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Cartesian coordinates (in Bohr, B3LYP-D3/QZVP optimized)
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Rotational constants (in MHz) for all methods and molecules

If not mentioned otherwise, results refer to the QZVP AO basis set

B_e(reference) B_e(calc.) deviation relative deviation in %
HF-D3
A 4293.9 4309.9 -16.0 -0.37
1B 1395.9 1403.7 -7.8 -0.56
¢ 1130.2 1134.9 -4.7 -0.42
A 3322.5 3333.4 -10.9 -0.33
2 B 719.8 725.6 -5.8 -0.81
c 698.0 704.4 -6.4 -0.91
A 3071.1 3094.0 -22.9 -0.75
3B 1285.0 1293.8 -8.8 -0.69
C 1248.7 1245.6 3.1 0.25
A 2755.9 2760.3 -4.4 -0.16
4 B 2675.6 2698.8 -23.2 -0.87
c 2653.3 2677.2 -23.9 -0.90
5 A 2336.9 2342.4 -5.5 -0.23
A 1464.2 1504.8 -40.6 -2.77
6 B 768.2 763.7 4.5 0.58
c 580.6 580.7 -0.1 -0.01
A 1165.7 1179.6 -13.9 -1.19
7B 661.2 662.8 -1.6 -0.24
C 454.0 456.8 -2.8 -0.63
A 1166.3 1171.0 -4.7 -0.40
8 B 767.6 776.5 -8.9 -1.16
C 513.0 515.7 -2.7 -0.52
A 862.5 869.5 =7.0 -0.82
9 B 754.2 754.7 -0.5 -0.07
C 513.7 515.5 -1.8 -0.34

A 4293.9 4304.6 -10.7 -0.25
1B 1395.9 1401.7 -5.8 -0.42
C 1130.2 1133.5 -3.3 -0.29
A 3322.5 3325.1 -2.6 -0.08
2 B 719.8 727.7 -7.9 -1.10
c 698.0 706.0 -8.0 -1.15
A 3071.1 3087.0 -15.9 -0.52
3B 1285.0 1293.9 -8.9 -0.69
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c 1248.7 1243.3 5.4 0.43
A 2755.9 2755.3 0.6 0.02
4 B 2675.6 2694.0 -18.4 -0.69
C 2653.3 2673.2 -19.9 -0.75
5 A 2336.9 2338.1 -1.2 -0.05
A 1464.2 1498.9 -34.7 -2.37
6 B 768.2 767.4 0.8 0.10
c 580.6 582.7 -2.1 -0.37
A 1165.7 1176.3 -10.6 -0.91
7B 661.2 664.1 -2.9 -0.44
c 454.0 456.8 -2.8 -0.62
A 1166.3 1170.1 -3.8 -0.33
8 B 767.6 774.5 -6.9 -0.90
c 513.0 514.1 -1.1 -0.22
A 862.5 868.3 -5.8 -0.67
9 B 754.2 754.5 -0.3 -0.04
c 513.7 515.3 -1.6 -0.31

A 4293.9 4274.5 19.4 0.45
1B 1395.9 1389.3 6.6 0.47
C 1130.2 1123.7 6.5 0.58
A 3322.5 3299.2 23.3 0.70
2 B 719.8 730.9 -11.1 -1.55
c 698.0 707.9 -9.9 -1.41
A 3071.1 3071.4 -0.3 -0.01
3 B 1285.0 1282.4 2.6 0.21
c 1248.7 1240.6 8.1 0.65
A 2755.9 2734.5 21.4 0.78
4 B 2675.6 2675.1 0.5 0.02
c 2653.3 2651.3 2.0 0.07
5 A 2336.9 2328.9 8.0 0.34
A 1464.2 1497.4 -33.2 -2.26
6 B 768.2 775.1 -6.9 -0.90
c 580.6 587.5 -6.9 -1.18
A 1165.7 1164.5 1.2 0.10
7 B 661.2 664.1 -2.9 -0.44
c 454.0 454.1 -0.1 -0.02
A 1166.3 1171.2 -4.9 -0.42
8 B 767.6 769.7 -2.1 -0.27
C 513.0 512.3 0.7 0.14
A 862.5 866.4 -3.9 -0.45
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9 B 754.2 750.5 3.7 0.49
c 513.7 514.2 -0.5 -0.10
HF
A 4293.9 4284.2 9.7 0.23
1B 1395.9 1393.7 2.2 0.16
C 1130.2 1125.8 4.4 0.39
A 3322.5 3323.5 -1.0 -0.03
2 B 719.8 707.0 12.8 1.77
c 698.0 682.7 15.3 2.19
A 3071.1 3077.7 -6.6 -0.22
3 B 1285.0 1280.8 4.2 0.33
c 1248.7 1227.4 21.3 1.70
A 2755.9 2746.0 9.9 0.36
4 B 2675.6 2685.3 -9.7 -0.36
c 2653.3 2669.8 -16.5 -0.62
5 A 2336.9 2319.2 17.7 0.76
A 1464.2 1505.5 -41.3 -2.82
6 B 768.2 747.8 20.4 2.66
C 580.6 570.1 10.5 1.80
A 1165.7 1177.4 -11.7 -1.00
7 B 661.2 644.5 16.7 2.52
c 454.0 447.8 6.2 1.38
A 1166.3 1147.0 19.3 1.65
8 B 767.6 768.7 -1.1 -0.14
c 513.0 506.6 6.4 1.26
A 862.5 856.7 5.8 0.68
9 B 754.2 745.1 9.1 1.20
C 513.7 507.7 6.0 1.17
MP2
A 4293.9 4303.0 -9.1 -0.21
1B 1395.9 1399.7 -3.8 -0.27
c 1130.2 1134.4 -4.2 -0.37
A 3322.5 3319.1 3.4 0.10
2B 719.8 727.1 -7.3 -1.02
c 698.0 705.7 =7.7 -1.11
A 3071.1 3078.6 -7.5 -0.24
3B 1285.0 1292.6 -7.6 -0.59
C 1248.7 1253.0 -4.3 -0.34
A 2755.9 2769.0 -13.1 -0.48

