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Fig. 1. Algorithms of
KUHF and KROHF

BP A 929 5 NERIERR AN 2 8 L 7= FCP KD BA%E

7 TAZ—D X ) REILRE LN OBIIELLA
MmTix, 28T (AE) Ob LD P NI ERRFHE
il 2945, K7y Tk, 2 E TERE 2 1%
Sy R ERELC K DAl DR RFHRFIETH D FCP
EERB L CE 2, AFETIEE B, O TERICEDN
OB IREBOE(AFTIRT 2720, METEZRT Ty
LELTHEEL, WEETF OO TR A < FCP-CR £
% BA%E L 72 [ 3C 9], AFIEIT AE #H5L & RS o NEkiE —
FNF—RNH LNV T B2 B2 ERER SN,
S BICEEFEM OWEIT AE D 0> ™D On**®) (n 135
T80 LHIE S, FRCEEFE2Z L GRbamTRER

CPU time (5}

250000

200000 F

1 SO0

| R0

SO000 -

—A— AE
—@- FCPCR

0 0 o0 w0 100

"

MLz R L (K2),

(iii) 2 A AT R IAS He D < oy T e -

Fig. 2. System-size dependency of CPU

times on total HF calculations in Au,,.
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Fig. 3. Deviations from 4-component (4c)

calculations in bond lengths.
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Fig. 4. Deviations from experimental values in enthalpy of formation for 23 transition-metal complexes.
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