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SUPPORTING INFORMATION
1S: Table 1: Dissociation channels and its corresponding energies AE in eV for the most
stable V;Oy cluster models. The smallest fragments: have the following ground
clectronic states: VO*CE), VO,© (‘Ay), VO;*('A), VO('E), VO,CAY), VO,2A), 0oCZy
), OCP), V(D) and V(‘P).

- 28: Vibrational frequency values (cm’™) and the corresponding intensities in parentheses
for V,0," and V,0y clusters (y=2-7).
3S: Vibrational frequency values (crx') and the corresponding intensities in parentheses

for V340," and V340, clusters (y=6-10).
1S
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Compound Dissociation channel AE
V,0," Model A (‘A’ \X%:% ;‘:;g
VO, + V* 5.42

Model B (A VO* + VO 4.39
VO, + V* -2.30
Model C (‘A VO*+ VO -3.33

V,0, Model B (A, V;)%V _3’2-52%
VO,+V 2.49
Model C (A) 2VO -3.78
V202+ + 0O 4.87

V,0,” Model A (‘A, VO," + VO 4.87
' VO, + VO* 3.61
V202+ +0 6.12

Model B A’ VO, + VO 6.11

VO, + VO* 4.86

V202 +0 6.34

V,0, Model A (B VO; +V 5.69
| VO, + VO 3.19
V202 +0 7.40

Model B (A’ VO3 +V 6.75

VO, + VO 4.24

V,0, + O 6.78

. ) V,0; + 0O, 4.68
V204 MOdCl A ( A V02++ V02 4.44
VO' + VO, 4.39

V203+ +0 8.07

9. V202+ + O, 5.97

Model BCA)Y  yo,*+ Vo, 5.73

VO' + VO, 5.68

V.0, +0 6.32

wcn)  ONG[42
"VO* + VO, 3.93

V,0; + O 7.83

N V50, + 0, 7.01

V204 Model A (A) VO, + V02 3.62
VO* + VO, 4.82

V,0, + O 9.69

3 V202 + 02 8.87

Model B (B;) VO, + VO, 5.48

VO* + VO, 6.22

V.0;+ 0 8.89

Model C (B)) \\,’6?1?,%22 2:2,7]
VO'+VO; . |5.87
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V.0, +0 2.15
) X V203+ + 0O, 2.00
V,0,"Model A ('A) VO,* + V0, 3.43
V02 + \703+ 5.30
V,0, + 0 3.44
- V203+ + O, 3.29
Model B (“A ) VO,* + VO, 4.72
VO, + VO,* 6.59
V,0:+0 4.08
Vzoq Model A (lA) V203 + 02 555
5 VO, + VO, 5.11
V,0,+ 0O 5.05
MOdel B (IA’) V203 + 02 653
VO, + VO, 6.08
\/'2()5+ +0 1.40
. V,0,t+0 -0.57
ViOs"Model A CA)| g, Vo, 3.54
VO," + VO, + 0, 5.15
Vo0t + 0 2.74
V0. + O, 0.77
Model B (°A) V(H)z+4+ VO—; 4.88
VO2+ + VO, + 0, 6.50
V.05 + 0O 1.65
Model C (?A) 3%(34 ++V%22 _;)7383
V02+ + VO, +~ O, 5.40
V,0s+ O 2.52
V04 + O 0.95
V.06 Model A (') VO, 2.94
2V0,+0, 6.42
V,05+ O 1.74
V,0,+0 1.39
Model B (*A) 22 :701 ’ 3.38
2V0, + 0, 6.87
V,05+ O 0.33
Model C (A) VZZOQ;(;? ’ 15
2V0,+0, 5.45
V.06 + 0 3.45
. V,0:t+ 0O 0.78
V20;" Model A (PA”) Vooi** i 2-)2 +2 0] 4.22
VO;’ + VOZ + 02 5.50
V206++ O 1.45
, V,05" + O, -1.22
Model B ("A) V,04* 4+ 0, + O 2.22
VO3+ + VO, + 0, 3.50
A V206 +0 3.95
_ - V205 + O 1.06
V,0; Model A (A" VZOi _: 0, +2 0 6.11
VO, + VO + 0, 0.43
V206 +0 0.67
V,05 + O -2.22
Model B (A P
odel B ("A) Vo0, + 0, + 0 2.83
VO, + VO + 0, 0.31
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V,0s + VO 421
- V204+r+ V02 3.55
V.0, Model A CA)| VO, +VO,+VO*  [10.30
VO,* +2 VO, 10.17
V,0; + VO* 1.83
N V204+ + V02 5.92
Model B CA)l vO, +VO," + VO  |7.92
VO, +2 VO, 7.97
V,0s + VO 351
\ V,04t + VO, - 425
Model C CA) vo, + VO,  + VO [9.59
VO,* +2 VO, 9.64
V205 + VO 5.31
, V,04 + VO, 471
V,0,Model A (A)|  vO,+V0,+VO  [11.39
3V0, 10.19
V,05 + VO 1.90
4 V204 + V02 1.31
Model B CA)|  v0,+V0,+VO  |7.98
3V0, 6.78
V.05 + VO 3.65
4 V204 + VO, 3.05
Model C CA)|  yo,+ V0, +VO  |9.73
3 VO, 18.53
V:0¢ + O 6.02
V,0s + VO,* 5.84
V,0, Model A (A)|  V,0," + VO, 6.20
2V0, + VO* 11.87
V.0 + O 3.01
e V205 + V02+ 2.83
Model B (A ') V,04" + VO, 3.19
2V0, + VO* 8.86
V.04 + O 328
LA V.05 + V02+ 3.10
Model C1 (A ) V,0:" + VO, 346
2VO, + VO* 9.13
V305+ +0 4.33
Mol C20A)  VOTL G, 450
2V0, + VO* 10.18
2 V05 + O 6.73
V,0,Model A (A" V.05 o+ VO, g
V,04 + VO, 6.99
VO, +2VO 12.47
2h V.05 + O 3.03
Model BCA) 5% vo, 2.68
V,0, + VO, 3.29
VO, + 2VO 8.77
Model C1 (ZA) © V306 + O 3.96
V,0s + VO, 3.62
V204 + VO‘; 423
VO, + 2VO 9.70




