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Table 2.

¢ c/p a c/a Eiot (eV) AE (meV) H (%)
2H-BN(AB) 0.4164 10.2082||0.251¢f 1.655 -710.54046 75 100
S0H-BEN(ABC—BCB) 6.2416 10.2081 J|0.2517) 24.802 -710.54620 69 93.3
12ZH-BN(ABCBCBCBABAB) 2.4944 |0.2079(0.2517] 9.908 -710.55524 60 83.3
10H-BN(ABCBCBCEBCB) 2.0780 10.2078 )J0.2518 8.253 -T10.55851 57 80
12H-BN(ABCACACACACEB) 2.4904 |0.2075]]0.2519 9.886 -T10.56786 48 66.7
GH-BN(ABCBCE) 1.2451 [0.2075)10.2519 4.943 -T10.57003 46 66.7
10H-BEN(ABACBCBCAB) 2.0742 10.2074||0.2520 8.232 -710.57400 42 60
10H-BN{ABCBCACBCB) 2.0739 10.2074||0.252(4 8.231 -T10.57656 39 60
12ZH-BN(ABACABCBCACB) 2.4862 |0.2072(]0.2521] 9.863 -T10.58280 33 50
AH-BN(ABCB) 0.8287 10.2072J|0.2521] 3.288 -T10.58435 31 50
10H-BN(ABCABCABAB) 2.0702 10.2070|0.2522 8.210 -710.58694 29 40
5H-BN(ABCBC) 1.0349 [0.2070010.2522) 4.104 -T10.58917 26 40
10H-BN(ABCACBCACE) 2.0699 10.2070|0.2522 8.209 -710.59127 24 40
12H-BN(ABCABACABACB) 2.4821 |0.2068]0.2522] 9.841 -710.59512 20.5 33.3
GH-BN(ABCACB) 1.2411 [0.2069010.2522) 4.921 -T710.59556 20 33.3
10H-BEN(ABCABCABCE) 2.0659 10.2066 Jj0.2524] 8.187 -T710.60316 12.5 20
10H-BN(ABCABCBACB) 2.0659 10.2066 J|0.252H 8.187 -710.60365 12 20
12ZH-BN(ABCABCACBACB) 2.4782 |0.2065(10.2524] 9.819 -710.60556 10 16.7
30H-BN(ABC—ACB) 6.1903 10.2063 J|0.2525 24.516 -710.61139 4.2 6.7
SJH-BN(ABC) 0.6187 [0.2062]]10.2526) 2.449 -710.61563 0 0
JC-BN 0.3572 - 0.3572 1.000 -710.61563 0O (




Table 3.

c c/p  a c/a Eiot (eV) AE (meV) H (%)
JC-AIN 1.380 - 4.380 1.000 -671.63794 79 0
SH-AIN[ABC) 7.586 |2.5209013.097|2.449 -671.63793 79 0
30H-AIN(ABC-ACB)(*) 75.810 | 25271 3.098 | 24.472 -671.64226 74 6.7
12ZH-AIN(ABCABCACBACE) 30.297 |2.525)|3.099)19.776 -671.65010 66 16.7
10H-AIN(ABCABCBACB) 25.251 |2.525)13.100 | 8.147 -671.65523 61 20
GH-AIN(ABCACB) 15.120 | 2.520)1 3.102 | 4.875 -671.66201 55 33.3
12H-AIN(ABCABACABACB) 30.244 |2.520)13.102]9.750 -671.66244 54 33.3
5H-AIN({ABCBC) 12.590 |2.518)1 3.103 | 4.058 -671.66655 50 40
10H-AIN(ABCABCABAB) 25.198 |2.520013.103 | 8.122 -671.6692T7 47 40
12ZH-AIN(ABACABCBCACB) 30.185 |2.515)3.105]19.723 -671.67498 42 ol
AH-AIN[ABCD) 10,061 |2.515)13.105 | 3.241 -671.67513 41 ol
10H-AIN(ABCBCACBCB) 25.136 |2.514)13.106 | 8.092 -6T71.68569 31 60
12ZH-AIN(ABCACACACACE) 30.123 |2.510)3.108 19.693 -671.68771 29 66.7
G6H-AIN(ABCBCB) 15.059 |2.510)1 3.108 | 4.846 -671.68783 29 66.7
12H-AIN(ABCBCACACBCB) 30.121 |2.510)13.108 | 9.693 -671.68819 28 66.7
10H-AIN(ABCBCEBCECE) 25.068 25071 3.110 | 8.060 -671.70176 15 80
10H-AIN(ABACACACAB) 25.067 |2.50713.110 | 8.060 -671.70177 15 80
12H-AIN(ABCBCBCBABAB) 30.050 |2.504)13.111 |9.659 -671.70202 15 83.3
12H-AIN(ABCBCBCBCBCB) 30.050 |2.504)13.111 |9.659 -671.70203 15 83.3
30H-AIN(ABC-BCB)(*) 75.003 |2.500013.113 | 24.092 -671.71010 6 03.3
2H-AIN(AB) 4.994 (2.49713.115]1.603 -671.71654 0 100
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Table 6.

