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Atoms in Molecules Analysis

Atoms in Molecules theory, an electron density topological analysis has been used to look
deeper into the nature of chemical bonding. In 1960, R.F.W Bader proposed the name Atoms
in Molecules® theory. The AIM theory examines the distribution of electron density at each
position surrounding a molecule's nucleus. The AIM theory can predict the nature and
characteristics of a bond based on the electron densities at the bond critical points.

Any point in space where all the first-order partial derivatives of a function (electron density
in our context) vanish is termed as a critical point (CP). The nature of the critical point is
determined by the rank and signature of the second derivative of electron density. The rank is
defined as the number of non-zero eigenvalues of the hessian matrix. The signature is defined
as the algebraic sum of the signs of the non-zero eigenvalues. A critical point is characterised
by (w, o) where w is the rank and o is the signature of the critical point. Based on this, a scalar
function can have four types of critical points summarised in Table S1.

Table S1: Types and characteristics of critical points (cps) based on the rank and signature of

the Hessian matrix.

(Rank, Signature) Types of critical points Curvature
(3,-3) Nuclear critical point (NCP) All negative, local maxima
(3,-1) Bond critical point (BCP) Two negative, one positive
(3,+1) Ring critical point (RCP) One negative, two positive

(3,+3) Cage critical point (CCP) All positive, local minima




Most of the stable nuclear configurations' critical points are of rank three. In a few exceptions,

degenerate cps with rank < 3 are observed. A degenerate critical point is unstable. A small

change in electron density is caused by slight displacement in nuclear configuration results to

vanish or change into stable cps of rank three.

Nature of Interaction using Atoms in molecules topological analysis: Based on the following

criteria, Atoms in Molecules analysis has been widely used to understand the nature of

interactions in weakly bound complexes.

Sign of Laplacian: Closed shell interactions are characterised by positive Laplacian

(V?p > 0), whereas negative Laplacian (V2p < 0) indicates shared shell interaction?.

The ratio of |41}/ 43: Sosa and co-workers® proposed this ratio to measure a closed and
shared shell interaction. The |A1)/ 23 less than 0.25 proposed as closed shell and greater
than 1 for shared shell interaction. Values between 0.25 and 1 are regarded as the
interaction of intermediate kind.

The ratio of |V|/G: Cremer and Karka* proposed another criterion based on potential
(V) and kinetic (G) energy density ratio. For closed-shell interaction, |V|/G < 1 and for
shared shell |[V|/G > 2. |V|/G in between the limits proposed as intermediate kind of

interaction.

Bader's AIM analysis is now routinely utilized to supplement gas phase experimental
spectroscopy®®’. It has also been used successfully to get experimental charge densities in
a large range of organic molecules®, weak bonds in solids®, and proteins®®.
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Table S2. Comparison of slope from other studies and present work. References are from main
text.

Method Intercept Slope Reference
H
MP2(full)/aug-cc-pVTZ 0.88 -0.4 777 [11]
B3LYP/6-311++G(d,p) 086  -2.9(5.6) 911(141) [54]
MP2(full)/aug-cc-pVTZ 0.98 -5.1 1101 [63]
MP2/aug-cc-pVDZ 0.95 -2.5(1.0) 901(38) This work
Li
MP2(full)/aug-cc-pVTZ 0.97 -17.6 3271 [11]
MP2(full)/aug-cc-pVTZ 0.96 -13.1 3218 [63]
MP2/aug-cc-pVDZ 0.85 1.1(5.4) 2997(239) This work
Na
MP2(full)/6-311++G(d,p) 0.90 18.0(9.6) 4699(536) [8]
MP2/aug-cc-pVDZ 0.91 -10.5(3.6) 4074(238) This work
Be
CCSD(T)/aug-cc-pVTZ 0.87 -64.1(16.6)  2600(308) [94]
G4 0.77 -68.0(46.3)  2813(694) [95]
MP2/aug-cc-pVDZ 0.88  -64.9(9.1) 2983(206) This work
Mg
B3LYP/6-311+G(3df,2p) 093 -29.2(13.7)  3599(466) [96]
MP2/aug-cc-pVDZ 0.93 -22.9(5.0) 3606(188) This work
Ca
G4 097  -3.0(18.6) 3082(566) [97]
MP2/aug-cc-pVDZ 0.94 -9.2(3.8) 3081(143) This work
B
MP2/aug-cc-pVTZ 0.62 1.9(11.2) 608(131) [81]
MP2/aug-cc-pVDZ 0.76 0.6(3.6) 552(58) This work
Al
MP2/aug-cc-pVTZ 097 -72.8(14.6)  3753(341) [52]
MP2/aug-cc-pVDZ 0.89 -44.9(9.2) 3564(240) This work
Ga
CCSD(T)/aug-cc-pVTZ 0.89  -14.6(6.1) 1228(118) [98]
MP2/aug-cc-pVTZ 087  -3.6(5.7) 1064(111) [98]
MP2/aug-cc-pVDZ 0.91 -36.3(6.1) 2048(125) This work
In
CCSD(T)/aug-cc-pVTZ-PP 093  -23.6(5.5) 1824(139) [98]