u - R ————...
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' , V306 + O 4.54
Model C2 (*A)) V.05 + VO, 4.19
V204 + VO'; 4.80 -
VO, + 2VO 10.28
V307 + VO, 6.86
1 V306 + VO, + 0, 12.62
V400 (Ty) 2V,0. 716 |
2V,0,+ 0, 11.86 |°




28
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Compound

Frequencies/ e’

V,0," Model A (‘A)

62(3.1), 117(10.8), 198(3.8),385(4.2), 890(100), 1131(21.9)

' V202+ Model B (ZA)

194(29.3), 313(0.5), 412(1.1),590(100), 762(66.6), 876(76.9)

(‘By)

221(41.2), 343(0.0), 393(0.3),494(78 4), 734(100), 817(25.1)

V,0,* Model C (CA)

78(1.57), 129(3.23), 422(5.26), 518(11.91), 759(1.39), 1146(100)

(A)

90(17.34), 133(0.40), 462(0.55), 489(34.05), 770(1.27), 1208(100)

V202 Model B (IB]U)

226(0.56), 281(0.00), 422(4.86), 648(0.00), 861(100), 876(0.05)

(A)

141(18.36), 460(29.51), 466(0.00), 534(0.00), 694(100), 779(0.00)

CAD

105(13.16), 216(6.50), 328(4.08), 478(38.54), 864(100), 895(61.40)

V,0,Model C (CA)

62(0.64), 182(2.86), 541(6.55), 594(9.10), 795(47.28), 902(100)

(‘A

108(2.48), 133(1.69), 286(8.97), 522(7.03), 704(2.20), 927(100)

V,05 Model A (°A)

31(7.11), 55(5.89), 118(32.22), 210(29.14), 287(4.92), 403(9.64),
838(32.45), 1127(100), 1145(79.19)

CAy)

46(0.00), 65(1.23), 170(23.83), 178(29.57), 292(2.77), 381(100),
453(4.38), 1122(50.42), 1146(42.34)

V,0;" Model B (°A)

128(5.35), 236(1.26), 273(18.24), 372(0.53), 391(0.00), 659(100),
765(52.36), 856(46.86), 1159(55.66)

(A)

138(5.14), 207(0.45), 295(20.58), 343(0.38), 364(1.22), 659(100),
750(58.20), 858(53.05), 1156(58.20)

V,0; Model A ("B)

98(5.38), 109(0.62), 185(6.39), 299(3.51), 320(1.52), 557(22.44),
769(25.93), 1078(100), 1093(7.88) _

V,0, Model B ('A)

186(10.68), 241(3.02), 283(16.07), 311(4.40), 437(0.21), 464(12.22),
826(100), 840(19.06), 1087(96.15)

