
Min,Max
2 cpf2den

18
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&+ Edit cpf2den Input File - [} k4

File(F)
Molecular Orbitals {*.mo) ) YES @ NO
Electron Density {*.den) ) YES ' NO
Electrostatic Potential {*.esp) ) YES @ NO
ESP Mapped on Isosurface (*.map) ) YES (@ NO Isosurface Value W
Electric Field Vector (*.efv) ) YES i@ NO
Pair Natural Orbitals (*.pno) CJYES ) NO
Partial Grid I YES @ NO
Auto Grid ® YES () NO boundary ® Show |:| ) Hide
Grid Delta Size(A ) 025
Grid Box Space(A ) ’37
CNS formatted Electron Density {(*.cns) ) YES () NO
Restart from File I YES @ NO
Base Name ‘

2.22 cpf2den h O e >ufi ) >

Molecular Orbitals(*.mo)

fragments Molecular Orbital
fragments:
a,2,8-126
Level : MO
HOMO -LUMO OHomo-5:Lumo+5 &
Al o
@cad
&/irtual 6
d-106

Electron Density File(*.den)
Electron density

Electrostatic Potential File(*.esp)
Electrostatic potential

Esp Mapped on Isourface(*.map)

19



Isosurface Value:
Electronic Field Vector File(*.efv)

Pair Natural Orbitals(*.pno)

Pno
Partial Grid
NO
Reagion :
d,2,8-126
Auto Grid
YES Grid Delta Size
Grid Box Space
Boundary how/Hide :
Grid Delta Size: A
Grid Box Space
GridBoxSpace

A
NO
Auto Grid (JYES @ NO boundary ® Show |:| ) Hide

Gridsize X |64 | ¥[6a | z 64 |

X axis Min@ 1 i Maxl@ 1 17

y axis Minlﬁ o 1 Max@ o 4

—— V.

d\:
Z axis Min |-5.4 Max |58.0
-8 1 -8

1

CNS formatted Electron Dnty(*.cns)
CNS Yes

Restart from file
Yes

Base Name

20



CPF

§ Molda Molda
Molda Molda Molda
§ Molda(with file) Molda

Molda
8§ Density ->CNS
den CNS
8§ File List
2.23
ABINIT -MP Grid File Value 25
2.8 2.9 2.10
Ed File List |Z||E|E|
[v] g10a_fmo_sto-3g_3.den -
[w] g10a.cpf
[¥] g10a_fmo_sto-3g_3.map —
22 O wml ' @) —
§ Close File
Viewer @Ok

2.24

C% Select Close File

[ TrpCage_fmo-pb-mp2_631gd_7.2.cpf

IR

Select All || Unselect All |

2.24 hD e ' ®) —

§ Exit
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2.2.2Viewpoint

w W w W W W w W W W

Front (z
Back (z
Left (x
Right (x
Top (Y
Bottom (v
Rotate X:X
Rotate Y:Y
Rotate Z:Z

Yiew Point(v)

Model{M)

Color(C)

L S = il

Front(F)
BackiB)
Left(L)
Right(R}
TopiT)
Bottomi{O)

Rotate X(X)
Rotate Y(¥)
Rotate Z(Z)

Rotation/TranslationMagnify(A)

Periodic(P)

2.25 Viewpoint © 8° D

Rotation/Translation/Magnify

22
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Apply 6

E! Rotation/Translation... |Z”E|E|

File(F)

Rotation

Axis EIZI Angle |0

Translation

2 |D | i |D | £ |D | EA Rotation/Translation. .. |

Magnify File(F) |

Scale |1 Open Qew Position File{O)

Save View Position File{S) [
Apply Close(C) C
2.27 </ —hOwsi © 7% D
1 File *.pos

i Open ViewPosition File
U Save ViewPosition File

1 Rotation
U Axis
i Angle

1 Translation
a XY, Zx\y,z

1 Magnify
i Scale

8§ Periodic X.Y,Z

2.28

@ Peropdic Display
File(F)

XNum |1  |Iinterval|4.4197 |[0.00o0  ||o.oooo

|
YNum|1  |Interval|-22098 |[28281 |[|o.oooo |
|

ZNum|1  |Interval|0.0000  |[o.ooo0  |[12.2588

Draw

2.28 Gaussian Cube h 0 wmi —
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2.2.3Model

1) Atom

8
8
8

File

Wire frame

§ Ball&Stick

u Reset
i Close
XY,z
Num xX,Y,Z Interval
Gaussian Cube 3
Draw
Atom/Structure
Model{M) | Color{C) Selection(%) Calculate(C) TooliT}
1 Atom{A) ¥ O Off(0)
| Structure(S) ¥ O Wire frame(W)
Hydrogen(H) »| © Wire frame[with fragment bound](F)
"l © Ball&Stick{B)
® Stick(S)
0 Stick{with boundaryHT) ..
) Ball&Wire{A)
2 CPK(P)
2 Backbone(K)
1 Caflime]{L)
2.29 Model(Atom)o A2° D

Wire frame(with fragment bound)
C

24

Atom



w w W w w

Stick(with boundary)

Ball&Wire

CPK

Backbone

C [line] C spline
3.1.1

Atom{A)

I

Model(M) | Color{C) Selection(S) I

¥

§tmﬁ|re{5} »

® Off(0)

Hydrogen{H) ¥

2 CafC)

2 Cafline](L)
) Caftube]{U)

2 Line Ribbon(l)
) Flat Ribbon(F)
2} Solid Ribbon(S)
2 Cartoon{T)

2.30 Model(Structure) © 2* >

2) Structure

w w W W W W W W

ERE_EST.cpf

Off

cC ¢C

C [line] C spline
C J[tube] C spline

Line Ribbon Ribbon(line)

Flat Ribbon Ribbon(Flat)
Solid Ribbon Ribbon(Solid)
Cartoon Cartoon

2.31

2.37

25



231 Cd —

232 Cd Line —
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233 Cd Tube —

2.34 Line Ribbon —
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