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1. Introduction
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2. Theory
LS CCIEICBIT DR N X —RBLZ — LT 5,
E=N-(¥.|S" Hexp($") L) 2.1)
N = (¥ [8" exp(§R )\l{fﬁ) 2.2)

22T (WL| &L ) RBEEsTHY . St ST IEMERE T ThE, TNERT T -
v MEICEFRTE 5, MBI % Hartree-Fock (HF) FifE, S & §' % HF FliE) 5 ORIEIH
B &7 5 & single-reference (SR) CC k12725, MBI % CASSCF %D L ) ICHEEIR L7
EREZ T CLEEIREIC E 5 & MRCCIENEOLND, £7-. MBI % Full-Cliz Lt b
&L QDRUT Full-Cl =R V¥ —% 525, 20X 22QDNT. R RW BT XV Essif
(2 DM Z RO,

@.DHRUTIBVT, SR-CCSD # HiFE A & L CTHEMEIRE 12 CORB A kB 7 5, Ukrainskii
<> Head-Gordon H DOHFFEIZ LV | CC I ENEIE OFEE 1 T HEME IR L 7= & & 2 EMERIICEEIR T
EBHTENRENTVDHOT, ERELZSRT B, (V| % HF BB CLEBIK: L,
FE A OER « fREEICBI D 2HLEZERINTO CLERZE 2 5,




E=N-;b,*< (@ [$" Aexp(S*)|¥F) (2.3)

N7 =D b (@, 8" exp($*)| iy ) (2.4)

ZTSMESIICELL, 2 BT R E COMB T O T H(S" =8 =S, +S, ). AIREN

CcC YEZ@UE@%I“C%E)@“C (@} TRSN D ZERMIA truncated CI Th > THEHHR I LD T FR/LF

— I3 size-extensive TH D, F7-. AIREEN MRCI RO ENRAECTH H DT, AIRBED CCSD
WA CIIN /2 E F B EZ2 LR T 2 &N TE D,

3. Results and discussion

F4 size—extensivity 22V, Table. 1 Total energy of (LiH), (X=1-3) and size-extensivity error in CISD,
CCSD, and the present method. 6-31g basis sets were used.
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