10
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4 B 2675.6 2684.6 -9.0 -0.33
C 2653.3 2658.5 -5.2 -0.20
5 A 2336.9 2345.9 -9.0 -0.38
A 1464.2 1459.2 5.0 0.34
6 B 768.2 775.7 -7.5 -0.97
C 580.6 585.5 -4.9 -0.84
A 1165.7 1175.7 -10.0 -0.86
7 B 661.2 661.0 0.2 0.03
C 454.0 456.9 -2.9 -0.64
A 1166.3 1175.6 -9.3 -0.80
8 B 767.6 768.0 -0.4 -0.05
C 513.0 515.9 -2.9 -0.56
A 862.5 864.9 -2.4 -0.27
9 B 754.2 758.5 -4.3 -0.57
C 513.7 516.0 -2.3 -0.45
MP2/TZVPP
A 4293.9 4292.8 1.1 0.02
1 B 1395.9 1395.7 0.2 0.01
C 1130.2 1131.1 -0.9 -0.08
A 3322.5 3310.7 11.8 0.36
2 B 719.8 728.6 -8.8 -1.22
C 698.0 707.6 -9.6 -1.38
A 3071.1 3071.7 -0.6 -0.02
3B 1285.0 1290.9 -5.9 -0.46
o] 1248.7 1249.9 -1.2 -0.10
A 2755.9 2762.5 -6.6 -0.24
4B 2675.6 2677.8 -2.2 -0.08
C 2653.3 2651.7 1.6 0.06
5 A 2336.9 2340.5 -3.6 -0.15
A 1464.2 1453.7 10.5 0.72
6 B 768.2 775.2 -7.0 -0.91
c 580.6 585.1 -4.5 -0.78
A 1165.7 1170.8 -5.1 -0.44
7B 661.2 660.6 0.6 0.10
C 454.0 455.6 -1.6 -0.34
A 1166.3 1163.1 3.2 0.27
8 B 767.6 766.7 0.9 0.12
C 513.0 512.6 0.4 0.07
A 862.5 862.9 -0.4 -0.04
9 B 754.2 757.6 -3.4 -0.45
C 513.7 515.2 -1.5 -0.30
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SCS-MP2
A 4293.9 4278.8 15.1 0.35
1B 1395.9 1390.9 5.0 0.36
C 1130.2 1126.7 3.5 0.31
A 3322.5 3308.8 13.7 0.41
2B 719.8 717.2 2.6 0.36
c 698.0 695.6 2.4 0.34
A 3071.1 3060.8 10.3 0.34
3B 1285.0 1281.5 3.5 0.27
c 1248.7 1240.1 8.6 0.69
A 2755.9 2750.4 5.5 0.20
4 B 2675.6 2669.7 5.9 0.22
C 2653.3 2647.5 5.8 0.22
5 A 2336.9 2327.0 9.9 0.42
A 1464.2 1458.1 6.1 0.42
6 B 768.2 763.8 4.4 0.57
C 580.6 577.7 2.9 0.50
A 1165.7 1169.4 -3.7 -0.32
7 B 661.2 654.2 7.0 1.06
c 454.0 452.6 1.4 0.32
A 1166.3 1156.6 9.7 0.83
8 B 767.6 764.8 2.8 0.36
c 513.0 509.9 3.1 0.61
A 862.5 858.0 4.5 0.52
9 B 754.2 751.9 2.3 0.30
c 513.7 511.4 2.3 0.44
B2PLYP-D3
A 4293.9 4288.7 5.2 0.12
1B 1395.9 1396.1 -0.2 -0.02
c 1130.2 1129.5 0.7 0.07
A 3322.5 3293.5 29.0 0.87
2 B 719.8 716.8 3.0 0.41
c 698.0 694.7 3.3 0.47
A 3071.1 3063.3 7.8 0.25
3 B 1285.0 1285.3 -0.3 -0.03
c 1248.7 1244 .4 4.3 0.35
A 2755.9 2755.7 0.2 0.01
4 B 2675.6 2677.9 -2.3 -0.08
c 2653.3 2658.0 -4.7 -0.18
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5 A 2336.9 2330.9 6.0 0.26
A 1464.2 1460.5 3.7 0.25
6 B 768.2 765.6 2.6 0.33
c 580.6 578.7 1.9 0.32
A 1165.7 1166.1 -0.4 -0.04
7 B 661.2 659.1 2.1 0.32
c 454.0 453.4 0.6 0.12
A 1166.3 1164.4 1.9 0.16
8 B 767.6 763.5 4.1 0.53
c 513.0 510.9 2.1 0.40
A 862.5 862.4 0.1 0.01
9 B 754.2 750.5 3.7 0.49
C 513.7 511.8 1.9 0.37
B2PLYP
A 4293.9 4284.4 9.5 0.22
1B 1395.9 1393.3 2.6 0.19
C 1130.2 1127.0 3.2 0.28
A 3322.5 3306.6 15.9 0.48
2 B 719.8 708.4 11.4 1.58
c 698.0 684.2 13.8 1.97
A 3071.1 3061.4 9.7 0.32
3 B 1285.0 1280.9 4.1 0.32
C 1248.7 1239.7 9.0 0.72
A 2755.9 2753.1 2.8 0.10
4 B 2675.6 2675.1 0.5 0.02
c 2653.3 2656.9 -3.6 -0.14
5 A 2336.9 2324.6 12.3 0.53
A 1464.2 1462.8 1.4 0.09
6 B 768.2 759.5 8.7 1.13
c 580.6 574.8 5.8 1.00
A 1165.7 1165.5 0.2 0.02
7 B 661.2 653.9 7.3 1.11
C 454.0 450.6 3.4 0.75
A 1166.3 1156.5 9.8 0.84
8 B 767.6 761.4 6.2 0.80
C 513.0 508.1 4.9 0.95
A 862.5 857.4 5.1 0.59
9 B 754.2 748.6 5.6 0.75
c 513.7 509.4 4.3 0.83
PW6B95-D3
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A 4293.9 4322.7 -28.8 -0.67
1B 1395.9 1404.6 -8.7 -0.63
C 1130.2 1136.7 -6.5 -0.57
A 3322.5 3321.2 1.3 0.04
2 B 719.8 721.9 -2.1 -0.29
c 698.0 699.7 -1.7 -0.24
A 3071.1 3079.2 -8.1 -0.26
3 B 1285.0 1286.8 -1.8 -0.14
c 1248.7 1260.8 -12.1 -0.97
A 2755.9 2774.7 -18.8 -0.68
4 B 2675.6 2701.0 -25.4 -0.95
C 2653.3 2677.8 -24.5 -0.92
5 A 2336.9 2345.2 -8.3 -0.35
A 1464.2 1477.6 -13.4 -0.91
6 B 768.2 770.4 -2.2 -0.29
c 580.6 583.7 -3.1 -0.54
A 1165.7 1174.6 -8.9 -0.77
7 B 661.2 663.9 -2.7 -0.41
c 454.0 457.1 -3.1 -0.69
A 1166.3 1187.9 -21.6 -1.85
8 B 767.6 768.5 -0.9 -0.11
C 513.0 518.5 -5.5 -1.06
A 862.5 864.2 -1.7 -0.20
9 B 754.2 761.2 -7.0 -0.93
c 513.7 517.0 -3.3 -0.64
PW6B95
A 4293.9 4321.7 -27.8 -0.65
1B 1395.9 1403.2 -7.3 -0.52
c 1130.2 1135.5 -5.3 -0.47
A 3322.5 3339.1 -16.6 -0.50
2B 719.8 714.3 5.5 0.77
c 698.0 690.2 7.8 1.12
A 3071.1 3079.3 -8.2 -0.27
3B 1285.0 1284.0 1.0 0.07
c 1248.7 1258.6 -9.9 -0.80
A 2755.9 2774.2 -18.3 -0.66
4 B 2675.6 2700.2 -24.6 -0.92
c 2653.3 2677.6 -24.3 -0.92
5 A 2336.9 2342.0 -5.1 -0.22
A 1464.2 1479.8 -15.6 -1.07
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6 B 768.2 766.6 1.6 0.20
c 580.6 581.3 -0.7 -0.13
A 1165.7 1174.4 -8.7 -0.74

