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AedS ydsdod a, i | b, i c. i |bgt. {?(’DEIS’B%
PBE 10.423 10.019 10.028 94.470 70.0043
PBEsol 9.629 9.002 10.001 94.84 0.0005
PBED? 8.949 8.973 9.749 92.476 0.0081
zero damp. PBD3 9.414 9.047 9.910 93.225 0.0030
PBED3 9.332 9.202 9.887 93.082 0.0036
PBETS 9.067 8.993 9.519 90.128 0.0091
PBETS/HP 9.388 9.043 9.720 92.186 0.0054
PBEADSC 9.280 9.144 9.88 92.990 0.0034
optB86bvdw 9.444 9.311 9.975 92.798 0.0041
optB8Bvwd 9.463 9.327 9.954 92.870 0.0037
optBPEVdW 9.647 9.427 10.025 93.499 0.0023
rewdwDF2 9.439 9.204 9.965 92.904 0.0038
scanrVvi0 8.889 8.933 9.595 89.554 0.0076
VAWDF 9.886 9.598 10.108 94.082 0.0003
VAWDF?2 9.655 9.543 9.966 93.653 0.0015
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ANz ydsdzO| a, | b, cC, i bgts. 4;%Els7tsd3
PBE 11.091 8.622 8.187 47.138 10.0063
PBEsol 11.038 8.453 7.753 44.022 0.0030
PBED2 11.098 8.011 7.392 41.955 0.0205

zero damping

PBED3 11.004 8.261 7.513 43.091 0.0085
PBE-D3 11.002 8.206 7.501 42.866 0.0101
PBETS 10.851 8.045 7.261 41.666 0.0267
PBE-TS/HP 10.973 8.201 7.447 42,712 0.0122
PBE-dDsC 11.004 8.150 7.461 42.628 0.0082
optB86bvdw 11.169 8.248 7.593 42.719 0.0106
optB88vwd 11.149 8.258 7.571 42.652 0.0109
optBPEvdw 11.187 8.348 7.661 43.058 0.0069
revwdwDF2 11.142 8.250 7.573 42.720 0.0102
scanrVV10 11.016 7.662 7.335 41.358 0.0186
vdwDF 11.242 8.508 7.786 43.596 0.0028
vdwDF2 11.150 8.448 7.599 42.819 0.0087
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sOBMIGO 1 OwO®Rjlster tojh jlsCd, ddzls jLikEkipfvtss fiidsis tO, OlsfHsatsdy j dzd W
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ejihijls My jCHte@y |
a=b=c, [
PBE 9.603 67 (0.60), 72 (0.56), 83 (0.44), §8.50), 94 (1.0), 100 (0.40), 104 (0.1
108 (0.32), 112, (0.73), 115 (0.60), 120 (0.42), 123 (0.32), 127 (0.42
(0.44)
PBEsol 9.414 69(0.59), 73(0.56), 84(0.51), 89(0.59), 93(1.0), 101(0.48), 105(0.1
110(0.76), 116(0.63), 120(0.48), 127(0.4633(0.5)
PBED2 9.052 48(0.56), 69(0.46), 73(1.0), 78(0.45), 88(0.52), 97(0.84), 103(0.7
108(0.6), 118(0.94), 127(0.49), 133(0.43), 146(0.4), 150(0.35)
zero damp. PBBD3 9.363 69(0.68), 73(0.67), 84(0.6), 89(0.56), 94(1.0), 102(0.53), 105(0.2
113(0.91), 117(0.69), 122(0.5), 125(0.42), 129(0.5), 136(0.57)
PBED3 9.306 69(0.69), 73(0.67), 85(0.59), 89(0.56), 95(1.0), 103(0.56), 106(0.2
113(0.91), 117(0.68), 122(0.52), 125(0.44), 129(0.52), 136(0.59
PBETS 9.091 71(0.78), 87(0.62)95(0.89), 105(0.54), 113(1.0), 117(0.62), 127(0.6
130(0.54), 137(0.56)
PBETS/HP 9.321 69(0.74), 73(0.7), 85(0.66), 90(0.6), 94(1.0), 103(0.57), 112(0.88
113(0.89), 116(0.75), 123(0.56), 125(0.58), 129(0.55), 136(0.63
PBEdDsC 9.270 69(0.68),73(0.64), 85(0.59), 90(0.57), 95(1.0), 103(0.56), 106(0.2
113(0.88), 117(0.68), 122(0.49), 125(0.4), 130(0.48), 136(0.53
optB86bvdw 9.423 67(0.66), 72(0.64), 84(0.57), 89(0.49), 93(1.0), 100(0.48), 104(0.
108(0.4), 112(0.93), 121(0.47), 124(0.422,7(0.47), 135(0.52)
optB88vwd 9.432 66(0.59), 71(0.58), 83(0.52), 89(0.43), 94(1.0), 100(0.4), 104(0.1
109(0.34), 113(0.85), 121(0.42), 125(0.37), 129(0.42), 136(0.49
optBPEvdw 9.526 66(0.6), 71(0.62), 82(0.49), 89(0.43), 94(1.0), 100(0.a%(0.18),
108(0.36), 113(0.85), 121(0.43), 124(0.35), 128(0.43), 136(0.47,
rev-vdw-DF2 9.407 67(0.65), 72(0.64), 84(0.57), 89(0.5), 93(1.0), 100(0.47), 104(0.2), 10
112(0.92), 121(0.47), 124(0.41), 128(0.46), 135(0.53)
scanrvvio 9.085 71(0.65), 74(0.61), 77(0.44), 88(0.63), 93(0.53), 97(0.9), 99(0.85
104(0.52), 108(0.22), 113(0.46), 117(1.0), 120(0.67), 126(0.47), 130
134(0.46), 141(0.51)
vdwDF 9.665 65(0.63), 70(0.6), 81(0.48), 89(0.48), 93(1.0), 99(0.35), 103(0.16
108(0.31), 115(0.86), 120(0.42), 125(0.33), 128(0.4), 136(0.44
vdwDF2 9.561 65(0.52), 71(0.54), 82(0.45), 89(0.38), 95(1.0), 100(0.32), 105(0.1
110(0.3), 117(0.75), 122(0.43), 127(0.31), 131(0.35), 137(0.4)
exp. 9.5771* 67 (0.27), 72 (0.22), 8(0.37), 90 (0.53), 95 (0.78), 101 (0.36), 105
(0.27), 110 (0.48), 115 (1.0), 118 (0.52), 121 (0.59), (1287), 137
(0.44) **
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vk YB. [""dBSCd Hdw btojddtetsos sydtsets dzOBtStO HOdzdz" = Hdzw
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