(A)

90(1.38), 233(6.73), 250(0.59), 284(0.93), 462(0.11), 610(100),
732(3.92), 760(34.39), 1087(66.36)

V,0," Model A (°A)

33(1.38), 58(3.46), 88(11.11), 165(1.22), 259(32.51) 285(9.22),

'A)

360(0.72), 458(1.10), 959 (100), 1120(25.31), 1127(10.65) 1155(15.50)
35(15.56), 58(4.84), 87(12.89), 177(0.67), 200(37.33), 206(19.56),
311(18.67), 359(29.33), 584(95.55), 677(13.33), 1093(93.78), 1149(100)

V,0," Model B ("A)

103(0.40), 198(16.72), 224(0.56), 325(0.00), 357(1.56), 371(12.96),
441(0.59), 660(100), 802(57.63), 878(60.37), 1141(68.34), 1171(47.78)

('A)

81(0.51), 178(0.00), 193(7.34), 250(2.26), 266(0.89), 336(5.81),
410(0.30), 526(0.00), 674(3.01), 680(100), 1142(21.55), 1159(32.54)

V,0," Model C (°B,)

53(6.01), 156(39.09), 175(4.78), 201(0.00), 208(2.25), 314(5.09),
330(9.77), 419(0.00), 483(3.46), 756(100), 785(18.05), 952

CA)

106(0.80), 165(1.36), 204(1.12), 221(0.49), 272(12.17), 394(0.26),
395(0.00), 532(0.23), 689(100), 755(45.39), 847(43.09), 1018(49.67)

V,0, Model A (CA)

34(1.81), 39(0.13), 54(3.62), 165(0.54), 197(9.05), 297(0.71),
355(0.27), 479(4.52), 879(100), 1074(35.75), 1096(2.12), 1101(34.48)

V,0, Model B (‘A})

121(0.00), 209(15.35), 238(0.00), 315(1.95), 361(7.55), 434(2.40),
490(0.65), 493(39.00), 806(6.64), 826(76.35), 1091(100), 1130(86.31)

CA)

94(0.31), 156(4.43), 244(0.45), 245(0.00), 310(5.74), 372(3.44),
501(0.00), 702(100), 746(24.92), 759(0.00), 1091(81.31), 1122(19.06)

V,0,Model C ('A))

122(3.96), 198 (0.83), 202(6.15), 257(12.70), 296(1.58), 416(2.61),
449(0.0), 601(54.76), 863(81.35), 936(100), 1088(72.62), 1100(87.30)

('B1)

110(2.46), 202(0.42), 210(6.36), 277(9.74), 293(0.59), 393(3.35),
437(1.25), 581(88.98), 823(76.27) 907(96.12), 1087(66.95), 1099(100)

V,05" Model A (CA)

29(1.02), 56(0.61), 61(1.63),162(0.71), 184(7.93), 221(1.59),
294(5.99), 319(3.53), 369(4.04),461(3.19), 559(0.86), 945(100),
1019(6.17), 1122(31.39), 1135(7.23)

(A

25(4.34), 55(2.19), 64(14.64),130(2.68), 170(12.31), 207(9.42),
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219(12.32), 277(31.88), 3&25(6.52),363(9.56), 546(21.01), 676(46:29),
827(9.78), 1025(100), 1108(93.47)

V,0s" Model BCA)

97(1.37), 160(0.85), 186(4.11),205(2.39), 219(1.03), 333(0.00),
362(5.48), 427(0.40), 468(0.55),626(0.07), 701(100), 787(43.84),
881(69.86), 1040(51.37), 1158(46.92),

(‘A)

77(0.80), 130(5.60), 152(0.66), 171(0.20), 188(3.45), 242(0.20),
262(2.40), 308(12.40), 396(0.78), 513(0.11), 588(9.48), 642(100),
695(54.8), 954(16.00), 1149(44.00)

V,0sModel A (‘A)

41(0.07), 46(1.02), 46(0.92), 134(8.81), 139(3.73), 260(3.27),
284(3.84), 322(0.45), 382(0.75), 495(0.34), 943(100), 1082(37.51),
1105(0.05), 1112(27.00), 1113(30.85)

CA)

33(0.42), 40(0.53), 48(0.74), 96(2.33), 125(3.70), 185(4.24),
271(2.65), 281(1.38), 335(0.26), 463(0.95), 665(3.60), 928(100),
1069(21.82), 1099(11.86), 1112(25.42)

V,0sModel B (‘A)