7 B 661.2 660.7 0.5 0.08
c 454.0 455.2 -1.2 -0.27
A 1166.3 1184.3 -18.0 -1.55

8 B 767.6 767.4 0.2 0.03
C 513.0 517.0 -4.0 -0.79
A 862.5 861.4 1.1 0.12

9 B 754.2 760.2 -6.0 -0.79
c 513.7 515.6 -1.9 -0.37

MO6
A 4293.9 4313.8 -19.9 -0.46

1B 1395.9 1406.0 -10.1 -0.73
c 1130.2 1138.4 -8.2 -0.72
A 3322.5 3333.8 -11.3 -0.34

2B 719.8 726.8 -7.0 -0.97
c 698.0 704.6 -6.6 -0.95
A 3071.1 3105.0 -33.9 -1.10

3B 1285.0 1307.4 -22.4 -1.74
c 1248.7 1242.7 6.0 0.48
A 2755.9 2771.1 -15.2 -0.55

4 B 2675.6 2697.4 -21.8 -0.82
c 2653.3 2671.9 -18.6 -0.70

5 A 2336.9 2345.0 -8.1 -0.35
A 1464.2 1473.7 -9.5 -0.65

6 B 768.2 771.9 -3.7 -0.48
C 580.6 583.2 -2.6 -0.45
A 1165.7 1179.7 -14.0 -1.20

7 B 661.2 657.0 4.2 0.63
c 454.0 455.9 -1.9 -0.43
A 1166.3 1158.6 7.7 0.66

8 B 767.6 769.1 -1.5 -0.20
c 513.0 510.5 2.5 0.49
A 862.5 871.6 -9.1 -1.06

9 B 754.2 751.2 3.0 0.40
c 513.7 514.1 -0.4 -0.08

MO6-2X
A 4293.9 4284.2 9.7 0.23
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1B 1395.9 1397.0 -1.1 -0.08
c 1130.2 1130.3 -0.1 -0.01
A 3322.5 3220.5 102.0 3.07

