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&CNTRL

N

ReadGecrER_50res.pdb’
WriteGeom="ER_50res=M&HFcpf'

N
/
# ¢ - | £A°
2.2 FMO
FMO  — | 1— < 0#A°RIST—FX10# A ~|8she-' k.4

= aff h Dwmi L ov 2 4L g

‘ pjsub -- interact run_mpi .sh ‘

% A < ER_50res-FMO-HF.log< ER_50res-FMO-HF.cpf% 14 {—# 14 f—hO
i b pfi. D) o340
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2.3 IFIE

CPFh O wai & BioStationViewer — ~)' pa&». ek o= 1 73491 1%]3
—hoi b ™= Nef - &L [ =™ MP2 g Ao

| ABINIT MP_HANDSPING032702 ERreference \ ER_50resFMOVPZpf \

BioStation Viewer Open1.0 rev,11 Binds 001 =i
File(F) View Point(V) ModedM) Color(C) Selection(S) ToodT) Mgaitor(O) Ed(E) Preferences(P) Help(H)
ER_50res-FMO-MP2.cpl
o
- M\ Chain
[rpent - - =
"efiydo! e o <8 Monitor k Interfragment Interaction & 1:14 =3 A° Value —k i » »

fi | Mp2d -8 Color—v« ® Wt « ®% | -10%|F 10< =3 A°®
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“ool(T)

BioStation Viewer Open1.0 rev.11 Binds 0

MonitorfO) | Edit(E) Preferences(P)
Distance(D)

Angle(A)

Dihedral Angle{H)
Intgraction Energy(€)
Reset(R)

VISCANA(V)

IFIE MAP(M)

FILM Isosurface(L)
Compare Density files{F)
Charge List HF{(C)
Charge List MP2(P)

Charge List HF NBO(N)

Charge List MP2 NBO(O)

Charge List HF ESP(G)

Charge List MP2 ESP(T)

Interfragment Interaction(l) »| ® 1:1(0)
1:1[Lock)(C)
N:A(N)
N:N(M)
List{L)
3 Body List(B)
4 Body List(l)

%' eofi ) <— IFIE ~

Z
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Interaction Energy Value[kcal/mol] [x]

Value

® IFIE

MP2 -
Compound-IFIE

Many Body Calculation

Value : main+side chain

Color(-)  Min |-10.0 Max 0.0
Color(+) Min 00 Max |10.0
Log ® Linear
Threshold 0.0
Color Color(-#) | ¥ ..
Ok [(g Cancel
™= g4
















































