3P074
Giant SAC/SAC-CI .
( a b) o a a,b

[ ] SAC/SAC-CI

SAC/SAC-CI
SAC/SAC-CI
SAC/SAC-CI
Giant SAC/SAC-CI 3D02
[ ] Symmetry
Adapted Cluster (SAC) / SAC-Configuration Interaction (CI) [1,2]
SAC
symmetry-adapted
P = exp(zq Q)Y @
|
SAC-CI SAC
1PSAC—CI — ZdKRK\PSAC (2)
K
Q R
QR
3D02
[ 1]
A) N Apee, Amt An Amet..ereen. Ay
Am 2 (Amm+) 3 (A.mm+1,m+2)
A1, An Az Ani
(A1, An) (A2 Ana) 3
Giant 2 Giant 1 Am) 2 (Amm+1)

Giant 2 (Am) 2 (Amm+) 3 (A.m,m+1,m+2)



Standard 0.0002 au
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Giant

Standard

Giant
Giant 1 2

Am Am+2
2
0.025au
Standard 0.0077au

Standard

Giant SAC/SAC-CI

1 (H20)9 (3.0 )

3.0

Giant

Standard(Gaussian

Al123

A234

Al123

A234

Am-1mm+l

Amm+1,m+2

Am-1,mm+1

Amm+lm+2

An-2n-1,n

0.0001au

3.0

Giant

Giant 1 Standard

Giant 2
TT
Giant 2

Method Selection SAC (au)

ASAC (au) Total(au) Atotal(au) cpu(s)

Giant 1 Level Three -1
Giant 2 Level Three -1
Standard Level Three -1
Giant 1 No Selection -1
Giant 2 No Selection -1
Standard No Selection -1

.117062
.117074
.117049
.117443
.117493
-117351

-0.000013
-0.000025
-0.000092
-0.000142

-674.
-674.
-674.
-674.
-674.
-674.

181360
181372
181285
181741
181791
181587

-0.000075 7.5
-0.000087 7.7
————————— 34.5
-0.000154 34.3
-0.000204 202.2
————————— 1165.8

2 H(COH (1.4 )

Method Selection SAC (au)

ASAC (au) Total(au)

Atotal (au) cpu(s)

Giant 1 Level Three -1
Giant 2 Level Three -1
Standard Level Three -1
Giant 1 No Selection -1
Giant 2 No Selection -1
Standard No Selection -1

.273285
.302226
.296822
.292577
-326369
-318582

0.023537
-0.005404
0.026005
-0.007787

-675
-675
-675
-675
-675
-675

.057701
.086642
.081050
.076993
.110785
-102810

0.023349 34.6
-0.007294 87.1
--------- 288.8

0.025817  132.8
-0.007975  1343.0
_________ 238300.3

Level Three Ag=1.0<10%,
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