2B 719.8 746.4 -26.6 -3.70
c 698.0 721.9 -23.9 -3.43
A 3071.1 3094.7 -23.6 -0.77

3B 1285.0 1294.9 -9.9 -0.77
c 1248.7 1240.2 8.5 0.68
A 2755.9 2750.8 5.1 0.19

4 B 2675.6 2677.3 -1.7 -0.06
c 2653.3 2656.7 -3.4 -0.13

5 A 2336.9 2330.5 6.4 0.27
A 1464.2 1463.1 1.1 0.08

6 B 768.2 781.1 -12.9 -1.68
c 580.6 589.5 -8.9 -1.53
A 1165.7 1167.8 -2.1 -0.18

7 B 661.2 666.6 -5.4 -0.81
c 454.0 458.8 -4.8 -1.06
A 1166.3 1171.8 -5.5 -0.47

8 B 767.6 766.6 1.0 0.13
C 513.0 512.3 0.7 0.14
A 862.5 858.6 3.9 0.45

9 B 754.2 756.1 -1.9 -0.26
c 513.7 514.6 -0.9 -0.17

B3LYP-NL
A 4293.9 4265.1 28.8 0.67

1B 1395.9 1391.1 4.8 0.35
c 1130.2 1124.6 5.6 0.50
A 3322.5 3275.6 46.9 1.41

2 B 719.8 713.6 6.2 0.86
c 698.0 691.1 6.9 0.99
A 3071.1 3052.1 19.0 0.62

3 B 1285.0 1279.2 5.8 0.45
c 1248.7 1239.0 9.7 0.78
A 2755.9 2741.2 14.7 0.53

4 B 2675.6 2666.5 9.1 0.34
c 2653.3 2647.9 5.4 0.20

5 A 2336.9 2319.8 17.1 0.73
A 1464.2 1457.1 7.1 0.49

6 B 768.2 765.1 3.1 0.41
c 580.6 578.2 2.4 0.42
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A 1165.7 1160.6 5.1 0.44
7 B 661.2 658.5 2.7 0.41
c 454.0 452.0 2.0 0.44
A 1166.3 1166.4 -0.1 -0.01
8 B 767.6 761.2 6.4 0.83
C 513.0 510.1 2.9 0.56
A 862.5 858.8 3.7 0.42
9 B 754.2 745.7 8.5 1.12
c 513.7 509.1 4.6 0.90
B3LYP-D3
A 4293.9 4261.3 32.6 0.76
1B 1395.9 1390.3 5.6 0.40
C 1130.2 1123.5 6.7 0.60
A 3322.5 3271.1 51.4 1.55
2 B 719.8 710.1 9.7 1.34
c 698.0 687.7 10.3 1.47
A 3071.1 3043.8 27.3 0.89
3 B 1285.0 1277.1 7.9 0.62
c 1248.7 1235.3 13.4 1.08
A 2755.9 2738.2 17.7 0.64
4 B 2675.6 2664.7 10.9 0.41
c 2653.3 2648.0 5.3 0.20
5 A 2336.9 2315.4 21.5 0.92
A 1464.2 1455.5 8.7 0.59
6 B 768.2 759.2 9.0 1.17
c 580.6 574.4 6.2 1.07
A 1165.7 1158.5 7.2 0.62
7B 661.2 656.7 4.5 0.68
C 454.0 451.1 2.9 0.65
A 1166.3 1156.1 10.2 0.87
8 B 767.6 759.0 8.6 1.12
c 513.0 507.5 5.5 1.08
A 862.5 859.9 2.6 0.30
9 B 754.2 742.9 11.3 1.50
c 513.7 507.9 5.8 1.13
B3LYP
A 4293.9 4249.5 44.4 1.03
1B 1395.9 1383.7 12.2 0.87
c 1130.2 1117.7 12.5 1.10
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A 3322.5 3288.8 33.7 1.01
2 B 719.8 696.0 23.8 3.31
c 698.0 669.6 28.4 4.06
A 3071.1 3037.5 33.6 1.09
3 B 1285.0 1267.7 17.3 1.34
C 1248.7 1224 .4 24.3 1.95
A 2755.9 2731.6 24.3 0.88
4 B 2675.6 2657.9 17.7 0.66
c 2653.3 2645.2 8.1 0.31
5 A 2336.9 2300.9 36.0 1.54
A 1464.2 1459.6 4.6 0.32
6 B 768.2 746.3 21.9 2.86
c 580.6 566.1 14.5 2.49
A 1165.7 1158.2 7.5 0.65
7B 661.2 644.3 16.9 2.55
C 454.0 444.8 9.2 2.02
A 1166.3 1138.2 28.1 2.41
8 B 767.6 754.1 13.5 1.75
c 513.0 501.0 12.0 2.34
A 862.5 849.1 13.4 1.56
9 B 754.2 738.2 16.0 2.12
c 513.7 502.6 11.1 2.16

A 4293.9 4219.7 74.2 1.73
1B 1395.9 1372.9 23.0 1.65
