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FFCIHCTHF—D—FZZELET ., RET

v ALFH)
v @ £
L3

P # o rae

=

. (shift+Ctrl+C)

(T T AL DEREDFRFTIA > I\UE—FODRun%’JU wIULET,

@ MOPAC Keyword Setup m} ®
Hamiltonian [AM1 ] Method [EF ~]
Ghares [ | Mult [ ~v]oPeN [ o[ ]
MM [MmoK | GrorM 005 ~| LaRaE | ~|
GRAPH [GRAPHF | EXTERMAL | ~]
STEP [ ~ | POINT [ ~| T [ ~]

stepi[ 2 oJeonmi[ ][ ]
Oauw  [Oalvecs [JsonDs [CJENPART  [JESP
[JExcITED []GEO-0K  [JMOZYME [ NOINTER.
[CJoLDFPG [IPOLAR 7 PREGISE [JSYMMETRY

CIUHF  EAVECTORS (X2

Others:
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[ 71ILE—R] STEDRIT

« RS ITJEBABRIBBICAN I 7AINEBRFLULTCSEETVWEWSSA7O0RNEIRUET,
T7AIAIC [toluenel EADUREFEZDOUWYIFTBE. winmosll¥UserData®d FIC

toluene.dat&E WL\ J 7 A ILHMERL . WinmostarDtoluene.datZ AT 717ILELT
MOPACZ&EEI LE T,

@ FRUITEERTISCANTFNERFELTEED

i “ winmo.. * UserData » w &

D UserDatal &5

T Il (M) |tD-|LIE'I'|E| (
I74 LOEE(T): | MOPAC Input File Ndat)

A
v FAI-0EBEE) RE(S) é\l )l

7¥ : MOPAC, CNDO/SESMD V)L \DIZE(EZ. Winmostar Job Manager/ icE)
L. Winmostar Job ManagerffEB >3 IhEITSNE T,
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[ 71ILE—R] STEDRIT

. \J)lz/( E1T7H (SEOFTETEHIREMMSRRWN) « EVWVIJA ROM/MHBIRLEYT,
« STBNMETULESHB CTUTORICEELE I, (MOPAC., CNDO/SBETE)
— EIU?'D EMMEE DT 7AIL (toluene.out) NFFIX NI F7AILTHIMNET,

— BREBENEMTIZEEN T 7A)L (toluene.arc) MAATA > RIOTHIMZET,

- FTERTREBEOJVPERBEZR CGGTENEER THIZEEER T ULMERLET .

4 toluene.out - XEE - o x B T+ @ @ D H H % % | b0 v
MWD REE SHQ BRW ALIH Py N-15 C7HE M- 9214 [
~ Marked Order: 15 -1 -0-10

e [MOPACT by Dr. James J.P. Stewart, *x Marked Atom: X= 1.588533 Y= ~1.040402 Z= -0.000144

sk FRANK J, SEILER RES. LAB.. U.S. AIR FORCE ACADEMY, COLO. SPGS., CO. 80840 *x ] _ e el

o MOPACS. 03 ON Windowss, NT 4P 5 by N_Serda(Tencube) 20080476 ** Leriggii= 2SS (o= = BlEEs = L= [
og
oo

AM1 CALCULATION RESULTS
Winmostar

% MOPAC:  VERSION 6.03 CALC'D. 05-Mar-19 -

¥ WECTORS - FINAL EIGEMVECTORS TO BE PRINTED wa

% CRAPH - GENERATE FILE FOR CRAPHICS =

* MMOK - APPLY MM CORRECTION TO COMH BARRIER

® o J= - A TIME OF 3600.0 SECONDS REQLESTED i)}

% DUMP=N - RESTART FILE WRITTEN EVERY 3600.0 SECONDS

x EF - USE EF ROUTINE FOR MINTMUM SEARCH %

x A - THE_AM1 HAMILTONTAN T0 BE USED

* PRECISE - CRITERIA TO BE INCREASED BY 100 TIMES

*® NOINTER - INTERATOMIC DISTANCES NOT TO BE PRINTED H

# CNORM= - EXIT WHEN GRADIENT NORM DROPS BELOW .500E-01

. 0708Y090 0

AM1 EF PRECISE GHORM=0.05 NOINTER GRAPHF VECTORS MMOK O

Wirmostar L

ATOM ~ CHEMICAL BOND LENGTH ~ BOWD ANGLE TWIST ANGLE
NUMBER  SYMBOL  (ANGSTROMS) (DEGREES) (DECREES)
(1 NA:T Bz NA: | NC:hB:NA: T N&  NB NC

(]
1 C = g
2 c 1.48380 * 1 =
3 c 1.39505 * 120.00190 1 2 ¥
4 ¢ 1.39505 * 119.99834  x 17999929 x| 23 (o] . §
5 C 1.39505 * 120.00208 * -179.97136 * 4 1 2 Charges Available: Mulliken (Gtot=0.00,Qrms= 0.123)
5 c 1.39505 # 119.99930 % -179.97273 * 3 1 2 Dipole momemt: 0.263 Debye
7 c 1.39506 * 120.00040 % -.08628 x B 3 1 v
< > o ] +| 100%

YN winmostar
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[ F7A1IVE—R] #EREERT

e XAZIOAT ROLEOBRBIIZIOVUYVOL,. DFEE, ERzT v IITREHRLT1T
OONMRHETET. T IAILRTEAAZTA > ROTHIM TS T 71ILICHSIFSNEH
HT74)L (toluene.mgf) MNEBIRENDDT., TDOFXFFHLKZIIUVIULET,

H < <:F - (& SAER (SULEEERET Y v
[ » = ST S (mghHM)..

b 47 e AR AT = IRZA7 )L (out)(1)... s
> s
- Energy Level Diagram™ -1 > R &Surface SetupJ-1> ROMNHEEET . Surface
Setupo 1> RODDrawx 2 w29 3 EWinmostar Viewerh'£g) UHOMOD D FEhiE
MHIRUET,

@ Winmostar Viewer V11.1.0 toluene.mgf MO #18 isoval=0.03 - [m] X

1]
A

Parameters

Draw Style [JDrawboundary [ ]Dump cube fle
Transparency [JDraw contour map

Isosurface Value

pants[50 | scake [15 |
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AR ETRZRMEI STz

F1—BMYU7)L https://winmostar.com/jp/tutorials/ NS FEIHEA LWL/ \DOERE
bl —XU. TOREALDHDIRDOF1—MIT7I)ILE L —XUTLIZE0N,

Winmostar 3 s1ywrrLva

F1—rUTIL

BEF 21— bUFIL

AT IFIDRL

YouTube Flash

HFEFUY
AT BAT GEEE

'''''

Bgmensy
BXiRF ZEOHL HEERA

T e
S et & R T
. Iur

UE— DT (@EYILE6E)

UE—FZ37 NEW L =0 o E SRR
= —— =J TIIDEE
MOPAC BRo2A-32k
- DU
ERERE NEW Matrbe <> XYZRE

(1 YT« THF, SMILESAA, 5 FhiE)

o FHENZ=27JV https://winmostar.com/jp/manuals/ . KL<[ESEEESOIAYVIVUT 7

LoRAZSBBUTLIZE0N,
o ANBAREPRVED (CEHRVLGS(E
K<HBDERM https://winmostar.com/ijp/fag =HERIEELN,

Bt
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