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Table 1. Correlation between J values and Cu—0,—Cu core by UBHandHLY P calculations

Model" Cul-Cu2?  ZCul-O1-Cu2?  ZCul-02-Cu2®”  Jy[em']
X-ray 3.59 120.8 143.1 -1219
BS-POPT(LS) 3.39 120.1 122.4 ~640
BS-POPT(HS) 3.36 120.1 122.4 —403
AP-POPT 3.41 120.1 122.4 —963
BS-FOPT(LS) 3.38 119.0 119.0 -511
BS-FOPT(HS) 3.27 112.3 111.9 -198
AP-POPT2 3.40 121.5 121.4 —690

1) POPT (Cu and O atoms were optimized.) FOPT (All atoms were optimized.)
AP-POPT (Cu and O atoms were optimized by AP procedure after BS-POPT (LS) )
AP-POPT2 (Cu and O atoms were optimized by AP procedure after BS-FOPT (LS) )

2) in [ A] for distance and [degree] for angle
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