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Bols ke WEH

(hEHERE LRHYHR) (AFKEALER, L)

F Slater BEE (STO) EMMREEFHEH—H Gaussian $13 (GTO) HyLkA &
BT STO UHEEES TR, ERAMKITESELROE FILFHE B EZRA
HIBE,

Huzinaga™, Pople, Stewart F1 Hehre!? B9y T STO [ GTO BHAMWEIM, L£ERE
T#HTF STO-GTO BAKM, BEEBRTFHFIIERHT ERA, BEXEEA, REEE
—FEAAPNEREFIE. BEENETRIMCETR B RBERAREF I FTH R KRR
&, ERTHESRNETFLFITERBBEE., A, BTESRREENMALERES
AR Slater $1EF Gaussian HERFNOERBAH, ERTEEARAETFHELRE T
LT B BB A E.

A, BATAR T BAABEFHER STO-GTO BHFRB(E 1—5),

STO [l GTO WYRIF A HRM Fe

N
d’ﬁzm(f) =~ Z Cid’gn’lm(ai)- (1)

FK STO-GTO BRI EH, MREIHR—H GTO HARI C; F1 GTO HBTEM ain ff
B)RANH GTO KA EFHERL(DRXEMY STO, TWIIRALLHREZAEK
YAt 75 2k -Sagent HHEHg Powell FLHE 5 RIGRMIMYLEMN A —4 TR, KE GTO A&
A C; BB o, MWTIREBENEAMN STO-GTO BRI, Powell ZEWISER, ZRME
a, AR, 5asE A RE RE A,

7 R E WAL, A T BARROIRZE R 6 & O00:
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HOHRRAGOK, A

N
Pi= |73 CiREwlainr) - Riwlaisr)r'ds

= i CiSiis | ‘ (5)
BO)RUE RAEFEE K
P=_CS,
TRBE
C=P-S" (6)
BIEGRRADK, &
e=1- i C.P., (7>

B ERARTEL AT —H o PE, BTHE PnS)H REMEORTEHAGAR C.. &
RAMR, BHRE e, BT HRERBRA o; &, RATREE e HFHY STO-GTO
Rt A4, ‘ .

RIMES TIHEEXRBETHEN ERBS P ANEZE R e (FAK; A E R
oo /NG, RIATHERS WS, AT RIEHBERS HETET KRS 0BRLE, &
BRBEFHERT 16—30 Br Laguerre ZTAMLE SN ERTF, ZELEM £, A FORTRAN

%1 STO ) GTO BF [6S—N(1Sg)]

x; . Ci €
0.01605395773136 1-00000000000000 1.017429 (—1)
0.06916083511377 —0.84931960537296 4.728952 (—4)
0.02618899698505 1.60617505529729
0.23664107303118 0.08944833882683 2.205191 (—5)
0.08530028874059 —0.77922027699300
0.02501260573053 1.45709147625804
0.31352596821276 0.04933553193182 7.871248 (—8)
0.07575843427674 —0.87002683041454
0.02848976451797 1.31547017367653
0.01811162242890 0.27422487140633
0.76113052613032 0.00174417686045 1.468909 (—8)
0.29379833434553 0.05070520572161
0.07635120095748 —0.86314387332571
0.02816455681609 1.33998469612019
0.01770434331608 0.23981256606342
0.55912056982096 0.00529537497138 2.636181 (—9)
0.26689866037248 0.05344862915059
0.08097119758431 —0.67822541881996
0.05674630437608 —0.26595087378569
0.02946235416084 1.31221888167464
0.01870679711152 0.34229888592984
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F 2 STO @y GTO BJIF {6P—-N(2Pg)]