85(2.38), 175(5.10), 190(4.07), 196(3.73), 280(0.47), 331(0.57),
363(9.83), 400(2.60), 433(1.09), 582(54.24), 878(55.93), 932(61.02),
1088(100), 1104(57.29), 1120(50.85)

(A)

86(1.20), 177(2.26), 192(1.90), 208(1.34), 210(0.96), 298(0.08),
333(4.64), 378(1.56), 504(0.11), 599(0.08), 717(100), 758(28.29),
780(6.38), 1000(57.00), 1119(44.52)

V,0¢" Model A (PA)

66(1.18), 116(0.39), 119(1.84), 161(3.11), 171(0.79), 194(0.08),
212(0.02), 262(0.09), 319(7.93), 378(0.52), 424(0.05), 520(11.33),
594(0.07), 667(100), 745(10.79), 781(28.24), 841(25.78), 1036(43.91)

(B

58(0.51), 112(11.12), 131(0.00), 132(0.14), 143(0.01), 168(0.00),
221(0.02), 246(0.64), 253(0.46), 302 (4.58), 360(4.76), 492(0.00)
549(20.74), 630(0.51), 643(100), 671(0.79), 926(5.27), 930(0.31)

V,0¢" Model B (*A)

59(1.08), 65(0.63), 117(0.40), 147(5.78), 190(1.15), 243(13.93),
243(0.17), 289(10.17), 324(0.09), 375(4.95), 417(7.93), 444(1.01),
661(61.20), 796(22.07), 883(31.03), 1144(37.07), 1171(27.76), 1331(100)

CA)

48(0.78), 62(2.31), 93(0.20), 130(0.68), 155(0.50), 199(10.78),
243(1.04), 278(7.17), 327(0.05), 365(6.08), 374(13.68), 443(3.05),
636(100), 817(60.00), 885(60.78), 1137(74.51), 1166(51.37), 1628(6.78)

V.06 Model C (*A)

25(2.77), 38(0.14), 50(0.40), 90(0.20), 107(1.12), 157(1.57),
202(5.59), 248(0.74), 283(2.92), 311(2.29), 323(13.31), 377(3.51),
477(5.27), 926(100), 1122(20.40), 1128(4.67), 1159(16.67), 1378(58.00)

(‘A)

26(8.94), 37(0.10), 50(0.38), 65(0.10), 94(1.61), 126(0.37),
178(6.31), 190(2.94), 265(1.59), 282(4.96), 334(5.87), 375(1.72),
482(3.55), 922(100), 1121(24.93), 1123(12.04), 1150(19.53), 1619(2.69)

V,0sModel A ('B,,)

90(5.41), 149(0.00), 175(0.00), 176(65.20), 214(0.00), 223(11.24),
249(0.00), 264(0.00), 331(21.90), 395(0.00), 439(7.02), 497(0.00)
628(100), 717(0.00), 773(0.06), 785(49.24), 904(9.62), 977(0.00)

CA)

90(0.21), 157(0.61), 185(0.01), 196(3.42), 202(0.34), 234(0.67),
237(0.09), 303(0.00), 341(1.51), 392(0.00), 483(0.01), 563(0.25),
638(5.73), 747(24.77), 760(100), 793(11.79), 996(50.46), 1086 (22.36)

- V,0sModel B ('A)

60(20.00), 90(30.13), 140(0.33), 183(0.13), 187(3.25), 260(5.67),
291(0.72), 327(19.97), 332(0.18), 405(4.48), 419(3.20), 538(39.34),
680(3.01), 862(54.06), 890(10.06), 1105(85.72), 1136(69.73), 1261(100)

CA)

9(0.13), 75(0.71), 136(1.23), 153(2.31), 179(1.91), 245(1.41),
261(0.07), 290(0.36), 346(2.14), 386(2.57), 494(0.33), 604(11.65),
715(100), 756(26.26), 792(21.56), 1111(57.74), 1139(31.30), 1165(0.84)

V,0sModel C (‘A)

27(1.97), 42(0.74), 48(0.94), 81(2.63), 111(1.27), 161(4.30),
242(1.54), 271(0.84), 282(3.20), 301(0.92), 369(1.48), 486(0.25),
718(3.67), 929(100), 1093(21.35), 1112(22.67), 1141(18.81), 1275(14.30)

CA)

24(0.71), 33(0.37), 41(0.03), 62(0.30), 79(1.07), 127(4.28),




.S
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194(2.98), 228(0.23), 278(1.06), 295(2.12), 327(0.41), 446(1.17),

