e[ Gaussian stREKERETFHE?

(1) E&RITT

£ abinitio J77AH > IRETRIAIE AR e BEE A DFT 5748 - JfFmin]
LURFEE T3 R o s T RS R P LA » FeffI LA N E |07 T HIET R R Bl:

$chk=H2 CISD
#CISD/aug-cc-pVTZ Density=All

H2

01

H

H 1 R
R=0.74

sFE&E B G EA—(# H2_CISD.chk AYFEZ » Ff"fE fy checkpoint file » S
R TR AT AV AN ©

PSP AT » B PR R S Bl (s SRy formatted checkpoint file £
5t SFER fohk 1+ 7£ Unix TE ToIES

formchk H2 CISD.chk

BRI O] PAEA  Gaussian Ay T HAZ cubegen #zE 4 CISD HEm P FEUHINY 2R
TREFEZE

cubegen 0 density=CI HZ CISD.fchk H2Z CISD.cube -1 h < H2Z CISD.pt

BepEHy H2_CISD.pt 2 —{E 05 HE > FACE ST cubegen ZZEAWREL(IEHY density > 5F
fEeH2Rd Gaussian ¥} cubegen HYEHERI - FEATER » VRS THEIETET
HIE > Feff{E H2_CISD.pt Hra] LIRSk

-1,0.0,0.0,-1.0
1,0.1,0.0,0.0
1,0.0,0.1,0.0
20,0.0,0.0,0.1


http://www.gaussian.com/g_tech/g_ur/u_cubegen.htm

ERFNE 2 il 2=-10A BRAERE 0.1A HIEHETHE

bt cubegen 545 &4 —{@E H2_CISD.cube &

—{E/NMEZ reubes > FHE (Unix £47) 20T (FEEE /A EH4EEERT)

rcubes

AtEEER) H2_CISD.out fHyfEZ

H2 density=CI

< HZ CISD.cube

HT

FAi 20 {E%E -

BE T HRMERETHEEN - =
Fo TikiE AN A R M A S8 e T (R Al ER g ERE A ek s T

> H2 CISD.out

Electron density from Total CI Density
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T ERMZENETEE - 17
% %%‘FF ' B R AR Y BT T2 atomic units > FEREESy bohr - B
EHFRLL bohr =277 - TR B EERIE AR excel E!ﬂjriﬂjlﬂ&ﬁﬂ?

PR RPRP P OO0 OOo

0.0000000000000000

0.18897300000000000

0.0000000000000000

0.0000000000000000

0.0000000000000000

0.18897300000000000

0.0000000000000000

0.000000
0.000000
.88973 0.22960E-01
.70075 0.36328E-01
.51178 0.57556E-01
.32281 0.92544E-01
.13383 0.15086E+00
.94486 0.24243E+00
.75589 0.38451E+00
.56692 0.38301E+00
.37794 0.31569E+00
.18897 0.28200E+00
.00000 0.26971E+00
.18898 0.28200E+00
.37795 0.31569E+00
.56692 0.38301E+00
.75590 0.38451E+00
.94487 0.24243E+00
.13384 0.15086E+00
.32281 0.92544E-01
.51179 0.57556E-01
.70076 0.36328E-01

THYRT = {88 R 2= AR -

0.699199
-0.699199
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H, Electron Density
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AIFEFE H2_CISD.pt S et —Re( P AT T2 » S MR e A s & e
BR S TR S 0 - FIEARIRT EATAIEL. SigamaPlot #HI> FATO-
B AP e ]




(2) “FHEsrT

LL HCHO 431 R -

%chk=HCHO
#MP2/6-31+G(d,p) OPT Density=All

HCHO
01

H

c 1 11

0O 2 12 1 120.
H 2 11 3 120.1 180.

SHESE R BT ¢

formchk HCHO.chk

cubegen 0 density=MP2 HCHO.fchk HCHO.cube -1 h < HCHO.pt
HCHO.pt NAEAI T -

-10.0-2.0-2.0

1, 0.05,0.0,0.0

80,0.0,0.05,0.0
80,0.0,0.0,0.05

Gaussian oLy yz “FiE > WAME v, z=-2 F] +2 FEANETH 80X 80 Y Grid -

P T ARFAME A reubes F220EF cube FEAIRVE{EES A HCHO

rcube < HCHO.cube > HCHO.dat

(T4 contour plot H{HH Sigmaplot, Origin TEfhe » FMLL /s FH R & (HIhRE
58 KHY Gnuplot F£3 -



2t x BB (AT Excel B¢ unix T.H) WS EEERLE RE S » B4
HCHO_density_log.txt SZZFfE

-3.77945 -3.77945 -2.99
-3.77945 -3.68497 -2.93
-3.77945 -3.59048 -2.88
-3.77945 -3.49599 -2.83
-3.77945 -3.40151 -2.78
-3.77945 -3.30702 -2.74
-3.77945 -3.21254 -2.69
-3.77945 -3.11805 -2.65
-3.77945 -3.02356 -2.61
-3.77945 -2.92908 -2.58
-3.77945 -2.83459 -2.54
-3.77945 -2.74011 -2.51

B NREYE Gnuplot F230fE HCHO.dem :
set dgrid3d 80,80

set pm3d implicitat b

unset surface

set contour base

set cntrparam levels incremental -1.8,0.1,0
set xrange [-4:4]

set yrange [-4:4]

unset key

set view equal xy

set origin -0.2,-0.2

set view 0,0,1,1

set size square 1.4,1.4

unset colorbox

unset xtics

unset ytics

splot '"HCHO_density_log.txt' w |

SHAC A EE TR A Gnuplot (http://www.gnuplot.info/) Window, Mac, Unix ¢ 243391

& Gnuplot console #i AL 5% ¢


http://www.gnuplot.info/

load 'HCHO.dem

Gnuplot 4L FEI -
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