c 1130.2 1109.6 20.6 1.82
A 3322.5 3235.4 87.1 2.62
2B 719.8 701.6 18.2 2.54
c 698.0 677.3 20.7 2.96
A 3071.1 3019.5 51.6 1.68
3B 1285.0 1260.2 24.8 1.93
C 1248.7 1219.0 29.7 2.38
A 2755.9 2712.6 43.3 1.57
4 B 2675.6 2640.1 35.5 1.33
c 2653.3 2622.3 31.0 1.17
5 A 2336.9 2290.1 46.8 2.00
A 1464.2 1448.2 16.0 1.09
6 B 768.2 758.6 9.6 1.25
c 580.6 574.1 6.5 1.12
A 1165.7 1140.1 25.6 2.20
7 B 661.2 653.9 7.3 1.10
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C 454.0 444.1 9.9 2.18
A 1166.3 1140.4 25.9 2.22
8 B 767.6 750.4 17.2 2.24
c 513.0 500.4 12.6 2.47
A 862.5 848.3 14.2 1.65
9 B 754.2 734.4 19.8 2.62
c 513.7 502.0 11.7 2.28
TPSS-D3
A 4293.9 4239.8 54.1 1.26
1B 1395.9 1383.0 12.9 0.92
C 1130.2 1118.3 11.9 1.05
A 3322.5 3220.2 102.3 3.08
2B 719.8 709.8 10.0 1.38
c 698.0 687.2 10.8 1.55
A 3071.1 3020.5 50.6 1.65
3B 1285.0 1267.7 17.3 1.34
C 1248.7 1232.8 15.9 1.28
A 2755.9 2729.1 26.8 0.97
4 B 2675.6 2653.1 22.5 0.84
c 2653.3 2632.8 20.5 0.77
5 A 2336.9 2307.1 29.8 1.27
A 1464.2 1435.2 29.0 1.98
6 B 768.2 764.6 3.6 0.47
c 580.6 577.3 3.3 0.58
A 1165.7 1157.2 8.5 0.73
7 B 661.2 652.3 8.9 1.35
c 454.0 449.9 4.1 0.91
A 1166.3 1158.7 7.6 0.65
8 B 767.6 753.3 14.3 1.86
c 513.0 507.0 6.0 1.18
A 862.5 854.2 8.3 0.96
9 B 754.2 741.8 12.4 1.65
C 513.7 506.3 7.4 1.43
TPSS-D3 (0)
A 4293.9 4232.5 61.4 1.43
1B 1395.9 1380.3 15.6 1.12
c 1130.2 1116.0 14.2 1.25
A 3322.5 3217.3 105.2 3.17
2 B 719.8 709.1 10.7 1.48
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c 698.0 686.7 11.3 1.61
A 3071.1 3019.8 51.3 1.67
3B 1285.0 1267.3 17.7 1.38
c 1248.7 1227.8 20.9 1.68
A 2755.9 2724.6 31.3 1.14
4 B 2675.6 2649.0 26.6 0.99
c 2653.3 2630.4 22.9 0.86
5 A 2336.9 2300.1 36.8 1.57
A 1464.2 1434.6 29.6 2.02
6 B 768.2 761.9 6.3 0.82
c 580.6 575.7 4.9 0.84
A 1165.7 1155.6 10.1 0.86
7 B 661.2 650.5 10.7 1.61
c 454.0 448.8 5.2 1.15
A 1166.3 1154.0 12.3 1.05
8 B 767.6 751.8 15.8 2.06
c 513.0 505.6 7.4 1.45
A 862.5 854.2 8.3 0.96
9 B 754.2 741.8 12.4 1.65
c 513.7 506.3 7.4 1.43
TPSS
A 4293.9 4231.6 62.3 1.45
1B 1395.9 1378.2 17.7 1.27
c 1130.2 1114.1 16.1 1.43
A 3322.5 3259.6 62.9 1.89
2 B 719.8 695.0 24.8 3.44
c 698.0 668.4 29.6 4.24
A 3071.1 3017.3 53.8 1.75
3 B 1285.0 1260.3 24.7 1.92
c 1248.7 1224.0 24.7 1.98
A 2755.9 2724.7 31.2 1.13
4 B 2675.6 2648.3 27.3 1.02
C 2653.3 2631.0 22.3 0.84
5 A 2336.9 2295.9 41.0 1.76
A 1464.2 1439.5 24.7 1.69
6 B 768.2 752.9 15.3 1.99
c 580.6 569.7 10.9 1.88
A 1165.7 1156.3 9.4 0.81
7B 661.2 641.7 19.5 2.94
C 454.0 444.3 9.7 2.15
A 1166.3 1144.9 21.4 1.83
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8 B 767.6 749.5 18.1 2.35
c 513.0 502.1 10.9 2.12
A 862.5 845.4 17.1 1.99