: 587(5.44), 926(100), 1092(18.29), 1113(22.60), 1129(17.70), 1318(0.16)
V207" Model A (*A) [34(0.00), 45(0.24), 86(0.85), 105(0.33), 162(0.14), 172(0.79),
189(3.32), 202(1.60), 215(0.01), 273(1.84), 324(0.00), 363(4.83),
451(7.02), 473(0.57), 635(0.23), 709 (100), 783(36.25), 869(64.95),
1041(49.55), 1153(41.24), 1630(6.25)

(*A)|39(0.04), 46(0.24), 87(0.79), 105(0.37), 163(0.15), 173(0.54),
189(3.58), 201(1.60), 214(0.00), 273(1.82), 322(0.00), 361(4.85),
450(6.88), 472(0.63), 625(0.03), 708(100), 781(36.36), 868(65.45),
1039(49.39), 1152(40.61), 1631(6.06)

V207" Model B (°A) [ 12(1.12), 35(0.10), 46(0.36), 81(0.27), 88(1.77), 114(1.76),
150(0.73), 187(1.51), 230(0.81), 257(0.84), 277(2.58), 311(2.99),
315(13.55), 383(7.15), 516(0.27), 607(10.41), 821(29.71), 1151(30.78),
1162(32.62), 1228(12.40), 1382(100)

(*A)[17(0.03), 24(0.21), 34(0.17), 70(0.17), 93(0.81), 108(2.54),
150(1.10), 212(1.15), 229(0.62), 239(2.85), 270(2.23), 306(10.11),
316(5.21), 375(8.82), 511(0.38), 604(10.93), 918(100), 1153(20.87),
1163(15.77), 1227(9.56), 1362(81.24)

V20;Model A ('A)[126(0.00), 143(0.21), 181(2.28), 184(2.43), 200(0.07), 238(0.26),
248(0.11), 266(0.66), 326(0.36), 413(0.03), 417(1.12), 484(0.63),
586(6.08), 648(7.84), 666(20.28), 717(45.33), 793(23.26), 810(6.26),
935(7.55), 1129(100), 1158(12.60)

(A" | 74(0.19), 76(1.03), 124(0.10), 165(0.11), 201(0.57), 216(0.03),
220(1.77), 240(0.39), 306(0.00), 341 (0.98), 377(0.40), 453(0.18),

| 478(0.50), 540(0.43), 586(4.77), 736(21.15), 757(100), 791(4.26),
988(43.77), 1141(27.87), 1229(8.03)

V207 Model B ('A) [ 17(1.24), 29(0.44), 37(0.31), 77(1.62), 123(0.33), 164(1.18),
210(0.53), 223(0.41), 255(2.37), 277(2.20), 282(0.55), 328(0.45),
451(0.35), 651(1.09), 688(1.70), 721(3.22), 936(100), 969(16.17),
1131(18.21), 1143(15.23), 1287(12.17)

('A)[17(0.26), 25(0.08), 30(0.34), 64(0.03), 72(0.80), 149(0.83),
183(0.53), 214(0.14), 227(0.89), 256(1.48), 274(0.93), 299(1.17),
399(0.61), 581(4.90), 658(1.01), 689(1.58), 932(100), 970(11.92),
1125(16.82), 1134(15.03), 1318(0.17)




