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YLK TR R ERR N R E TAEREEZ K. A TEFITE, A$
FERAIR D FRITER P EPE IR THT R, R B EAE LR F i
SRR RERREER, AR KB T HE TR, 55N R FA2EHE5
BN BV A AT RE .

2.1 Schrédinger 5 #8 K& i

B AT BRI KIER Schrodinger U1, EHE—- N TFHEER
BHHETEW, TEEIEMXNSEMT , RA#ER Schrodinger .,
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Hp = Ep @-1
B PR R, T AR AR B T R B K 8 Schrodinger H2,HXT L HF
95 TR R BT | AT 5HA S FRHER SRBOR T T4 B F 1 47, X
RSy B AR NARTTRE, %48 i AN, AT LMBSE B F R4 FHLE, 306 & A
PR F B 2 B FF (LCAO B . 3XAT, Schrodinger 778 B 43 7 225 i —
AFWEHRRBOTRG, RBZFTBRA, BIRE 5 THIEAER KA 85 T3
HERF R, BIRR RS E ORI T, il —4 R R RN
0) RAFT A —E B R B FAA T RER R, AT, RS RLAR
PO, B BB . SRS R R B B B 7 e , TRV 4 AR AL A
(A% — R — K B RS , AR B/ A (BER BAR 4 FH B S8k &
GHEEZ) . TEULEBIOHE SR EERE b 5 S fe A o 3 sk , B8 80 & R OR IR RS Oy
B, RIS THE G EFHERE R 2R, WIERA/N R R R4,
Hamilton B-4F60 % T3R8 A% ShAE L FIRIHER BB B 7 54X 0% 5| BRI ]
HEFR B8, 40 T30 SR BOBUR T LT S0 A bR0 L B

1 ZiZ
—;%va Z—VP+Z——ZZ +3) AB\I/=ET\I/

p<q Tm » '  A<B

2-2)
K ZR BB LEIRE s m ABRER - T RIEE; F R A RIES ASE
1.2 WA 5IA B RE B F B BET, 56 3 TN B FHIEHEF R, 58 4 AR S8 ¥
[R5 RE, 55 5 TN SR B
HRERAEFRAL, G 3TMAEIFR VRN,
Born il Oppenheimer AR 4 H, 712 3 @4 LB shE R R 3 MRS, T I7
Tt o — LT 2, LS B R W T B S BB S R I T 2

—%E Vie+V(R,Ng=ER)¢ 2-3)
4

— S L Vi ERS = Erg -4
A Ma

Ko HHFIB 3R 6 W% 3k BREG E(R) BE R B B4k R 1 8L F 6B
B, NEZEh R HEEE; Er MEARERER.
K2 - ) HEERLIRN B TES TR, Q- DREEH R,
P Z I SR BCR B FHUEIE L, 7 M FR RN B R & A RE A n A
BAE T PR T
W(1,2,+5m) = g (D (2) g, (n) (2-5)
WERRH LR, TR TEEN 2—1 M FARN LG hES . 4F8H
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ML R AEIEAR NI B-O JE SR8 T3 Bl LR b SHAT I
2.2 SrFHLBEHL

BB RE H, AFERARIRE T Schrodinger 712 MXE /%, — i
STERBEARSWERRSEE, BEMLLIRSE. BBIIHELUER Har-
tree-Fock BIE#7#k(HF), 20 4 50 4£4%, 7 HF B AT R F 454 R 5L ml
& yRothann # 1M FHERENTBHE SR, HERBEAIHR— B EEiL
SFHUE. B X FHUE R LA X BT R WA 5. HF FREEEA
—HAERMEMIR - TR — A E BRI TR, REERIUCRBE
& ZH5 ) Hartree-Fock-Rothann & #ER K

FC = SC 2-6)
2o .S WHE BB C MY e HEERAMTEM.
Fock B ¥
F=>h+> & @-7
i<j
Fock SERETCHR N
St F 7 EARE , 7] 84 Slater 175 E R L H FI B
@ = pragi1Bprap:fgap.f | 2-9
FEHON E S MS, M B3, ER R AR N
E=2i3Ho+ )@y — Ky 2-10)

FFrRBEER, TH— LA Slater 75 2R KR TR B R B, Bt B 7 78 N
FERR®E HF 7% . UHF 5R% A8 o R FAFFALE. W

F(a) C(a) — e(n) SC(H) (2 _ 11)

FPC® = PSC® (2-12)

A LA BRI RE ST HEF i 4 FHUE I R g, UHF R3O 2 B IEAS f4k
TERRE ST B BRTS 3

RS FRUE LB ER SEN T REMERNNES SEREMER
LB TE MR ST A

2.3 HWTHRXREZEMINER

# Hartree-Fock 77 g , B — M FERF B 5 HA L TR H 5 h
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S, X RER T BT EPFREEER, RS ER FRNBEAEX, T
Pauli AARZ FREERI PR, B BEFAT BB~ AN T BB 7E 23 [ [R) — st 2 s B, R it
BT HARMIE SR, TR ZEE —E RH AR, Rz R 3548 2800 .
MBI BT R BB RS B T RAE . B THRA IR THRHETFZ
IR R AR H R T 6 R FFER SN

2.3.1 MFHEXEE

AT AR R i S R A R B IR T RE . 2 G R
=BT dr BBBEE, po (r ) BRATABEAE T2 BRI LE 71 # r,
HIMER . [p: (r1r) )/ L D) IREH—NBTFHE o B, 7E 1 RSB —BFH
iR, BT ZEA Coulomb HF SHER, BTLALL: () 1/ [0 (r))1<p1 () , K
E, (r)=Lp Gy /Loy r) =1 GO R GUE e = | 70— 7, | RN, F,, (r))fH
T, RARGETE o B BRI .

BETHRGBAEZIRE ML, RIBER BB L LPRME S — &, HXeE
FER R BRERT TSR 0.5%, MERER X IRZE % B, Hartree Fock 773 £
— YRR HRFRYIESRY XA 2, XS —
PR AL ORI A TR AL BE S R TR — 3R AR E L | AR, 1558
BB RBER r F RSP EE B BN R, AHEE RSNt R
BB, FIA LEPFR A TR IERHTE ., 2ARMIEESHASHEE
FEE R EEM .

2.3.2 ASHEERER

BETHFHREENPESHEMNRES FHRETR A fE S BT
KAHE, H Hartree-Fock S UiAR > TR R FEAMAMRESE S, HF geRES
BETRTEFFIEEE, 28T B T2 308 KM%, ASME/ERCDE
BB BT FAHCRER ik 2 — 12 )\ —4 Fock 25 ()52 4% fy e 25
R A, TEE - EENTFRBRES (o (), RIE SR T B REBEF
=W

W(x,) = Z};Ck(pk(xl) (2-13)

Xq?ﬁ%@%m@ﬁ V(x; yXT2) »EIU%?E o) %'ﬂi‘%ﬁ’%ﬁ X }E}F’}gﬂ:%
ﬁ Cs %Iz B‘J@ﬁ,%ﬁﬁx‘f ) }E}Fo

Y(x1,22) = chl (), (1) = chl.kz o, ()@, () (2-14)
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n 4\@%% W(xy sz » ) P EFF R