9 B 754.2 738.2 16.0 2.12
c 513.7 502.1 11.6 2.26

PBE-D3
A 4293.9 4242.8 51.1 1.19

1B 1395.9 1382.7 13.2 0.95
c 1130.2 1118.1 12.1 1.07
A 3322.5 3245.0 77.5 2.33

2 B 719.8 705.1 14.7 2.04
c 698.0 682.0 16.0 2.29
A 3071.1 3022.7 48.4 1.58

3 B 1285.0 1270.9 14.1 1.10
c 1248.7 1232.8 15.9 1.28
A 2755.9 2731.3 24.6 0.89

4 B 2675.6 2652.5 23.1 0.86
c 2653.3 2631.2 22.1 0.83

5 A 2336.9 2308.0 28.9 1.24
A 1464.2 1437.6 26.6 1.82

6 B 768.2 757.4 10.8 1.40
C 580.6 572.5 8.1 1.40
A 1165.7 1152.4 13.3 1.15

7B 661.2 652.2 9.0 1.36
C 454.0 448.3 5.7 1.26
A 1166.3 1153.6 12.7 1.09

8 B 767.6 751.4 16.2 2.10
C 513.0 505.6 7.4 1.45
A 862.5 853.3 9.2 1.07

9B 754.2 740.8 13.4 1.77
c 513.7 505.4 8.3 1.62

PBE
A 4293.9 4235.8 58.1 1.35

1B 1395.9 1378.9 17.0 1.22
c 1130.2 1114.7 15.5 1.37
A 3322.5 3272.1 50.4 1.52

2B 719.8 694.3 25.5 3.54
c 698.0 668.3 29.7 4.26
A 3071.1 3019.4 51.7 1.68
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3 B 1285.0 1264.9 20.1 1.57
c 1248.7 1226.0 22.7 1.81
A 2755.9 2727.5 28.4 1.03