Ar As VBM - CBM H (%)
30H-BN(ABC _ACB) indirect 4.50 6.54 (M) [-M 6.7
J0H-BN(ABC— BCB) indirect 4.99 7.85 (M) [A-H | 93.3
12H-BN(ABCABCACBACB) indirect 4.71 6.76 (M) [-M 16.7
12H-BN(ABCABACABACB) indirect 4.96 7.04 (M) T-M 33.3
12H-BN(ABACABCBCACB) indirect 5.26 7.37 (M) I-M 50
12H-BN(ABCACACACACB) indirect 5.17 7.32 (M) I-L 66.7
12H-BN(ABCBCBCBABAB) indirect 5.48 T7.87 (M) [-H 83.3
10H-BN(ABCABCBACB)  indirect 4.80 6.85 (M) [-M 20
10H-BN(ABCABCABCB)  indirect 4.62 6.68 (M) T-M 20
10H-BN(ABCABCABAB)  indirect 4.64 6.75 (M) I-M 10
10H-BN(ABCACBCACB) indirect 5.22 7.30 (M) [Near T-M| 40
[(0H-BN(ABCBCACBCB) indirect 5.63 7.76 (M) I-M 60
10H-BN(ABCBCBCBCB) indirect 5.27 7.84 (M) I[-H 80
GH-BN(ABCACB) indirect 5.18 7.26 (M) [-M 33.3
6H-BN(ABCBCB) indirect 5.60 7.80 (U) T-L 66.7
SH-BN{ABCBC) indirect 4.93 7.02 (L) I-L 10
AH-BN{ABCB) indirect 5.52 7.63 (M) T-M 50
GIBN ARG ] indirect 4.43 6.94 (*) T-M 0
9H-BN(AB) indirect 4.94 8.30 (*) T-K 100
3C-BN indirect 4.43 8.83 (') T[-X 0




Table T,

A1 Ao VBM - CBM H (%)
12H-AIN(ABCABCACBACB) indirect 3.42 3.92 (M) I-M 16.7
12H-AIN(ABCABACABACB) indirect 3.58 4.12 (U) I-M 33.3
12H-AIN(ABACABCBCACB) indirect 3.84 4.20 (I') I-M 50
12H-AIN(ABCBCACACBCB) indirect 4.13 4.20 (I') I-U 66.7
12H-AIN(ABCACACACACB) indirect 3.66 4.19 (M) I-M 66.7
12H-AIN(ABCBCBCBCBCB) indirect 4.07 4.26 (I') TI-L 83.3
12H-AIN(ABCBCBCBABAB) indirect| 423 4.30 (T') | I-M 83.3
10H-AIN(ABCABCBACB)  indirect 3.48 3.09 (M) I-M 20
10H-AIN(ABCABCABAB)  indirect 3.20 3.81 (L) [A-L] A0
10H-AIN(ABCBCACBCB)  indirect 4.15 4.30 (I') I-U 60
10H-AIN(ABACACACAB)  indirect 4.17 4.30 (I') TI-L 80
10H-AIN(ABCBCBCBCB)  indirect 4.09 4.28 (I') I-M 80
GH-AIN(ABCACB) indirect 3.74 4.27 (M) T-M 33.3
GH-AIN(ABCBCB) indirect 4.06 4.30 (I') I-L 66.
5H-AIN(ABCBC) indirect 3.62 4.17 (L) I-L A0
4H-AIN(ABCB) indirect 3.95 4.30 (I') I-M 50
3H-AIN(ABC) indirect 3.24 4.06 (*) I-M 0
[2H-AIN(AB) direct  4.31 4.31 (I') I-T 100
3C-AIN indirect 3.24 4.20 (I') TI-X 0



Table S,

BH A Az  VBM- CBM H (%)
12H-SiC(ABCABCACBACB) indirect 1.50 2.67 (M) M 16.7
12H-SiC(ABCABCABCACB) indirect 1.49 2.58 (M) 16.7
12H-SiC(ABCABACBCACB) indirect 1.84 2.94 (M) T-M 33.3
12H-SiC{ABCABCABCACB) indirect 1.70 2.80 (M) M 33.3
12H-SiC(ABACABCBCACB) indirect 2.04 3.16 (M) r-M 50
12H-SiC(ABCABCABCACB) indirect 1.94 3.11 (M) r-L 66.7
10H-SiC(ABCABCBACD) indirect 1.67 2.75 (M) M 20
10H-SiC({ABCABCABCE) indirect 1.49 2.58 (M) r-M 20
10H-SiC(ABCABCABAB) indirect 1.49 2.63 (M) r-L 40
LopsiciancacnRCAChI ] indirect 2.00 3.12 (M) M 40
TOILSIC(ABCBCOACDCD) indirect 2.36 3.53 (M) T-L 60
10H-SiC(ABCBCBCBCB) indirect 2.36 3.54 (M) M 80
SH-SIC(ABDCABACD) indirect 1.77 2.86 (M) T-M 55
SH-SiC({ABCABCAB) indirect 1.51 2.68 (I r-L 25
SH-SiC(ABCACBCB) indirect 2.03 3.16 (M) M 50
SH-SiC(ABCACBAB) indirect 1.94 3.13 (I L 50
SH-SiC({ABCBCBAB) indirect 2.25 3.42 (M) r-M 75
SH-SiC(ABCBABAB) indirect 2.36 3.52 (M) M 75
GH-SIC(ABCACD) indirect 2.02 3.12 (M) U 333
6H-SiC(ABCBCBE) indirect 2.30 3.55 (M) r-L 66.7
SH-SIC(ABCBC) indirect 1.74 2.86 (L) T L 10
AH-SiC{ABCB) indirect 2.23 3.36 (M) M 50
IH-SiC(ABC) indirect 1.34 2.96 (*) r-M 0
2H-SiC(AB) indirect 2.16 3.97 (M) K 100
3C-SiC indirect 1.34 4.58 (X) r-x 0
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(2T RILX— - Hexagonality) AAETRE,

o | http://www.nims.go.jp/cmsc/staff/kobayak/BN/bne.html
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