MP2/aug-cc-pVTZ-PP 093  -12.7(4.6)  1611(117) [98]
MP2/aug-cc-pVDZ-PP 093  -27.4(4.7) 2207(115) This work
C
MP2/6-311+G(3df,2p) 0.85 -8.0(0.9) 2970(181) [35],[99],[100]
MP2/6-311++G(d,p) 0.97 13.7(1.6) 2273(138) [101]
MP2/aug-cc-pVDZ 0.86 -9.2(1.1) 2827(215) This work
Si
MP2/aug-cc-pVTZ 0.72  0.4(10.8) 1311(312) [16]
MP2/aug-cc-pVDZ 0.88 -29.9(10) 1078(163) [102]
MP2/aug-cc-pVDZ 0.92 3.0(0.7) 823(45) This work
Ge
MP2/aug-cc-pVTZ 0.71 -4.8(16.9) 1572(380) [16]
MP2/aug-cc-pVDZ 0.82  -2.8(10.6) 1345(256) [103]
MP2/aug-cc-pvVDZ 0.92 2.7(0.7) 828(47) This work
Sn
MP2/aug-cc-pVDZ-PP 0.85 -5.2(10.7) 1590(272) [103]
MP2/aug-cc-pVDZ-PP 0.93 1.0(1.0) 1085(56) This work
N
CCSD(T)/def2-QzVP
MO62X/def2-QZVP 0.88 0.8(1.3) 589(154) [104]
MP2/aug-cc-pVDZ 0.87 -0.4(0.6) 664(90) This work
P
CCSD (T)/def2-QzVP i
MO62X/def2-QZVP 0.95 3.2(1.4) 1335(100) [104]
MP2/aug-cc-pVDZ 0.93 1.0(0.8) 865(46) This work
As
CCSD (T)/def2-QzVP
MO62X/def2-QZV/P 0.78 1.1(1.3) 991(178) [104]
MP2/aug-cc-pvVDZ 0.93 2.2(0.9) 872(44) This work
O
MO06-2X/aug-cc-pVTZ 0.72 1.1(0.9) 452(125) [88]
MP2/aug-cc-PVTZ 0.82 -2.0(1.4) 906(209) [89]
MP2/aug-cc-pvVDZ 0.97 -0.7(0.4) 640(38) This work
S
MP2/CBS 0.92 -0.6(0.9) 1255(64) [105]
MP2/aug-cc-pVTZ 0.93 0.3(4.1) 839(11) [106]
MP2/aug-cc-pVDZ 0.96 1.3(0.6) 785(29) This work
Se
MP2/aug-cc-pVTZ 090 -24.4(10.1) 1418(215) [106]
MP2/aug-cc-pVTZ 0.86  -3.6(10.8) 1005(207) [107]
MP2/aug-cc-pvVDZ 0.96 1.2(0.8) 866(31) This work
Te
MP2/aug-cc-pVTZ-PP 0.88 -1.1(3.7) 862(222) [108]
MP2/aug-cc-pVDZ-PP 0.90 -3.4(2.2) 1194(74) This work
F
MO06-2X/aug-cc-pVDZ 0.90 -5.0(1.7) 702(102) [109]
MP2/aug-cc-pVDZ 0.84  -1.4(0.4) 875(71) This work
Cl
MP2(full)/aug-cc-pVDZ 0.96 -0.3 776 [11]



MP2(full)/aug-cc-pVTZ 0.98 9.0 1162 [63]

MP2/aug-cc-pVDZ 0.93 2.0(0.9) 681(36) This work
Br
B3LYP/6-311++G(d,p) 097  -20.3(54)  1776(147) [54]
MP2/aug-cc-pvVDZ 0.93 -5.0(1.5) 992(50) This work
I
B3LYP/6-311++G(d,p) 090 -21.0(7.5)  1862(237) [54]
MP2/aug-cc-pvVDZ 0.91 -6.2(2.3) 1269(75) This work

Table S3: Electron density, dissociation energy, percentage covalency, and ionicity of some
diatomic molecules. Blue molecules are predominantly ionic (high slope), cyan molecules are
intermediate (intermediate), and green molecules are ionic (low slope).

Diatomic Electron Dissociation Covalency lonicity
Molecules Density (au) Energy (kJ/mol)
NaF 0.0445 477.0 3.3 96.7
NaCl 0.0286 407.9 2.7 97.3
NaBr 0.0249 362.8 4.2 95.8
LiF 0.065 573.0 2.3 97.7
LiCl 0.0356 464.0 3.4 96.6
LiBr 0.0306 418.0 4.4 95.6
KBr 0.0275 379.1 0 100
KCI 0.0318 433.0 1.8 98.2
KF 0.0521 489.2 2.5 97.5
y=4610(498)x+270.4(19.9), R?=0.92
HF 0.3526 569.7 42 57
HCI 0.2401 4314 71 29
HBr 0.1963 366.2 80 20
FCI 0.1803 256.3 61 39
FBr 0.1459 280.0 52 48
BrCl 0.1143 219.0 88 12
y =1510(191)x + 44.4(41.8), R2 = 0.94
H: 0.2496 435.8 100 0
Li> 0.0139 82.4 100 0
B2 0.1247 290.0 100 0
C 0.316 618.3 100 0
N2 0.7204 944.8 100 0
(0)) 0.5505 498.4 100 0
Cl; 0.1388 243.0 100 0
Br, 0.0975 193.9 100 0

y = 1042(179)x + 125.2 (64.3), R? = 0.85
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Figure S1: Non-covalent bond donors used in this study. To obtain a correlation plot of a non-
covalent bond, three different donors were combined with ten different acceptors (mostly H20,
NHz, H2S, PH3, HCHO, C2Hs, HCN, CO, CH30H, CH30OCH3).
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Figure S2. The ratio of the potential (|V(r)|) and kinetic (G(r)) energy densities of the electrons
at BCP for the different non-covalent bonds formed by main group elements of the Periodic
Table. The |V(r)|/ G(r) ratio has been used for the characterisation of bonding in three regions,
namely closed-shell (<1.00, blue), intermediate (1.00-2.00, cyan), and shared shell (>2.00,
green) bond. All the complexes under study fall under the closed or intermediate region.
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Figure S3. The ratio of the first (|A1|) and third (13) eigenvalues of the Hessian matrix at BCP
for the different non-covalent bonds formed by the main group elements of the Periodic Table.
The (21))/23 ratio has been used for the characterisation of bonding in three regions, namely
closed-shell (<0.25, blue), intermediate (0.25-1.00, cyan), and shared shell bonding (>1.00,
green). All the complexes under study fall under the closed-shell bonding.

The following section contains all data sets. (Table D1 to Table D31)



All Data Sets

Table D1. Electron density at BCP (au) and binding energy (kJ/mol) data for H-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
FHee*OH> 0.0381 329
FHee*SH> 0.0214 19.0
FHee*NHj3 0.0506 48.7
FHeesNCH 0.0288 28.3
FHee«CO 0.0203 13.5
FHeesHCHO 0.0395 311
FHeeeCoH,4 0.0183 17.1
FHee+CH30H 0.0452 374
FHee*PH3 0.0202 17.6
FHee«O(CHa) 0.0510 39.1
HOHe+*OH; 0.0237 18.5
HOHe+*SH> 0.0137 10.7
HOHe**NH3 0.0275 24.3
HOHe+*NCH 0.0174 15.0
HOHe++CO 0.0115 6.4
HOHe++OCH> 0.0234 19.8
HOHee+C;H4 0.0121 9.5
HOHe+«OHCH3 0.0277 21.1
HOHe*PH3 0.0121 8.9
HOHe+*O(CHz): 0.0306 22.1
HSHe+*OH, 0.0155 10.4
HSHe**SH> 0.0105 6.5
HSHe+sNH3 0.0197 13.7
HSHeesNCH 0.0124 94
HSHe++CO 0.0078 3.6
HSH+**OCH> 0.0172 11.7
HSHe**C3H,4 0.0095 6.3
HSHe*«OHCHj3 0.0189 12.9
HSHe**PH3 0.0090 5.7
HSHe++O(CHs), 0.0239 13.6
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Figure D1. Binding energy (kJ/mol) versus electron density at BCP (au) plot for H-bonded
complexes.