4 B 2675.6 2648.5 27.1 1.01
c 2653.3 2629.6 23.7 0.89

5 A 2336.9 2299.1 37.8 1.62
A 1464.2 1440.7 23.5 1.61

6 B 768.2 748.8 19.4 2.53
c 580.6 566.9 13.7 2.36
A 1165.7 1151.8 13.9 1.19

7B 661.2 644.3 16.9 2.55
c 454.0 444 .2 9.8 2.16
A 1166.3 1142.4 23.9 2.05

8 B 767.6 748.7 18.9 2.46
c 513.0 501.7 11.3 2.21
A 862.5 846.6 15.9 1.85

9 B 754.2 737.9 16.3 2.16
c 513.7 502.1 11.6 2.26

B97-D3
A 4293.9 4240.7 53.2 1.24

1B 1395.9 1383.1 12.8 0.92
c 1130.2 1118.1 12.1 1.07
A 3322.5 3243.8 78.7 2.37

2B 719.8 704.2 15.6 2.17
c 698.0 682.9 15.1 2.17
A 3071.1 3021.6 49.5 1.61

3B 1285.0 1273.5 11.5 0.89
C 1248.7 1223.9 24.8 1.99
A 2755.9 2726.6 29.3 1.06

4 B 2675.6 2650.2 25.4 0.95
c 2653.3 2632.4 20.9 0.79

5 A 2336.9 2302.1 34.8 1.49
A 1464.2 1440.1 24.1 1.64

6 B 768.2 752.5 15.7 2.05
c 580.6 569.8 10.8 1.86
A 1165.7 1155.2 10.5 0.90

7 B 661.2 649.7 11.5 1.75
c 454.0 448.5 5.5 1.22
A 1166.3 1145.6 20.7 1.78

8 B 767.6 751.2 16.4 2.13
c 513.0 504.9 8.1 1.58
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A 862.5 854.9 7.6 0.88
9 B 754.2 738.2 16.0 2.12
c 513.7 504.2 9.5 1.84
B97
A 4293.9 4211.2 82.7 1.93
1B 1395.9 1371.7 24.2 1.74
c 1130.2 1107.6 22.6 2.00
A 3322.5 3264.7 57.8 1.74
2B 719.8 683.0 36.8 5.12
c 698.0 656.8 41.2 5.90
A 3071.1 3003.3 67.8 2.21
3B 1285.0 1257.7 27.3 2.12
C 1248.7 1203.0 45.7 3.66
A 2755.9 2712.2 43.7 1.59
4 B 2675.6 2635.2 40.4 1.51
c 2653.3 2626.2 27.1 1.02
5 A 2336.9 2274.3 62.6 2.68
A 1464.2 1443.8 20.4 1.39
6 B 768.2 730.9 37.3 4.85
c 580.6 556.0 24.6 4.23
A 1165.7 1157.9 7.8 0.67
7B 661.2 625.9 35.3 5.33
c 454.0 437.8 16.2 3.57
A 1166.3 1109.2 57.1 4.90
8 B 767.6 743.2 24.4 3.17
c 513.0 492.6 20.4 3.97
A 862.5 838.2 24.3 2.82
9 B 754.2 727.6 26.6 3.53
C 513.7 494.8 18.9 3.68
LDA
A 4293.9 4336.7 -42.8 -1.00
1B 1395.9 1411.7 -15.8 -1.13
c 1130.2 1143.5 -13.3 -1.18
A 3322.5 3344.6 -22.1 -0.66
2 B 719.8 729.3 -9.5 -1.32
c 698.0 706.1 -8.1 -1.16
A 3071.1 3099.5 -28.4 -0.93
3 B 1285.0 1300.1 -15.1 -1.18
c 1248.7 1284.1 -35.4 -2.84
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A 2755.9 2790.3 -34.4 -1.25
4 B 2675.6 2707.5 -31.9 -1.19
c 2653.3 2672.9 -19.6 -0.74
5 A 2336.9 2381.7 -44.8 -1.92
A 1464.2 1470.2 -6.0 -0.41
6 B 768.2 796.5 -28.3 -3.68
c 580.6 598.6 -18.0 -3.10
A 1165.7 1171.0 -5.3 -0.46
7B 661.2 679.8 -18.6 -2.81
C 454.0 461.5 -7.5 -1.66
A 1166.3 1217.9 -51.6 -4.42
8 B 767.6 769.5 -1.9 -0.25
¢ 513.0 522.9 -9.9 -1.92
A 862.5 875.7 -13.2 -1.53
9 B 754.2 766.4 -12.2 -1.61
c 513.7 522.7 -9.0 -1.75
HF-3c
A 4293.9 4217.7 76.2 1.77
1B 1395.9 1380.6 15.3 1.10
C 1130.2 1116.0 14.2 1.25
A 3322.5 3170.5 152.0 4.58
2 B 719.8 713.0 6.8 0.94
c 698.0 688.0 10.0 1.44
A 3071.1 2992.5 78.6 2.56
3B 1285.0 1259.6 25.4 1.98
C 1248.7 1209.1 39.6 3.17
A 2755.9 2710.5 45.4 1.65
4 B 2675.6 2648.6 27.0 1.01
c 2653.3 2647.6 5.7 0.21
5 A 2336.9 2295.4 41.5 1.77
A 1464.2 1427.9 36.3 2.48
6 B 768.2 756.6 11.6 1.51
c 580.6 572.0 8.6 1.49
A 1165.7 1160.9 4.8 0.41
7B 661.2 657.7 3.5 0.53
c 454.0 454.9 -0.9 -0.20
A 1166.3 1164.1 2.2 0.19
