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property # of data error PBE HSE06 Gau-PBE
Atomization energy 1
148 17.9 6.2 8.8
of G2 set (148) rms / kcal mol
Barrier height of B
2 4.31 1.
NTBH38 + NHTBH38 (68) | MAE /keal mol 028 43 %
Band gaps of
33 MAE / eV 1.2 0.3 0.2
SC/40 test set (33) ©
cpu time per lst cycle of SCF ®) MAE / min 14 100 32
cpu time per one single point &) MAE / min 121 448 266
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