Table D2. Electron density at BCP (au) and binding energy (kJ/mol) data for Li-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
FLiesOH; 0.0241 65.7
FLis*eNCCHjs 0.0222 73.7
FLiessNH3 0.0234 79.9
FLie*eNCH 0.0203 61.3
FLis*«OCH, 0.0251 75.0
FLi ee+CoH4 0.0112 335
FLies*OHCHj3 0.0269 75.9
FLiee*PH3 0.0118 37.0
FLie*«CO 0.0130 28.7
FLiee«O(CHz3) 0.0275 68.8
ClLie**OH; 0.0256 74.3
CILi *esNCCH3 0.0237 84.5
ClLiee*NH3 0.0247 90.3
ClLie*sNCH 0.0218 70.3
ClILis**OCH, 0.0267 80.9
ClLis**CyH4 0.0125 39.7
CILie**OHCH3s 0.0286 84.8
ClLie**PH3 0.0132 44.0
ClLie*+CO 0.0142 335
CILis**O(CHa), 0.0297 80.7
BrLiee*OH> 0.0259 76.2
BrLieeeNCCHs 0.0242 86.8
BrLieesNH3 0.0252 924
BrLeesNCH 0.0222 72.2
BrLiee«OCH 0.0271 81.7
BrLi eeeCyH4 0.0126 41.0
BrLiee«OHCH3 0.0290 86.3
BrLies«PH3 0.0135 45.4
BrLieesCO 0.0145 34.4
BrLise*O(CH3) 0.0302 82.7
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Figure D2. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Li- bonded
complexes.



Table D3. Electron density at BCP (au) and binding energy (kJ/mol) data for Na-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
FNas+*OH 0.0128 46.5
FNa+**NCCH3 0.0162 58.7
FNase*NHj3 0.0165 58.0
FNae«sNCH 0.0148 48.0
FNae*«OCH 0.0165 66.5
FNaeeeCoH, 0.0082 23.5
FNaes«OHCH; 0.0176 61.4
FNaeesPH; 0.0086 26.7
FNas++CO 0.0093 19.6
FNae++O(CH3), 0.0175 53.7
CINas++OH, 0.0150 51.9
CINas+sNCCH3 0.0171 64.8
CINas+sNH; 0.0174 63.6
CINas+sNCH 0.0156 53.0
CINas+*OCH, 0.0173 63.6
CINase+C,H, 0.0087 26.7
CINas+«OHCH; 0.0184 62.4
CINas*+PH3 0.0091 30.1
CINas++CO 0.0097 21.7
CINas+*O(CHs), 0.0188 57.4
BrNas«OH 0.0155 52.9
BrNaee*NCCH3 0.0175 66.1
BrNaeesNH3 0.0177 64.7
BrNaeeeNCH 0.0159 53.9
BrNases OCH> 0.0175 62.8
BrNase+C,H, 0.0089 27.3
BrNaes«OHCH; 0.0188 62.3
BrNasesPH; 0.0094 30.8
BrNas«CO 0.0099 22.1
BrNae+O(CHb), 0.0191 57.7
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Figure D3. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Na-bonded
complexes.



Table D4. Electron density at BCP (au) and binding energy (kJ/mol) data for Be-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F2Beee*OH> 0.0470 84.0
F2Bee**SH> 0.0315 40.0
FoBeessNH3 0.0546 113.7
F2BessNCH 0.0406 59.8
F2Bese«OCH> 0.0446 73.4
FoBeeeeCoH,4 0.0250 30.0
F,Bees*OHCH3 0.0523 100.0
F,Bees*PH3 0.0335 39.6
F2Beee=CO 0.0321 26.3
F2Bee+*O(CHs)2 0.0544 107.3
Cl;Bee**OH> 0.0522 84.7
Cl;Bee*s*SH> 0.0369 40.8
Cl;Bee+*NHj3 0.0602 119.8
Cl;BesssNCH 0.0477 61.2
Cl2Bees«OCH> 0.0481 70.8
Cl2BeeeeCoH,4 0.0278 27.6
Cl;Be+s«OHCH3 0.0575 103.3
Cl;Bee+*PH3 0.0404 43.8
Cl;Bee+=CO 0.0401 23.6
Cl;Bee+*O(CHzs)2 0.0578 105.7
H>Beee<OH; 0.0428 62.7
H;Bee**SH> 0.0274 24.2
H>BeeesNH3 0.0496 85.9
H>BesesNCH 0.0386 40.3
H2Bese«OCH: 0.0380 50.8
H>BeeesNH,CHj3 0.0536 99.3
H2Beee«OHCH3 0.0481 78.2
H,BeeeePH3 0.0307 24.1
HzBeeCO 0.0341 13.7
H;Bee*<O(CHs), 0.0491 83.3
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Figure D4. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Be-bonded
complexes.



Table D5. Electron density at BCP (au) and binding energy (kJ/mol) data for Mg-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F,Mge++OH, 0.0324 91.0
FoMges+SH; 0.0200 50.9
F,Mge+sNH; 0.0320 107.9
F,Mge+sNCH 0.0260 71.9
FoMge++OCH 0.0307 84.8
FoMgeeeCoH, 0.0160 43.1
F,Mge++OHCHj3 0.0349 103.7
FoMge++PH3 0.0188 48.5
F2Mge++CO 0.0177 35.5
F2Mge++O(CHs), 0.0363 109.2
Cl,Mge+OH, 0.0341 97.8
Cl,Mgee*SH, 0.0187 56.7
Cl,Mge+NH3 0.0338 117.2
Cl,Mge+sNCH 0.0279 78.9
Cl;Mge+sHCHO 0.0320 88.5
CloMgee+CoH, 0.0171 49.6
Cl,Mge*«OHCH3 0.0368 112.7
Cl,Mge++PH3 0.0207 55.7
Cl,Mge+CO 0.0191 38.5
Cl,Mge++O(CHs), 0.0368 116.4
H,Mgee«OH 0.0274 61.9
HzMge+*SH, 0.0140 28.2
HoMgeesNH3 0.0272 73.7
HoMgeesNCH 0.0208 44.5
H,Mgee*OCH; 0.0252 55.0
HoMgeeeC2H, 0.0115 22.4
H;Mge+«OHCH3 0.0300 72.6
H;Mge++PHs 0.0136 25.2
H,Mgee+CO 0.0123 16.5
HaMge«O(CHa), 0.0305 75.9
= 140 F,Mge++CO
£ 120 y =3596(277)x - 20.6(7.6) @ i
)
2 100 ClMgeA Re=095 ; ...... &®
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Figure D5. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Mg- bonded
complexes.