...
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38

Compound | Frequencies/cm™

V306" Model A (A,) | 76(0.23), 81(0.32), 96(0.61),194(8.21), 195(9.18), 204(20.77),
205(21.73), 276(0.00), 318(6.28), 337(6.76), 352(4.59), 354(4.64);
622(0.00), 678(17.68), 679(17.87), 696(19.81), 792(75.36), 794(75.36),
1150(50.57), 1150(50.77), 1174(100)
("A")[37(0.14), 44(0.12), 54(0.09), 143(4.79), 181(0.38), 184(1.875),
189(7.08), 235(0.21), 265(2.08), 280(1.32), 337(0.20), 349(5.28),
483(4.00), 486(0.40), 564(9.85), 737(1.67), 898(35.21), 902(100),
1139(11.98), 1141(18.12), 1160(19.53)
V305" Model B ('A) | 14(0.17), 23(0.44), 27(0.16), 52(0.19), 59(0.66), 83(1.15),
116(1.75), 223(2.71), 259(0.22), 273(2.20), 276(5.89), 331(0.31),
386(1.63), 452(0.38), 506(2.49), 888(100), 976(4.02), 1117(3.08)
1121(16.61), 1122(3.81), 1125(2.28)
(*A) [ 11(0.30), 14(0.26), 20(0.09), 55(0.11), 59(0.37), 81(1.00),
105(1.32), 222(1.85), 253(3.62), 261(1.72), 276(1.80), 315(1.89),
: 377(1.65), 446(0.15), 494(1.89), 887(100), 973(6.76), 1118(4.92),
1121(11.86), 1124(2.98), 1125(1.80)
Vi0s"Model C ('A) [ 23(0.54), 30(0.21), 44(1.20), 104(0.01), 151(2.91), 204(1.24),
249(3.38), 270(3.60), 303(2.81), 345(2.64), 382(0.99), 435(2.18),
466(0.34), 472(7.82), 517(6.06), 856(2.76), 867(16.11), 949(100)
1123(18.87), 1130(5.52), 1154(23.13)
(*A)[20(0.22), 31(0.40), 51(0.98), 87(0.09), 148(2.49), 162(1.21),
224(0.17), 245(5.64), 264(1.69), 313(1.49), 348(2.68), 391(4.41),
432(0.19), 479(4.36), 657(36.09), 788 (12.87), 861(25.78), 943(100),
1123(16.89), 1128(5.04), 1158(15.20) :
Vi0sModel A ("A) [55(2.05), 112(0.47), 115(0.41), 166(0.15), 182(0.97), 189(2.41),
201 (3.95), 225(0.01), 293(7.60), 302(1.25), 333(0.05), 344(0.80),
383(1.48), 619(1.37), 687(0.23), 705(20.05), 776(16.15), 851(100),
1107(77.95), 1109(27.08), 1136(25.00)
(*A)[40(1.03), 45(0.56), 58(1.15), 140(2.51), 143 (3.08), 163(0.05),
165(0.13), 219(0.69), 234(1.98), 257(7.12), 269(0.01), 302(0.15),
536(0.02), 625(2.02), 626(1.69), 670(0.26), 852(100), 855(97.06),

: 1102(39.15), 1106(55.35), 1125(1.94)
V30 Model B (*A) [ 20(0.09), 23(0.07), 24(0.06), 54(1.59), 55(0.07), 85(0.61),
124(0.02), 153(4.74), 157(5.28), 246(3.78), 280(0.03), 301(0.69),
334(1.11), 422(0.19), 492(0.19), 881(100), 908(7.10), 1082(27.56),
1091(7.37), 1108(0.35), 1109(32.53)
(*A)[14(0.19), 21(0.28), 22(0.09), 39(0.15), 46(0.98), 78(0.57),
91(0.24), 181(7.26), 182(7.12), 285(1.31), 288(0.56), 336(0.72),
365(0.69), 440(2.18), 535(2.49), 841(100), 881(10.08), 1079(32.20),
1087(4.04), 1102(13.38), 1104(22.77)
V306 Model C (°A) [ 13(0.13), 31(0.24), 37(0.17), 64(0.24), 105(1.59), 133(0.97),
202(6.32), 239(0.01), 258(0.04), 276(0.07), 301(3.23), 381 (1.34),
431(0.54), 487(0.27), 705(47.15), 744(10.37), 763(0.67), 924(100),
1091(19.86), 1106(8.18), 1111(18.14)
(*A)[14(0.12), 31(0.21), 37(0.19), 66(0.25), 106(1.55), 126(0.99),
200(6.10), 238(0.03), 257(0.98), 277(0.06), 297(3.38), 380(1.05),
443(0.42), 482(0.16), 672(33.67), 745(10.15), 763(0.31), 921(100),
- 1090(21.64), 1103(7.77), 1111 (17.14)

V307" Model A ('E) | 113(7.67), 141(0.21), 141(0.18), 167(2.16), 168(2.21), 226(0.00),
238(0.12), 240(0.09), 295(9.43), 341(2.55), 341(2.53), 376(0.02).
464(0.02), 464(0.01), 492(0.00), 663(20.60), 729(38.80), 730(56.72), .
731(35.22), 807(64.48), 808(64.18), 1160(100), 1160(100), 1186(14.63)




...
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('A)[95(2.76), 118(4.43), 139(0.93), 150(1.89), 178(2.27), 204(0.03),
208(0.76), 237(0.18), 267(0.00), 290(7.08), 331(2.56), 377(0.35),
391(5.98), 452(0.51), 465(0.93), 658(21.46), 703(21.47), 719(81.04),
736(20.84), 758(30.61), 758(34.40), 811(59.47), 1153(100), 1172(36.16)
V307" Model B ('A) [23(0.09), 26(0.02), 41(0.90), 46(0.74), 55(1.04), 62(0.66),

