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Lo THFRDITR T O N ERE L BRSO ZHEA L L CRITE 5, hoZHIIT Tl THuE
FERRICBWTEZEREZIZAMSZERO IR >TNWDHZ 0D, S FiE BRI D F/EY O
ZHARBUC L > TEER LT, REYLDFREIZ/R 5.

SIS DS EABR A/ DD, TR ORITEBMEREY 7 A 7 —RHT 5, B 2
TLAEFMT 27 VAY ALK Y | HFESOZEARBUIFTGORBERBE LTI T T A 7 —k
B L CRBICHET LN TE D, 74 7—BIBRIIIIEE LIBE 2T ABEEIC k> T
bdZeNTE D, BlE [ab] &3 2EMEMYATRER —EHBMHE iyt LT, KM [a b] NOT:
BO x ILBWCHEOREE A2 L, f8ESNTREEHFOT A4 7 —MEaH7 0 3) RA%LLF
W T, 207 NI ZANIGTREGOZHARRIICHTE L0 TH D, 743 U X LD,
51 (a, 1O T a S HFE LT LM b £ TOMI/NKE S LT 1 T — RO R LS ZFE L,
BoNZEETODROESEZH ST [ b] NOEED x BT )07 47— E#HET 5
LDOTHD, i Lo b] Z0ETHEE, EXMLBOFERLELZe L L, £72 e LV MUINREZSE
T5, AOKM LICETDRETLAITT A 7 — BB ICE L DT T a izt 5,
i HBOXM LICB I 5T A4 77— OBRFPOEE x5, £ T5 8. B A)OT A 7 —HEuTkT
Hzbhs,

10~ 1y (xo,,,x)=}jﬁ (%) f(x)] (x=x,)" (s1)
£ G- £ (3,,5)| < (52)

-
—

TTCNITREBARE, e IFFARELR T, BUIT. B-XKHELIZBW T, =a 2 bikd, 2FIXH
MR R AR e LV /NS W &S LT, A E W TES x 2B S ¥ 5,

xwk=xw+5~h k=12,... (53)

BGED R BA RN k DR RMEE kmax L5 5 L. Xy 1 o VRO L, DRI x,, & 725, — I
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KR, D REBI LA x,  BRARTREN B,

Xy, =X, (54)

0,i-1,k max

2T kmax 1Z—E EIXR D 2R, B x NEO LI b 22, T DX A RKXE T, &
T 5, ZOFNEZ XM L2 DIERAT 9 L& [a, b] NOETOHREIR BN 5 REFLEBRE D,
SILIEVEEDT A 7 — WA BN E X T, x BRI 1L ICH DEEIETED x,, & xo00 2L L
Tx W ZRBEPLLAICEBAZ LI > THELZ LIFp 2 L3 TE 5,

K GBO)DO—FLERVEGOLEEHICE D & RBIHKRE N, 3FFRZEe IIXIT 574 7 — R
DR DR E % T(loge, N) THRT &, 1 < a, b < 3OHMIZK L THELATERF LI, T(4,4)=42,
T(-4,6)=25, T(-4,8)=16, T(-6,4)=182, T(-6,6)=56, T(-6,8)=30 TdH D, 7=, BLEIEHKDOFHEMN
0.73<a<0. 815, 1.57<b<1.76 DIGH, —HLEZR Y ESITLLFIORT L5112, T(-5,4)=25 Hr LD
TA T —fkE L LCalang,

83 Vb

Siadebl= (a+b)*

_ 1415 b4a4 + 1651 b3a4 _ 2562 b2a4 + 189) b2d4 _£a4
5507 1687 1945 3023 1965
+2696 b 4328 B + 10997 B - 1803 1803, 5. 1775 7

1383 571 1048 AT
5297, 2 30323, 5 156225 0 31015, 5 1110
958 1775 489 185 631
JT303,, 182795 12073, 853, 4041
1083 645 277 34 1423
1485, 6621, 5906, 6542, 116l
547 s41 279 445 64l (55)

A (55) OEHEBRENIFTED 10" OBEICHE SN TND, TR LETA 7—REEPLEDLE
T AANE, RO EE S FRESICH L TCHLEHTETH 5,

4.2 HFREREAEXDKE

ROBMBIL, 7 FHETOZEARILZFMN L TEZELOH FHERE B ELRE T2 L TH D,
DY PG R Z S oS3 (B 4), JHMAE - UREOK R <M< ERTE (EES), &b
Schrodinger §eff % fik U 7= dfdiSeft (B 6) &l Z ENEE LU,

— DT+ 53T OETIRE A T RIAIIZ % < Hartree-Fock-Roothaan J5 B2 21345 1 #1E B4k % JL I RS
BB L. o FHLERBE ORI E R KM 2 SRR L, EF ¥ — 2 RERAREOULEE &

15



% Buler TBRATHD, LNLRRL, ZOHFBRRNTIIETONT A—=F 7205 o FRG B ERIE L
LTHERONUTEYIESRE 1 obii/aT 2 LIETE v, AFRICBW TRIICSLERZ &1E, oF
WL HRAH DRI A =22 LFERITHRTE LI 2L THDH, Zha HRAOZELIL LS
Lzt B,