Table D6. Electron density at BCP (au) and binding energy (kJ/mol) data for Ca-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F.Case*OH; 0.0312 91.7
FoCaeesSH, 0.0173 48.0
FoCaeeeNHj3 0.0287 90.9
F2CaessNCH 0.0244 69.1
F2Caee«CO 0.0161 324
F.Caee«OCH> 0.0286 80.0
FoCaeeeCoHy 0.0146 40.6
F.Caee«OHCHj3 0.0320 91.3
FoCaeesPH3 0.0172 434
FoCas+=O(CHa) 0.0351 92.9
ClxCae++OH> 0.0336 94.5
ClyCaeesSH> 0.0208 54.8
ClyCae*sNHj3 0.0324 102.9
Cly,CaeesNCH 0.0280 78.3
ClyCae*+CO 0.0192 38.2
ClCae*sOCHz 0.0314 84.4
ClyCaeesCoH,4 0.0166 48.6
Cl,Caee«OHCHj3 0.0375 103.3
Cl,CaeesPH3 0.0190 52.0
ClyCas+*O(CHa), 0.0377 106.4
H,>CaeesSH; 0.0166 40.0
H>CaeesNH3 0.0289 85.0
H>Cas+*NCH 0.0238 63.0
HzCas+-CO 0.0151 27.3
HzCae+*OCH; 0.0283 70.1
HyCaeeeCoH4 0.0134 34.6
H,CaeesOHCH;3 0.0328 85.6
HoCaeeePH;3 0.0148 37.1
H,Cas++O(CHa), 0.0345 88.3
H,CaeesCH;CN 0.0267 77.6
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Figure D6. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Ca- bonded
complexes.



Table D7. Electron density at BCP (au) and binding energy (kJ/mol) data for B-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F3BeeeOH> 0.0696 27.3
F3BeeSH, 0.0147 11.0
F3BeeeNH3 0.1117 88.1
F3BeeeNCH 0.0233 18.6
F3BeeeCO 0.0115 8.0
F3Bee«OCH> 0.0663 27.8
FsBeeeCoH4 0.0107 10.1
F3Bee«OHCHj3 0.0845 46.2
FsBeeePH3 0.0126 9.6
FsBee+O(CHs); 0.0894 55.2
Cl3Be++OH; 0.0831 16.4
Cl3BeesSH, 0.0081 8.9
Cl3Bes*NH3 0.1232 101.2
Cl3BeeNCH 0.0109 11.9
Cl3BeeCO 0.0064 5.9
Cl3Be++OCH> 0.0789 17.6
ClzBeesCyH,4 0.007 10.0
Cl3Bes«OHCHj3 0.0945 441
Cl3BeesPH3 0.0071 8.2
Cl3BeesO(CHs)2 0.0966 50.2
HF;Bee«OH> 0.0613 21.8
HF2Be**SH> 0.0110 9.1
HF;BeesNH3 0.1042 71.7
HF,BeesNCH 0.0164 135
HF,Bee«CO 0.0081 5.5
HF;Bee«OCH> 0.0558 22.0
HF;BeeeCyH4 0.0087 1.7
HF;Bee«OHCH3 0.0741 33.1
HF2BeesPH3 0.0086 7.0
HF,Be++O(CHs), 0.0797 425
120
F,BeeeA
3 100 y = 620(89)x - 0.4(5.9) °
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Figure D7. Binding energy (kJ/mol) versus electron density at BCP (au) plot for B-bonded
complexes.



Table D8. Electron density at BCP (au) and binding energy (kJ/mol) data for Al-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F3Alee*OH3 0.0436 115.7
FsAleeeSH3 0.0303 72.6
F3AleeeNHj3 0.0478 159.4
F3AleeeNCH 0.0376 97.7
F3AleeeCO 0.0299 54.9
F3AlesOCH; 0.0429 1111
FaAleeeCoHy 0.0245 59.8
F3Ale=«OHCH3 0.0478 132.0
F3AleesPH3 0.0336 78.1
F3Alee«O(CHz) 0.0501 140.2
ClzAles=OH> 0.0450 102.1
ClzAles=SH> 0.0325 66.1
ClzAlee*NHj3 0.0506 150.5
ClzAlessNCH 0.0399 87.2
ClzAls«CO 0.0321 44.6
ClzAle+*OCH; 0.0443 98.7
ClzAleesC2H4 0.0257 49.9
ClzAl-=*OHCHj3 0.0500 123.0
ClzAle=*PH3 0.0375 74.8
ClzAles*O(CHz) 0.0516 130.9
HoFAles«OH> 0.0368 81.8
H,FAlessSH> 0.0241 46.6
HoFAleesNH3 0.0416 111.9
HoFAlsesNCH 0.0309 64.5
HzFAleeeCO 0.0234 31.6
HoFAlee«OCH> 0.0365 82.9
HoFAleeeCoH4 0.0203 39.0
HoFAlee«OHCH3 0.0410 96.1
H,FAles*PH3 0.0270 475
H,FAles«O(CHj3)2 0.0427 100.2
180 FaAleee A
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Figure D8. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Al-bonded
complexes.



Table D9. Electron density at BCP (au) and binding energy (kJ/mol) data for Ga-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
HF,GaeesOH> 0.0577 82.7
HF,Gas**SH> 0.0387 51.2
HF2GasesNH3 0.0661 116.6
HF,GasesNCH 0.0485 60.6
HF2GasCO 0.0363 29.2
HF,GaeesOCH> 0.0556 77.2
HF2GasCzH,4 0.031 38.4

HF,GaeesOHCH3 0.0621 94.0
HF.Gas**PH3 0.0454 51.3
HF.Gas**O(CHs) 0.064 91.7
H.FGase<OH> 0.0500 64.9
H2FGaseSH> 0.0337 40.0
HoFGaeeeNH3 0.0597 95.7
H,FGaeesNCH 0.0431 485

H2FGaes+CO 0.0326 23.3
H2FGasesOCH; 0.0494 67.5
HoFGaseeCyHa4 0.0290 33.7

H.FGaee«OHCH3 0.0558 74.6
H>FGase*PH3 0.0404 40.7
H,FGas+*O(CHz) 0.0578 76.3
H>ClGae+*OH> 0.0505 62.8
H,ClGas**SH> 0.0354 41.8
H>ClGaes*NH3 0.0620 98.1
H2ClGasesNCH 0.0452 49.9
H2ClGas=CO 0.0356 23.3
H2ClGas**OCH> 0.0497 65.0
H2ClGaeeCzH,4 0.0302 35.2
H>ClGas+«OHCH3 0.0574 76.2
H>ClGas**PH3 0.0442 455
H,ClGas**O(CHs)> 0.0587 76.2
140
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Figure D9. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Ga- bonded
complexes.