154(2.48), 172 (0.33), 176(3.50), 234(6.08), 295(2.80), 298(3.80),
306(3.27), 352(0.78), 401(1.70), 452(1.75), 503(1.95), 930(100),
980(43.13), 1118(11.59), 1124(26.97), 1129(17.14), 1129 (0.11),
1151(12.46) ‘

V307" Model C1 ('A") [16(0.68), 28(0.35), 42(0.77), 75(0.32), 117(2.29), 137(0.94),

141(0.83), 186(4.83), 234(1.53), 250(2.75), 291(3.78), 330(3.36),
356(3.56), 373(3.13), 435(0.33), 465(5.89), 538(9.91), 956(100),
962(43.51), 1011(21.12), 1122(18.57), 1126(20.23), 1128(17.04), 1135(4.96)
V307" Model C2 (‘A7) [20(0.22), 22(0.38), 37(0.74), 93(1.82), 133(0.01), 168(2.12),

201(1.45), 215(0.65), 258(1.60), 283(9.26), 287(0.50), 338(0.01),
400(0.45), 429(0.65), 453(0.39), 504(4.96), 687(32.46), 803(13.40),

, 892(33.44), 970(100), 1123(21.89), 1127(8.71), 1149(32.35), 1156(1.09)
V30, Model A ("A)[135(1.22), 137(1.57), 155(3.65), 186(1.79), 193(0.98), 232(1.08),
237(0.06), 282(0.37), 296(5.47), 308(0.07), 328(1.12), 374(1.12),
428(1.27), 436(0.73), 478(0.35), 593(28.8), 678(20.37), 708(88.52),
752(88.52), 822(2.22), 872(80.56), 1119(100), 1121(97.19), 1151(14.75)
("A) [108(0.94), 127(0.13), 137(3.05), 179(2.39), 188(1.53), 199(0.34),
230(0.87), 257(0.16), 285(4.46), 306(0.35), 314(0.60), 367(0.64).
416(2.03), 430(1.11), 485(0.45), 593(27.47), 657(19.78), 676(30.16),
697(61.74), 757(18.99), 805(9.26), 860(79.11), 1113(100), 1136(37.56)
V30, Model B ("A) [ 17(0.00), 26(1.42), 29(1.54), 48(0.52), 49(0.87), 54(0.15),

118(1.01), 130(1.38), 138(4.05), 228(0.73), 247(2.50), 274(0.02),
278(1.36), 292(1.29), 366(0.26), 433(0.03), 515(0.24), 914(100),
959(21.14), 1091(6.44), 1093(21.78), 1111(0.02), 1113(25.13), 1119(2.97)
V307 Model C1 (°A)[18(0.13), 28(0.21), 33(0.27), 73(0.12), 119(1.26), 137(0.13),

189(4.10), 198(0.52), 229(0.43), 259(0.72), 277(0.64), 318(1.47),
343(1.22), 388(0.55), 418(0.10), 497(1.169, 579(12.67), 878(10.41),
924(100), 933(10.90), 1096(8.33), 1103(3.98), 1106(11.94), 1115(16.78)
V30:Model C2 (°A)) [ 5(0.00), 15(0.25), 23(0.17), 81(3.33), 129(2.49), 161(0.11),

