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Table 1. Excitation energies (eV) of (H,N)CyH4(COOH) calculated by

Ny %
R LA, ERARY =T TDHF, DC-TDHF, TDCPHF, and DC-TDCPHF methods.

> (H2N)C2oH40(COOH)(1X] 1)

L State  Main Configuration TDHF DC-TDHF TDCPHF DC-TDCPHF
(ZXFL°C, TDHF, DC_T?':!':’ 1!a"  n(0)-7*(C=0) 634 (0001) 631 (0004) 635 6.35
TDCPHF, DC-TDCPHF i 5 oAt n(N)—o*(N-H) 893 (0.009) 9.09 (0009) 884 8.84
CXORDEEFE TRV A 2(C=0)-7*(C=0) 928 (0209) 911 ( 129 )  9.25 9.25

¥—% R LTW5S, DC # 2'A" o(C=0)- ##(C=0) 10.04 (0.005) 10.05 ( 0.074) 10.02 10.02
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