Table D10. Electron density at BCP (au) and binding energy (kJ/mol) data for In-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)

HF2Inee«OH> 0.0495 81.0
HF2IneeeSH> 0.0334 55.6
HF2IneesNH3 0.0554 109.0
HF.IneesNCH 0.0408 60.2
HF2Inee«CO 0.0288 29.8
HF:Inee«OCH> 0.0469 76.0
HF2IneesCoH,4 0.0278 43.4
HF2Inee«OHCH3 0.0527 90.3
HF2Inee*PH3 0.0371 52.3
HF;Ine*O(CHs), 0.0536 90.0
HzFIneesOH; 0.0422 65.3
HoFIneeeSH> 0.0278 41.1
HoFIneesNH3 0.0496 88.3
HoFIneesNCH 0.0358 47.0
HoFInee«CO 0.0251 22.7
HoFInee«OCH 0.0411 66.0
HoFIneeeCoH,4 0.0249 31.2
HoFInee«OHCH3 0.0469 73.4
HoFIneeePH3 0.0323 40.1
HFlIne*O(CHs), 0.0467 69.2
H>ClIneesOH> 0.0417 60.5
H>ClInee*SH> 0.0288 42.1
H,ClIneesNH3 0.0499 88.4
H2ClIneesNCH 0.0369 48.4
H>ClIne=CO 0.0258 22.9
H2ClInee«OCH; 0.0409 62.6
HoClIneeeCyH4 0.0255 36.4
HoClInee«OHCH3 0.0472 70.7
H>ClInessPHj3 0.0337 43.0
H,CllnesO(CHs); 0.0473 68.0
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Figure D10. Binding energy (kJ/mol) versus electron density at BCP (au) plot for In-bonded
complexes.



Table D11. Electron density at BCP (au) and binding energy (kJ/mol) data for Tl-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
HF,Tlee«OH, 0.0420 54.0
HF;TlesSH, 0.0335 46.9
HF,TlessNH; 0.0569 86.0
HF,TleesNCH 0.0374 42.8
HF;Tlee«CO 0.0262 20.6
HF,Tles«OCH 0.0446 61.8
HF,TlessC,H, 0.0283 33.3

HF,Tles«OHCH3 0.0508 72.2
HF,TlessPH; 0.0385 39.9
HF,Tlee«O(CHs), 0.0508 68.4
HFTlee«OH, 0.0382 55.7

HFTleseSH, 0.0271 36.5
HoFTleeeNH; 0.0467 66.7
HoFTleeeNCH 0.0313 33.0
H2FTleesCO 0.0227 15.6
HFTles«OCH 0.0370 53.5
HoFTleeeCoH, 0.0244 26.6

HFTlee«OHCH; 0.0435 61.3
HoFTleesPH; 0.0303 30.9
HFTlee«O(CHs), 0.0416 49.2
HzClITlessOH, 0.0367 48.0
HoClITles+SH, 0.0264 345
HoClITlessNH3 0.0464 66.0
HCITlessNCH 0.0323 35.0
H2ClITlessCO 0.0228 16.1
HCITles«OCH, 0.0364 50.1
HoClTleeeCoH,4 0.0249 28.4
H,ClTlee«OHCH3 0.0428 55.7
HoClTleesPH; 0.0311 33.3
HoCITle+«O(CHs), 0.0417 48.0
H,FTlss«OH,
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Figure D11. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Tl bonded
complexes



Table D12. Electron density at BCP (au) and binding energy (kJ/mol) data for C-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
NO2H3Ce=OH> 0.0069 10.0
NO2H3Ce=SH; 0.0051 55
NO2H3CesNH3 0.0069 10.4
NO2H3CeeNCH 0.0065 10.9
NOzH3Cee«CO 0.0045 3.9

NOzH3Cee«OCH> 0.0067 10.3
NO2H3Ce+ePHs 0.0045 5.4
NO2H3CeeeHF 0.0054 6.8

NOzH3CeeC2H: 0.0050 5.5
NO2H3zCeeHCl 0.0049 4.0
NF2H3Cee«OH> 0.0064 8.4
NF2H3CeseSH> 0.0048 4.7
NF2H3CeeNH3 0.0064 8.7
NF2H3CessNCH 0.0061 9.2
NF2H3CeseCO 0.0043 3.2
NF2H3CeseCoHy 0.0050 4.7
NF2H3CesePH3 0.0043 4.6
NF;H3CeeeHF 0.0052 5.8

NF2H3CeeeCoH2 0.0048 4.7
NF2H3Cee<HCI 0.0047 35
HOH3C+++H,0 0.0054 4.0
HOH3CeeH,S 0.0046 2.8
HOH3CssNH3 0.0055 4.1
HOH3CeesNCH 0.0054 4.7
HOH3Ce*CO 0.0042 1.9

HOH3Ce+«OCH> 0.0053 45
HOH3Cee+HCl 0.0042 2.1
HOH3Ce+PH3 0.0041 2.7
HOH3CeeeHF 0.0041 2.7
HOH3Cee+CyH> 0.0046 3.3
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Figure D12. Binding energy (kJ/mol) versus electron density at BCP (au) plot for C-bonded
complexes.



Table D13. Electron density at BCP (au) and binding energy (kJ/mol) data for Si-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
FH3SieesOH, 0.0128 14.4
FH3SieesSH> 0.0081 9.3
FH3SieeeNH3 0.0251 23.0
FH3SieesPH3 0.0079 9.2
FH3Siee«CO 0.0053 31
FH3SieesNCH 0.0115 14.5
FH3Sise«OHCH3 0.0193 19.2
FH3Siee«O(CHa) 0.0240 22.7
FH3SisesNCCH3 0.0136 17.9
FH3SisesNH,CHj3 0.0374 32.6
ClIH3Sise=OH; 0.0123 13.6
ClIHsSies*SH> 0.0079 8.9
CIHszSiessNH3 0.0259 213
ClIHsSies*PH3 0.0076 8.8
ClIH3Siee=CO 0.0052 3.0
ClIHsSis*sNCH 0.0112 14.0
ClIH3Sie*«OHCHj3 0.0188 18.1
ClIH3Sis*«OCH, 0.0156 154
ClIH3SieeCyH4 0.0075 9.4
ClIH3Sis**O(CHz): 0.0242 21.8
CNH3Sis*=OH> 0.0113 14.6
CNH3Sie*SH> 0.0072 8.8
CNH3Siee*NH3 0.0193 20.7
CNH3SieeePH3 0.0067 8.5
CNHj3Siee«CO 0.0062 5.9
CNHj3SisesNCH 0.0103 15.1
CNH3Sis*«OHCH3 0.0168 18.3
CNHj3SisesOCH> 0.0145 15.6
CNH3Siee*CoH4 0.0067 8.9
CNHj3Siee«O(CHs) 0.0219 21.4
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Figure D13. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Si-bonded
complexes.