183(1.35), 205(1.12), 256(2.62), 276(0.90), 283(0.86), 313(0.00),
361(0.89), 398(1.16), 506(0.21), S08(0.11), 712(59.73), 757(11.06),
786(4.91), 946(100), 1094(15.30), 1110(38.6), 1113(19.88), 1127(0.08)
VaOi0 ('T2) [ 162(0.00), 163(0.00), 184(0.00), 185(0.00), 202(0.00), 202(0.00),
203(0.00), 207(0.88), 208(0.82), 208(0.84), 217(0.22), 217(0.23),
218(0.22), 291(3.88), 291(3.81), 292(3.93), 294(0.03), 294(0.08),
294(0.08), 316(0.00), 517(0.01), 519(0.00), 519(0.00), 588(0.00),
656(6.65), 657(3.95), 657(6.93), 691(0.00), 691(0.00), 875(100),
876(99.66), 876(99.66), 1135(67.50), 1135(67.50), 1135(67.48). 1157(0.00)
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v,0, (A
con cor 202 ("Ay)
— C(02) CEOZ;
ELF=0.12 '
— covn-. Vv ELF=(.12 v cv a4 vevn)
valence 0.17 0.20 v(02) | 014
vilenee - 0.
vior  |ow M
VO, [ om: von 00
0.36 Vo, 0.46
C(v2) -2 V(v2) C(V2) ----- V(V2)
V,05*(A)
V20,CBy)
r c(ol)
— C(02) B — C(OI)
——CO3) o oa[ T VOD — co2
ELF=0.13 ——C(03) 0 V(02)
' Cvn ELF=0.10 vo
valence 0.20 —_— C(V2)
V(02) valence 0.20 0.22]
VO, .30 |——V(03) ~ V1-02
0.41
C(V2) ~---- VVi) :
+02,"
V,0,"(CA)
— C(01).C(02), 3,0
== C(03),C(04) v(04) V204CA")
vO* 040
= C(01),C(02),
ELF=0.10 = C(03).C(04)
al 0.19 v
valence
- ELF=0,13 — V(02
V(02) — V(03)
V(03) valence  0.23
VO3 g3p V(Ol)
- oo vl 07 — V(04)
- v
CvI 0.40 ©4
2, — C(V1)
V,05" A C(v2)
—= C(01),C(02),C(03),
——= C(04).C(05)
. V(04) 1
VO;* 030 V205(A)
V(05
ELF=0.12 037 ©9 —— C(01),C(02),C(03),
—_— ——— C(04),C(05)
valence 021 vy VO, g1 Xg:i
2 .3y ~
V(02)
VO; 031 |——V(03) ELF=0.12 —— C(V2)
l 0_40| V(Ol) ’ valence 017
C(V1) vo
3
V,04* CA) ’
—— C(01),C(02),C(03)
== C(04),C(05),C(06) v(05)
ELF=0.12 O on Voo
valence 0.20 V(05,06) V,0,CA)
vO* 040 vion
C(01),C(02),c(03)
v,0,* 020 C(V1) == C(04),C{05),C(06)
V(03)
VO: g0 ELF=().12
o3 [ VO - M
Vo4 valence 0.26
0.40 ~——V(O5)
cvy 030 V(o6)
VO3 37 Vs
V206" (*4) — von
0.33 ——V(04)
—C(VI)
V(05) C(v2)
—— V(06)
V(05,06)
C(01),C(02),
— C(03).C(04)
0.14 vor 0.40[ : von
SV valence 020 026 Cvn
V1-02 VO, 031 v(03)
{ V(O2)
0.37
0.42 vioy

C(vV2)
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(cont.)

" 34
V207 CA%) Va0rCA)
== C(01),C(02),C(03)X(04),
==C(05),C(06),C(07)
V(06) V(06)
4 . von ELF=015 0, 0.70 |— v(07)
ELF=0.10
—_— V(06,07) V(06,07)
valence 0.25 vo2)
—= C(01),C(02),x03)
=——= C(04),C(05) V05 020 V(03)
V(05) V(05)
0.12 Vo, 0.32 ¢ viot) 0.34 von)
V,05* 0.39 0.42|——V(04)
valence 0.24 c(vV2) — C(V2)
v
—V(03) v
VO3 .32 [——Vv(02)
V(01 .
0.1 l: ©n V304(°A)
C(vI)
== C(01),C(02).C(03)
. ——= C(04), C(05),(06,
V,04 G (04), C(05),C(06)
ELF=0.15 V(02)
== C(01),C(02),C(03) — V(04)
= C(04), C(05),C(06) . valence 0,22 V(03)
;053¢ 0.26 v(o4) ’ ——C(V2)
ELF=0.15 045 2V(03) ) .39~ v(v2)
valence 0.17 c(vy) 0.41 [—V(OI) ’
V(02)
VO; 033 V(05 I——C(Vl)
0.45 ©5) )
0.42 von
C(v1)
[ ]
V30;(PA")
+ 1
V307" (E) == C(01),C(02),C(03)C(04),
C(05),C(06),C(07)
F C(01),C(02),C(03)C(04), V(OI1)
== C(05).C(06),C(07) Vo 040
ELF<0.10 ‘ ELF=0.12 o
V(05 " .
valence 021 (05) v.l]cncco;). l;] 017
- V(07
V(02) V.0, 022 ¢ 1/(04)
o[ VOD ) 0% V(02)
L—cwp V(03)
) —C(V2)
V4015 (Ty)
== C(01)-C(010)
ELF=0.10
V(02)
valence 0.24

V(1)

C(v1)