DFREG OERESBEEIZE N T2 0 T ONEEE & EIEREEOWEREIL. Al o5 7o 0
ZEARBIEIC LIV CFLE LT Z R TE D, £, HFEZIIRT oy L OHTLRD
WNIA=HELLTHELTWD, LI -> T, ==L & ONZ o T 0B OB E ARSI
DIREENT A =B BRI A—HDEEANZL > TETENCTE D, WEELITERRE L R
DEZNNTA—=2 L L TE 2 &I d, D FBOOZEARIOZEANCLY, sFiuETEREXDOZ
ZEACRTIRBIZAR Y | P B R A ZERZHEAOGTBERE LTERTE LI LITRD, KHR
FHREEIL, RS L ETHRRBEOMETH D,

Schrodinger S 121X KIEAOS4: & L C Hellmann-Feynman EHEXH Y . 21T FDOHA. £ DRk
e LT (23) THEXOLNAHE Y TAVEBMBRKY Lo, B U T VERITERESBEBIC O T
Y SEDZ ERFE SN TS, LA L7Ze2S 5 Hartree-Fock-Roothaan FR2ZCIEE Y 7V EBRIT A
L LTERASAT, SHEFBROFHEEDLDNTNDET TH D, HFILEORKEREEL EY
TOEBITE I KIS CTH D, AiFE 1L Fock HHE 7- D Hermite YN EFE T 25 MEFETHH D
IR, BFTEH =RV —LRT Uy LR X — L ELE TOZ R F —EEOM T—ED
NTUAZRD Z L Z2EHm T 2MENEMETH D, AV R ER SR L v ) 7V ER & Il
BB N T2 T _REKIRFMSM L L CEATDIZ LA THL EEZOND,

Schrodinger SFIZITRBTAIAESME & L CEFRWMICT OO N AT FIERDH H, —DIFMAF N
FEOBETHY ., &I —DIIMMFERETOLATHL, R (24) THEXAONDIREFEEDOD AT S
PRITRA T L R OWEB BB OERER T, ZOREEFZUNO R & D ATEMEE
7 TIREBAEIIHIR SN TR Y | DATREORELERT DFENTE S, Schrodinger ARIZXE LT
IR BN B KV b STV DIF EZORREIT NS b, ZOMEDR/IMbE RS E L
TEHATLZLITADITHLEEZDLND, BTFHONATEMHEBRRIZEZ D ZENRTE S, ZD
DI AT FMOBREL R/MET D Z L R ERM & T 256 A TR ELIEENBIEI 3 L Tak
VT IUTHMSEMFITERXTEZ O, KL LR THWERERXTEZOND Z LIk D, RNEXROGE
IAT v 7 EROBEAREMEPD TRPBEL D,

Br LW FLE F RO RSO E L Cid, RIS & U Ta Tl O BIRS B R &
EEUTNVERE, RFTNEESREE LT OO AT R ES 2D ERENTHDLIEEZLND,

B0 Schrodinger f# & E O HF fif O = % /L X — X BB & MEEN 2, %7+ B3 13 Hartree-Fock f# (HF
fif) OFATH 5, Hartree-Fock HRERUTILE TR L EWIZEET S 2GR+ Afus T
2N, Bl % 1E He J 1 D34, Hartree-Fock FRERN LG L5 E THBIIKEREG = RV F—FRE,
#1.1eV(2 Skecal/mol) THh D, ZAVUIMLENERT DEEAEE 2T NICTBA TV D, —RICITE
DHF B2 HET 22 LF#LV I LD, BEFHABIISHICRECAELLA TN EEZLND,
FLOWHBRATITIEREENE ST A =2 L L CBEINEND72D, HF fROFRZEIT/NSL< Y | &1
FABADIGEE N B3 b WIS D, & ICETFHON A TR 2 FTESEMEIZID ALD Z LR TENR
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TETFHBEOKE IR R EEXLND,

LAENEAE LD EM 6 £ TEMET DB R b, 5 FHuERBTRAORGHIE T 5 B
FERTH D, HFHENREST BRI REGEHE Z AR D08, TOBFITITRETHIR
FESRAERO S FARE IS AIE DS & 2 B B 1T RO PR B 5,

JRF OB BG4 28 713, FoFREEOMENHR THLL Z b, SHBOMEL
ERAE

5 ®&IC

BT EFOBE ORI, BEFNFRCESE, WEOME L WHEOBRREWA LN L, LT
RERERRT L LICE o TULFOREMEZIET 2 2L Th D, SE_OAMIT. B ¥4 E
MR« MBEY:  RIERER CIRERER SN T 2L THh D, 2 H O BRICK L TSHE
72 B TLFORRIIFH L TV D, TORREIE, RO FHEER S L b ELEHMBE L LTE
AHNTVNRVWNLTH D,

AL BB, BT Schrodinger 77 FEFD = /L X — [E Al Z ST LI AE < D TlE 72 < | Schrodinger
FRACEENDIZSDONRTA—FEZEHL L TR ZLETHD, ZORETITRMNOFRL LT,
DFEOLZEAEBEDOFTHZ R L, Zhaflio Tl TR AR TBRARICEEZH|ZHZ &
WA CTHLZ 2B L7c, SH%OMEL LI, 200 TS OB, o FilERETEXO
fRIEZR EINEEN TSN D, =)L —[E - Rkl - APRBRASE - R R R & o0 H B
B, BEFEFOEFREREELEL LTWD, o BB R ORI THERNFIERE T
HD,
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