8 B 767.6 749.9 17.7 2.31
¢ 513.0 503.9 9.1 1.78
A 862.5 863.2 -0.7 -0.08
9B 754.2 737.6 16.6 2.20
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C 513.7 508.3 5.4 1.06
DFTB3-D3
A 4293.9 4248.3 45.6 1.06
1B 1395.9 1380.8 15.1 1.08
c 1130.2 1116.6 13.6 1.20
A 3322.5 3181.3 141.2 4.25
2B 719.8 712.4 7.4 1.03
c 698.0 687.5 10.5 1.50
A 3071.1 3005.6 65.5 2.13
3 B 1285.0 1247.3 37.7 2.94
C 1248.7 1222.0 26.7 2.14
A 2755.9 2722.0 33.9 1.23
4 B 2675.6 2653.2 22.4 0.84
C 2653.3 2634.0 19.3 0.73
5 A 2336.9 2295.0 41.9 1.79
A 1464.2 1431.6 32.6 2.22
6 B 768.2 759.2 9.0 1.17
c 580.6 573.8 6.8 1.17
A 1165.7 1166.1 -0.4 -0.03
7B 661.2 638.8 22.4 3.39
C 454.0 448.0 6.0 1.33
A 1166.3 1199.2 -32.9 -2.82
8 B 767.6 747.6 20.0 2.60
c 513.0 511.6 1.4 0.28
A 862.5 858.7 3.8 0.44
9 B 754.2 732.7 21.5 2.84
c 513.7 504.7 9.0 1.76
PM7
A 4293.9 4222.9 71.0 1.65
1B 1395.9 1406.7 -10.8 -0.77
C 1130.2 1136.3 -6.1 -0.54
A 3322.5 3057.7 264.8 7.97
2 B 719.8 743.0 -23.2 -3.23
c 698.0 695.2 2.8 0.41
A 3071.1 3063.8 7.3 0.24
3B 1285.0 1294.3 -9.3 -0.72
c 1248.7 1243.8 4.9 0.39
A 2755.9 2760.6 -4.7 -0.17
4 B 2675.6 2663.6 12.0 0.45
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C 2653.3 2621.3 32.0 1.21
5 A 2336.9 2315.9 21.0 0.90
A 1464.2 1435.4 28.8 1.96
6 B 768.2 791.9 -23.7 -3.09
c 580.6 592.7 -12.1 -2.08
A 1165.7 1176.7 -11.0 -0.95
7B 661.2 645.4 15.8 2.38
C 454.0 452.9 1.1 0.24
A 1166.3 1222.4 -56.1 -4.81
8 B 767.6 761.2 6.4 0.84
c 513.0 516.6 -3.6 -0.71
A 862.5 895.0 -32.5 -3.77
9 B 754.2 741.1 13.1 1.73
c 513.7 520.4 -6.7 -1.31
PM6
A 4293.9 4207.1 86.8 2.02
1B 1395.9 1395.2 0.7 0.05
c 1130.2 1125.3 4.9 0.43
A 3322.5 2752.6 569.9 17.15
2B 719.8 849.4 -129.6 -18.00
c 698.0 81l6.1 -118.1 -16.92
A 3071.1 3018.6 52.5 1.71
3B 1285.0 1287.8 -2.8 -0.22
c 1248.7 1230.4 18.3 1.46
A 2755.9 2736.3 19.6 0.71
4 B 2675.6 2649.5 26.1 0.98
c 2653.3 2608.0 45.3 1.71
5 A 2336.9 2300.7 36.2 1.55
A 1464.2 1405.8 58.4 3.99
6 B 768.2 778.3 -10.1 -1.32
c 580.6 580.8 -0.2 -0.03
A 1165.7 1156.6 9.1 0.78
7 B 661.2 633.9 27.3 4.13
c 454.0 441.8 12.2 2.68
A 1166.3 1159.3 7.0 0.60
8 B 767.6 743.1 24.5 3.19
c 513.0 499.2 13.8 2.68
A 862.5 903.4 -40.9 -4.74
9 B 754.2 722.3 31.9 4.24
C 513.7 514.6 -0.9 -0.18
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OoM2
A 4293.9 4265.2 28.7 0.67
1B 1395.9 1419.8 -23.9 -1.71
c 1130.2 1152.2 -22.0 -1.94
A 3322.5 2503.3 819.2 24.66
2B 719.8 981.6 -261.8 -36.38
c 698.0 943.8 -245.8 -35.22
A 3071.1 3154.3 -83.2 -2.71
3B 1285.0 1355.5 -70.5 -5.48
c 1248.7 1185.7 63.0 5.05
A 2755.9 2798.3 -42.4 -1.54
4 B 2675.6 2688.9 -13.3 -0.50
c 2653.3 2654.6 -1.3 -0.05
5 A 2336.9 2372.2 -35.3 -1.51
A 1464.2 1438.5 25.7 1.76
6 B 768.2 829.7 -61.5 -8.01
c 580.6 615.5 -34.9 -6.02
A 1165.7 1196.3 -30.6 -2.62
7 B 661.2 651.1 10.1 1.53
C 454.0 458.2 -4.2 -0.93
A 1166.3 1264.1 -97.8 -8.39
8 B 767.6 766.8 0.8 0.11
c 513.0 526.2 -13.2 -2.58
A 862.5 900.8 -38.3 -4.44
9 B 754.2 752.6 1.6 0.21
C 513.7 527.0 -13.3 -2.60
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