Table D14. Electron density at BCP (au) and binding energy (kJ/mol) data for Ge-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
FH3Gee*OH; 0.0145 16.3
FH3Gee+*SH> 0.0086 10.5
FH3GeeesNH3 0.0252 24.4
FH3Gee+*PH3 0.0083 10.2
FH3GeeCO 0.0058 3.3
FH3GeesNCH 0.0139 16.5

FH3Gee+«OHCH3 0.0216 20.6
FH3Ge++*OCH; 0.0186 17.7
FH3Gees*CyH,4 0.0086 10.6

FH3Gee+*O(CHz)> 0.0265 23.8
CIH3Gee+*OH> 0.0136 15.0
CIH3Gee**SH> 0.0083 9.8
CIH3Gee**NH3 0.0248 22.1
CIH3Gee*<PH3 0.008 9.5
CIH3Ge**CO 0.0055 3.2
CIH3Gee**NCH 0.0133 15.3

CIH3Ge*+*OHCH3 0.0207 18.8

CIH3Gee+*OCH> 0.0176 16.30
CIH3Gees*CoH4 0.0084 10.0

CIH3Gee*+*O(CHzs)2 0.0258 21.9

CNH3Ge**OH: 0.0112 14.4
CNH3sGes**SH> 0.0070 8.8
CNH3sGee**NH3 0.0173 19.1
CNH3Gee**PH3 0.0067 8.4
CNH3Gee*+CO 0.0064 5.9

CNH3GeessNCH 0.0114 14.9

CNH3Gee*«OHCH3 0.0166 17.2
CNH3Ge***OCH: 0.0147 14.9
CNH3Gee**CyH,4 0.0072 8.7
CNH3Ge**=O(CH3), 0.0215 19.4
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Figure D14. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Ge-bonded
complexes.



Table D15. Electron density at BCP (au) and binding energy (kJ/mol) data for Sn-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
FH3SneeeOH> 0.0189 22.7
FH3SneeeSH> 0.0108 13.9
FH3SneeeNH3 0.0286 35.6
FH3SneeePH3 0.0104 13.6
FH3SneeeCO 0.0062 3.9
FH3SneeeNCH 0.0164 22.1

FHsSnee«OHCH3 0.0254 28.9
FHsSnee«OCH> 0.0220 24.6
FH3SneeeCyH,4 0.0100 13.3

FH3Sne+*O(CHs); 0.0290 32.9
CIH3SnesOH; 0.0185 21.5
ClIH3Snee*SH; 0.0104 13.2
CIH3Sne*sNHj3 0.0290 34.0
ClIH3Sne**PH3 0.0104 13.0
ClIH3SneeCO 0.0099 3.7
CIH3SneesNCH 0.0163 21.1

CIH3Snees«OHCH3 0.0254 27.5

CIH3SnesOCH> 0.0218 23.3
ClH3SneeeCyH,4 0.0097 12.8

CIH3Sne**O(CHa), 0.0290 315

CNH3SneesOH> 0.0161 19.5
CNH3sSnee*SH> 0.0088 11.5
CNH3SneeeFH 0.0082 9.9
CNH3SnessPH; 0.0079 11.0
CNH3SneeCO 0.0080 7.3

CNH3SneeeCoH; 0.0070 10.1

CNH3Snee«OHCH3 0.0225 24.3
CNH3SneesOCH 0.0196 20.7
CNH3SneeeCoHs 0.0084 11.0
CNH3Sne+*O(CHa), 0.0290 27.7
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Figure D15. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Sn-bonded
complexes.



Table D16. Electron density at BCP (au) and binding energy (kJ/mol) data for Pb-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
FH3PbeesOH, 0.01450 22.1
FH3Pbee+SH, 0.0086 14.1
FH3PbeesNH; 0.0252 31.7
FH3PbeesPH; 0.0083 13.9
FH3PbeesCO 0.0058 3.8
FH3sPbeesNCH 0.0139 22.4

FH3Pbee*OHCHj 0.0216 26.2
FH3Pbes*OCH 0.0186 22.8
FH3PbeesCoH, 0.0086 13.4

FH3SPbeesO(CHa), 0.0264 28.9
CIH3Pbe«OH, 0.0172 21.4
CIH3PbeesSH; 0.0110 13.8
CIH3Pbee*NH; 0.0249 31.1
CIH3PbeesPH3 0.0103 135
CIH3Pbee+CO 0.0100 8.4
CIH3PbeesNCH 0.0167 21.8

CIH3PbeesOHCH3 0.0230 25.6

CIH3Pbe+sOCH, 0.0209 22.1
CIH3PbeesCoH, 0.0110 13.2

CIH3Pbe++O(CHs), 0.0269 28.5

CNHzPbee+OH; 0.0145 18.2
CNH3PbeesSH; 0.0088 111
CNH;3Pbe+NH; 0.0196 24.5
CNH;zPbee+PH3 0.0079 10.8
CNH3Pbee«CO 0.0082 7.0
CNH3PbesNCH 0.0139 18.7

CNH;3Pbe+«OHCHj3 0.0192 21.1
CNH;3Pbee*OCH; 0.0178 18.3
CNHgPbeesCoH, 0.0091 10.6
CNH;sPbe+O(CHa), 0.0230 23.4
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Figure D16. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Pb-bonded
complexes.



Table D17. Electron density at BCP (au) and binding energy (kJ/mol) data for N-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F3NeesOH> 0.0065 3.7
F3NeesSH> 0.0036 2.7
F3NeesNH3 0.0060 3.9
FaNeesNCH 0.0069 3.8
F3NeseCO 0.0047 1.9
F3Nee«OCH> 0.0073 4.8
F3NeeeCyH,4 0.0053 2.9
F3Nee«OHCH3 0.0078 53
FaNeeO(CHa), 0.0105 6.4
F3NeeeFH 0.0056 2.9
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Figure D17. Binding energy (kJ/mol) versus electron density at BCP (au) plot for N-bonded
complexes.




