PIO with Winmostar

1. a1 )L
CygwinET. CygwinfFE L T&i<exeZ EJL F
g/l -0 —-mno-cygwin —-o *. exe *. f
gfortran —static —-o *. exe *. f
readfort/. f, pio.f, lcao2.f, lcao2fchk.f
lcao2. flZJmo| TEIATE S K S ITEIE
g03, g09% 7]

2. readfort7. fM K4 Y I[Zreadgaulog. fTYERL
log 7 7AILIEITTHETES L DIZEE

3. GAMESSA{ERK
readgamout. f, lcao2gamout. f, l|cao2gampun. f

4 . Winmostar MGUI TPIOEZ#HT

PIO. Analysis with Gaussian

PIO. Analysis with GAMESS

PID
o
) IS AEEESU LT Set | Reset |
) Save | abcomacambeom  Edit |
13 Gause | Exec Gaussian  Gen( | Generate batch
@ Po | _GenP | Gerarate pioinp
15PC 0 =] a=ALL b=ALL
_Edit [*piocut MO [fsbTeh  x]
oG] Open | PIO Homepage

¥chk=ah
#p rhi/zto-3e punch=all nosymm pop=full efinput

BCONTRL ICHARG=0 MULT=1 SCFTYP=RHF RUNTYP=ENERGY
COORD=UNIGUE MAXIT=200 NZYAR=0 $END
BEYSTEM TIMLIM=B00 MWORDS=10 $END

$SCF DIRSCF=.T. DAMP=_T. $END
IBASIE GBASIZ=STO NGAUSE=3 FEND
BGUESE GUESS=HUCKEL $END

FDATA

Winmostar

C1

1) IS AALBEA ST Set | Resst|
i) _Save | abinp aing hinp EEJ
(%) Games| Exec fﬁm _G@J Generate batch
P | _Een_PI Generate pio.inp
BPG[0 -] a=hLL b=ALL
ﬂi.tJ ¥ pig.out M m
_Guit | Open | PIO Homepage




5. BLERT

Gaussian | —>| PIO | — *. [ogx—> | Winmostar

formchk

*, fch — | Winmostar |+| cubegen

Q;::: GaussView

WinMOPAC

GAMESS | — | PIO | — *. out*——> | Winmostar

FE QY+, PHATIVH I —




