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Atom LS states Energy of 3d"*14s! relative to 3d"4s? (eV)
3dn+14s1/3dn4s2 QRHF pdsMCP spdsMCP

Sc ‘F/°D 1.122 0.915 (-0.206) 1.128 (+0.006)

Ti F/°F 0.681 0.329 (-0.351) 0.674 (-0.006)

\Y °G /*F 0.290 -0.192 (-0.482) 0.273 (-0.017)

Cr 'S /°D -1.066 -1.564 (-0.498) -1.111 (-0.046)

Mn D /°S 3.532 2.869 (-0.662) 3.440 (-0.092)

Fe F/°D 2.053 1.395 (-0.658) 2.001 (-0.052)

Co ‘F/*F 1.831 1.227 (-0.605) 1.832 (+0.001)

Ni D /°F 1.631 1.076 (-0.555) 1.711 (+0.081)

Cu S /D 0.051 -0.566 (-0.618) 0.118 (+0.068)
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222, Mn T 3d%4s% 0S JREEIC T 2 3d0%4s! °D D= 3L ¥ —,

Method Term Energy (a.u.) Relative energy (eV)
3d34s2 63 3d%4s! 6D
AE/[26s20p15d10f10g]
HF -1157.40179 -1157.27178 3.538
CISD (3s3p3d4s) -1157.92119 -1157.83226 2.420 (-1.118)
+Q -1157.95641 -1157.87034 2.342 (-1.196)
spdsMCP/[5s4p4d2flg]
HF -102.72621 -102.60625 3.264
CISD (3s3p3d4s) -103.11814 -103.03562 2.246 (-1.018)
+Q -103.14458 -103.06437 2.183 (-1.081)
spdsMCP/[4s3p4d1f]
HF -102.72448 -102.60581 3.229
CISD (3s3p3d4s) -103.03336 -102.94637 2.367 (-0.862)
+Q -103.05400 -102.96818 2.335 (-0.894)
Exptl. 2.145

# 3. CuH 77 FOREECIRES X IEIRIE D e 2.

States Methods R.(A) we (cm™) D./T. (eV)

X Izt MP2 1.417 1922.8 2.750
CCSD(T) 1.456 1769.6 2.782
Exptl. 1.463 1941.3 2.85

Alzt CASSCF 1.645 1600.0 1.555
MRSDCI 1.607 1654.5 2.858
Exptl. 1.572 1698.4 2.905
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