Table D18. Electron density at BCP (au) and binding energy (kJ/mol) data for P-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F3PeesOH 0.0158 14.2
F3PeesSH, 0.0084 8.5
F3PeesNH; 0.0218 18.7
FaPeesNCH 0.0114 115
FaPeesCO 0.0066 4.8
F3P ++«OCH 0.0167 16.4
FaPeeeCoH, 0.0079 7.4
FaPee«OHCH3 0.0197 17.6
FoP +++PH; 0.0073 6.7
FaPee«O(CHa); 0.0248 20.5
FH,PeesSH, 0.0131 12.9
FHzP++sNH3 0.0269 25.8
FH,P++sNCH 0.0159 17.2
FH,Pe++CO 0.0130 8.9
FH,P++«OCH 0.0096 115
FH,PeesCoHa 0.0154 145
FH,P++«OHCH3 0.0226 20.9
FHPe++PH; 0.0161 13,5
FH,PeesCoH; 0.0120 12.2
FH,Pe++O(CHa); 0.0263 24
CIHPe++OH; 0.0146 14.8
CIH,P++*SH> 0.0119 11.4
CIHPe+sNH; 0.0241 22.3
CIH,P++sNCH 0.0139 15.5
CIHaP+++CO 0.0103 7.2
CIHzP++-OCH, 0.0098 11.8
ClIH,PeeeC,H,4 0.0135 12.7
CIH,P++«OHCH3 0.0203 18.3
CIH,PessPH3 0.0137 11.7
CIH,P+++O(CH3), 0.0253 22
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Figure D18. Binding energy (kJ/mol) versus electron density at BCP (au) plot for P-bonded
complexes.



Table D19. Electron density at BCP (au) and binding energy (kJ/mol) data for As-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
FzAsee*OH> 0.0239 23.3
FzAsee*SH> 0.0113 13.7
F3Ases*NH3 0.0330 30.6
F3AseesNCH 0.0157 17.1
F3Asee«CO 0.0085 7.2
F3Ases*OCH; 0.0239 25.4
F3AseeeCoH4 0.0099 10.9
F3Ases*OHCH3 0.0298 28.3
F3AseesPH3 0.0101 10.6
F3Asee*O(CHz)> 0.0338 30.1
FH2Ase*sOH> 0.0188 19.8
FH2Asee*SH, 0.0146 15.2
FHAseesNH; 0.0298 31.4
FH2AseesNCH 0.0187 20.4
FH2Asee«CO 0.0141 10.4
FH2Ase«OCH, 0.0113 14.3
FH2Asee*CoH4 0.0172 16.8
FH;Asee«OHCH3 0.0253 23.8
FH2Asee*PHs 0.0131 16.2
FH2Ase+O(CHa), 0.0306 27.8
CIH2As++«OH> 0.0170 17.5
CIH2Ase**SH> 0.0135 13.6
CIH2Ase*sNH3 0.0287 27.9
CIH2As*esNCH 0.0169 18.3
CIH2As°CO 0.0116 8.4
CIH2As+*OCH, 0.0110 13.6
ClH2Asee*CyHs 0.0155 14.9
CIH2Ase+«OHCH3 0.0235 21.2
CIH2Ase*PH3 0.0153 14.2
CIH;Ase**O(CH3), 0.0290 25.1
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Figure D19. Binding energy (kJ/mol) versus electron density at BCP (au) plot for As-bonded
complexes.



Table D20. Electron density at BCP (au) and binding energy (kJ/mol) data for Sb-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F3SbeesOH; 0.0312 37.1
F3SbeeeSH> 0.0148 21.3
F3SbeesNH3 0.0375 48.9
F3SbeeeNCH 0.0198 24.6
FaSbeeeCO 0.0108 10.2
F3Sbee«OCH> 0.0291 37.5
F3SbeeeCoHy 0.0123 15.6
F3Sbee«OHCH3 0.0349 43.8
F3Sbee<PH3 0.0141 16.3
F3Sbee«O(CHa), 0.0367 43.9
FH2SbeesOH> 0.0207 24.7
FH2SbeeeSH> 0.0150 18.6
FH2SbeesNH3 0.0303 40.1
FH2Sbes*NCH 0.0200 25.1
FH2SbeesCO 0.0145 12.4
FH2Sbe«OCH> 0.0149 19.7
FH2SbeeeCoH,4 0.0168 19.7
FH,Sbee«OHCH3 0.0267 32
FH2SbeeePH3 0.0172 19.7
FH,SbeeeO(CHz) 0.0304 335
CIH2Sbee+OH> 0.0202 23
CIH2Sbee*SH> 0.0147 17.5
CIH2Sbee*NH3 0.0309 38.1
CIH2SbeeeNCH 0.0196 23.5
CIH2Sbee-CO 0.0131 10.6
CIH2SbeOCH: 0.0136 18
CIH2SbeeeCoH4 0.0164 18.3
CIH2Sbe«OHCH3 0.0268 30.1
CIH2Sbee*PH3 0.0166 18.3
CIH,Sbes*O(CHj3)2 0.0306 318
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Figure D20. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Sbh-bonded
complexes.



Table D21. Electron density at BCP (au) and binding energy (kJ/mol) data for Bi-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F3BieesOH> 0.0322 455
F3Biee*SH, 0.0163 27.7
F3BieesNHj3 0.0348 55.3
FsBieeeNCH 0.0214 313
F3Biese«CO 0.0128 13.4
F3Biee«OCH> 0.0298 45
F3BieesCoH4 0.0137 19.7
FsBiee«OHCHj3 0.0344 51.8
F3BiessPHs 0.0157 21.2
F3Bies*O(CHzs)2 0.0350 49.3
FH;BieeeOH> 0.0208 27.7
FH;BieesSH> 0.0153 21.1
FH,BiseeNH; 0.0282 41.9
FH;BisesNCH 0.0207 28
FH2Biee«CO 0.0152 13.9
FH;Bie«OCH> 0.0157 23.1
FH2BieeeCyH. 0.0167 215
FH;Bise«OHCH3 0.0256 34.2
FH2Biee*PH3 0.0168 21.9
FH2Bise«O(CHs), 0.0288 33.3
CIH;Bis**OH> 0.0210 26.6
CIH2Bie*SH> 0.0156 20.5
CIH2Bis**NHj3 0.0293 41.3
CIH2BisesNCH 0.0209 27.1
CIH2Biss=CO 0.0145 12.4
CIH;Bi**OCH> 0.0146 20.9
CIH;Bies*CyH. 0.0171 20.7
CIH2Bis*«OHCH3 0.0263 33.2
CIH2Bise*PH3 0.0171 21.3
CIH;Bie**O(CHs)> 0.0296 32.6
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Figure D21. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Bi-bonded
complexes.



