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TABLE SL H2TiC4Hy structural results for various methods. .
RHF/TZV  MP2/ECP  MP2/T ZV BLYP/TZV B3LYP/ECP B3LYP/TZV

I1i-c(A) 201 - 203 202 2.05 2.01 2.03
rcc(A) o134 - 138 137. 137 1.37 1.36
\ 1.50 1.50 - - 1.50 1.49 1.50 1.49

Trnd) 171 1.70 173 . 17 1.68 - 1.71
roy(d) 1.07 110 108 ¢ 109 109 1.08
1.08 110 1.09 . 110~ 109 1.09

" a(HCC) 119.72 12055 120.59 12070 . 12073 . - 120.82
115.36 114.81 11323 11501 114.34 114.55

o(HTiH) - 108.83 1109.88 11287 11120 . 109.05 . 110.46
o(CTiC) 91.56 - - 102.48 99.15 - 9377 . 9791 © 94.94
a(TiCC) -101.64 . 9315 95.06 . "99.80 . 96.94° . . 98.77

‘o(CCC) - 12258 125.61 125.36. 123.:3.1 124.10 12376

TABLE SIL HT1C3H3 results for various methods e
~RHF - MP2/ECP MP2/TZV LYP/TZV+2f B3LYP/E B3LYP/TZV .

Ipc(A) 1.91 185 . 18 . 191 1.88 1.89
toc(®) 143 . 144 1.44 145 . 144 - 144
) . 181 173 178 . 178 174 1.77
Ten(A) 107 - 108 . 108 1.09 1.09 1.08
108 1.09 108 109 109 . 1.09

«(HCC) 11726 - 12118 12172/ 119.90 119.66 = . 119.88
11967 11856  118.02 '118.96° 11930 119.11

a(HTIC) 13947 . 13659 . 137.64  .13837 137.96  138.52
«(CTiC) 81.05 8682 8473 . 8325 . 8407 83.10
(TiCC) 7915 7514 ' 7568 . 7133 - 7126 77.57

«(CCC) 12066 12288 12391 12208 12141 - 12178 .
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TABLE SIIL HTiC3H3 triplet results for various methods. o
' ) RHF/TZV MP2/TZV BLYP/TZV- - B3LYP/TZV

Ic(A) 205 201 202 - 201
2.04 . 201 2.02, 2.01
rccd . 137 1.41 143 - 142
\ 146 141 143 142
g . 181 . L79 178 . . 177
reu(d) 107 - LO8 109 0 7108
- 108 . 109 . . 110 1.09 |
S VA °1.08 OL09 1.08
a(HCC) 119.16 ~ 11807. . 119.08 .. . 11883
_ 118.83 .. 11857 - 11945 11949
a(HTIC) 142.83 ©141.92 - 142,06 142.01
«CTiC) 7362 76.16 - 7595 75.90
“o(TiCC) 83.86 8049 - 8151, - 8L51 ¢
a(CCC) .  120.07 12286. 12101 S 12110 L C

TABLE SIV. HTiCsH5 results for various methods. S T
RHF/TZV MP2/ECP BLYP/TZV  B3LYP/ECP . B3LYP/TZV =

o . 193 195 195 192 . 193
recd) 138 143 140 - 140 - 139 -
: 142 . 146 144 .0 | L44 1.44° .
rppd) 178 176 177~ 172 - 176
Tegd - 107 L0 o 109 109 1.08
: © 108 . LIO © L1 . 109 1.09
o : 1.07 109 109 - 109 . o8
‘o(HCC) 119.95 - ¢ . 122:65 121.21  © 12140 °121.40
\ 11522 116.83 11534 11576 =~ 11546
116.00 117.77. . 11683 117.09 -116.82
«HTiC) 12486 . 11941 12332 . 12219 - 12337
o(CTiC) 10162 9360  .99.55°  99.48 99.40 ©
~ (TiCC) - 86.38 . 87.31. . 803 - .85 8606 -
a(CCC) 122.82 . 122.32 12371 . - 12298 12336
CCC) . 12751 12169 126.04 12523, 12598 .
d(652H) 110.50 .  84.87 103.39" 98.66 101.09 -
- d(653H) 17555 16939 . 17665 - " 17504 . 17573
d(654H) '162.94 17217, 16513 - 16557 . -165.11
d(261H) 14871 - 14384 14101 13801 - - .140.95

d(354H) 17154 . . 160.76 - 173.527+ . 170.92 17271
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