N o; Ci €
1 0.02720326119331 1.00000000000000 1.882603 (—2)
2 0.13327146202673 —0.20022332640693 2.345806 (—4)
0.03068554897954 1.09325243256929
3 0.11598796425714 —0.25417118558434 2.018118 (—6)
0.03558740414897 0.89484991455441
0.02130649519284 0.25899184490813
4 1.07475087839232 0.00142708608494 5.849970 (—=7)
0.11723817861184 0.25095157744419
0.03524010580991 0.91130586001619
0.02094855712171 0.23875064876279
5 0.60815141376563 0.00349463473186 5.507349 (—8)
0.19005592934118 0.02604908251817
0.10816026606836 —0.24361651841138
0.03640987871632 0.86682381757622
0.02192002948155 0.29973164420510
6 0.67628421189391 0.00272758528183 4.057106 (—~9)
0.13658235377787 —0.14490016283314
0.06959697209844 —0.52734813901323
0.035672326777430 0.62971462987215
0.03163945720102 0.78668930325126
0.01973073086847 0.15356032404509
# 3 SITO |y GTO JBIF [6D—N(3Dg)]
N a; 7] €
1- 0.03853996341740 1.0000000000000 2.875537 (~3)
2 (.04095508929916 0.92170730136161 1.707661 (~3)
0.01834326675344 0.10026985332401
3 0.20398516151937 —0.06164359897184 3.018237 (—6)
0.04828568488784 0.69027489284095
0.02681538277742 0.36431075968032
4 0.20042427557814 —0.06355846348753 1.814981 (—6)
0.04957175924690 0.63248454256549
0.02860438263610 0.412619663500865
0.01481275708256 0.01188789271769
5 0.34372663909132 —0.01023786314864 6.877828 (—8)
0.16620105521969 —0.06630612989237
0.05598413642361 0.39817144741123
0.03628355634152 0.51628929072265
0.02303994188782 0.15486003093314
6 0.33956063263640 —0.01062878076916 3.579419 (-~
0.16627945345837 —0.06470786758599
0.11790203928190 —0.00135920523012
0.05473007362828 0.45669535065630
0.03391985733640 0.51973061758981
0.02107050442334 0.09314799480801




# 4 STO By GTO BFf [6F—N(4Fg)]

N a; Ci €
1 0.04999708318042 1.00000000000000 1.158908 -2
2 0.06993938706453 0.55684020403871 1.022363 (—4)
0.03443190827051 0.50955261786279
3 0.07551459163401 0.42687179896843 4.598924 (—5)
0.04062110880892 0.55890774907484
0.02291339967164 0.08449869317444
4 0.40182037446296 —0.00800315752093 4.576388 (—~7)
0.08424119971032 0.29815035680614
0.04675846752292 0.59316348218345
0.02672398969934 0.18313358203747
5 0.38563153282743 —0.00961437029573 1.59226% (—7)
0.08860297220913 0.23510148592344
0.05211342578654 0.51931454288160
0.03229208598471 0.29097741174777
0.02017612901124 0.02986713736358
6 0.76818422768118 —0.00140455399829 2.787380 (—9)
0.32418497511970 —0.01004833865133
0.09461608521412 0.17704468713105
0.05697459161099 0.47898168524442
0.03544282046793 0.36503451008183
0.02200689446628 0.05585077614557
%5 STO f#§ GTO BH [6G—oN(5Gg)]
N oa; Ci €
1 0.06153606840996 1.00000000000000 3.058570 (—2)
2 0.10013340759665 0.48640651570584 8.813692 (—4)
0.04332629399956 0.62090336460245
3 0.14454291482181 0.06851375122262 2.707738 (~5)
0.06729195889179 0.61937809588335
0.03454563495705 0.32276397465432
4 0.18939421550090 0.06851375122262 7.712119 (~7)
0.09369374299174 0.37457938894516
0.05135520469354 0.53097008637553
0.02898391361056 0.15152829358015
5 0.20300470755317 0.05099644787443 1.592519 (—=7)
0.10305444433012 0.30055434278772
0.05777365397118 0.52056866465080
0.03381844475197 0.24179866602774
0.01888691224500 0.01200877311089
6 0.23325469898071 0.02487986400971 3.659157 (—8)
0.13431555078402 0.12501598453428
0.08517103979857 0.30017680356066
0.05515560320150 0.41203772939028
0.03556522042123 0.23309414792414
0.02244774372800 0.03076071138630




WEERITTHE STO-GTO BAARBANBERREN Powell 3k £ H K R 1k 2 FF-EXPANS,
B ESTHEM Ls B 6g & MEFHIER STO-NGTO R, N ABIRES Fi,
BHELERGE. 2 1s 3] 5e NRLNERIE. BEFTELBEE ERIZINER.

RA1H EXPANS TEFEME T 6s.6p.6d.6f, 6g HiEH STO-1G F| STO-6G BRI M4
MR, BRI, BRIFRZE ¢ Y/, XT STO-3G BH, ZELHENRITIRE 64
107°~107%; XF STO-6G H4H, € AJik 1078~107°, 5 Stewart KFRM 1—5 FHR FE
H) STO-NGTO R EMAUHL, BREAEBLIEET. RITBRKREHOEARTT ds-f0
trans-[Pt(NH,),CL,] HIBEH el F IS B, B & T R2EEEN, £ KX 6
BE U TFR/EDT, BELREFL—FY, FRAPETFHEN STO-NGTO BAEH,
AEENBHEFRELR G ENBTCEITERME T B RE.
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