Table D22. Electron density at BCP (au) and binding energy (kJ/mol) data for O-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F20¢sOH> 0.0100 5.4
F20¢e+SH> 0.0067 3.8
F2OeeeNH3 0.0111 6.4
F20+*NCH 0.0091 5.3
F20¢2-CO 0.0060 2.5
F20°+¢«OCH> 0.0112 6.7
F,00eC,oHs 0.0076 4.4
FsNee«OHCHj3 0.0117 6.8
F,Oe+PHs; 0.0057 3.3
F20e¢*O(CHjs), 0.0141 8.3
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Figure D22. Binding energy (kJ/mol) versus electron density at BCP (au) plot for O-bonded
complexes.



Table D23. Electron density at BCP (au) and binding energy (kJ/mol) data for S-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F,SeesOHS, 0.0219 19
F,SeesSH, 0.0150 131
F2SeeeNH3 0.0376 29.1
F2Se«eNCH 0.0163 16.2
F2SeseCO 0.0106 7.5
F2See«OCH> 0.0240 22.1
F2SeeeCoHy 0.0164 13.4
F2See«OHCH3 0.0297 24.9
F2SeesPH3 0.0144 11.4
F2See«O(CHa), 0.0363 29.1
Cl3Se++OH; 0.0166 13.1
Cl2Se++SH; 0.0130 11.4
ClzSe<*NH3 0.0266 20.3
ClSes*NCH 0.0141 12.6
Cl2See«CO 0.0094 6.1
Cl2S+«OCH: 0.0181 16.2
Cl2SeeeC2H4 0.0139 121
Cl2S+<*OHCHj3 0.0221 18
Cl2See*PH3 0.0129 10.5
Cl3S+++O(CHa), 0.0271 22.8
0O3Se++«OH> 0.0158 14.4
O3Se+*SH> 0.0097 9.9
O;SeesNH3 0.0203 18.9
0,SeesNCH 0.0117 125
038+CO 0.0068 5.3
02S+*OCH: 0.0200 18.2
0,S+++C,Hs 0.0085 8.5
O2Se+«OHCH3 0.0219 19.1
O3Se+*PH3 0.0079 7.4
02S+O(CHs), 0.0273 22.9
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Figure D23. Binding energy (kJ/mol) versus electron density at BCP (au) plot for S-bonded
complexes.



Table D24. Electron density at BCP (au) and binding energy (kJ/mol) data for Se-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F2Seee*OH> 0.0297 27.9
F2SeeesSH> 0.0204 20.2
F2SeeesNH3 0.0481 45
F2SeeesNCH 0.0231 23.1
F2SeeesCO 0.0147 11
F2See«*OCH; 0.0322 318
FaSeeesCyH4 0.0283 20.5
F2See*OHCH3 0.0398 36.3
F2SeeesPH3 0.0239 18.5
F2Seee«O(CHzs)2 0.0459 41.4
Cl;Se++*OH> 0.0218 20.1
Cl,Sees*SH> 0.0170 16.8
ClSeee*NHj3 0.0381 32.6
ClzSeeeNCH 0.0184 18.2
ClzSeee=CO 0.0068 8.6
ClSe*«OCH> 0.0235 23.4
ClzSeeeeCoH4 0.0198 17.1
Cl;See+«OHCHj3 0.0303 26.8
Cl;See+=PH3 0.0188 15.9
Cl,See*+O(CH3), 0.0367 32.2
0O2Se++*OH> 0.0182 17.2
OSee*SH> 0.0112 12
O3See**NH3 0.0253 23.4
O,SeessNCH 0.0125 14.7
O2See++CO 0.0072 6
O2Se+*OCH> 0.0230 22.3
O2SeeeCzH,4 0.0086 9.4
O2Se++*OHCH3 0.0268 233
OSeePH3 0.0090 8.2
O2Se*=*O(CHz), 0.0319 27.7
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Figure D24. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Se-bonded
complexes.



Table D25. Electron density at BCP (au) and binding energy (kJ/mol) data for Te-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F2Tees*OH> 0.0333 38.2
F2Tees*SH> 0.0242 29.0
FaTeeeeCoH> 0.0259 23.8
F>TeeesNH3 0.0459 60.8
F2Tees*O(CHs)2 0.0446 54.3
F2Tee=CO 0.0209 15.7
F2TeessOCH> 0.0354 43.4
F2TeeesOHCHjs 0.0410 49.0
FsTeeesPH3 0.0322 29.0
F2Tees*NCH 0.0284 319
ClTes*sOH; 0.0283 29.7
ClTee**SH; 0.0206 24.5
ClyTes*sNH3 0.0419 49.3
Cl;Tess*NCH 0.0245 26.0
Cl;Tee*=CO 0.0157 12.2
Cl;Tes*OCH> 0.0296 337
ClyTeeseCoH4 0.0273 24.6
Cl;Tes==OHCH3 0.0365 39.3
Cl;Tee**PH3 0.0258 24.4
ClyTees*O(CHs), 0.0407 45.5
OTes**OH> 0.0230 20.9
O;Tee**SH> 0.0119 14.5
O;Tee**NHs 0.0346 30.2
O;Tes*sNCH 0.0132 17.0
O2Tes*CO 0.0070 6.7
O;Te**OCH> 0.0261 27.2
O;TeeeCoHy 0.0080 9.9
O;Te***OHCH3 0.0335 29.3
O;Tee**PH3 0.0094 9.6
OyTee**O(CHs)2 0.0363 334
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Figure D25. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Te-bonded
complexes.



Table D26. Electron density at BCP (au) and binding energy (kJ/mol) data for Po-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
F2Poee*OH> 0.0329 45.6
F2PoeeeSH> 0.0242 35.7
F2PoeeNH3 0.0410 68.4
F2PosesNCH 0.0287 39.9
F2PoeesOCH> 0.0350 51.6
FaPosesCoH> 0.0281 311
F2Poees OHCH3 0.0390 56.1
FoPoee<PH3 0.0299 36.0
FoPoeeeO(CHa)2 0.0419 60.4
F2Poee«CO 0.0242 21.4
CloPoesOH; 0.0304 38.8
ClaPos**SH; 0.0229 32.8
CloPoesNH3 0.0396 59.7
ClyPoe*sNCH 0.0281 35.1
Cl2Poe+=OCH> 0.0320 43.2
ClaPose+CyH4 0.0316 34.2
CloPoees OHCH3 0.0370 49.1
ClaPos*<PH3 0.0283 34.0
ClaPoe*+O(CHa), 0.0403 54.7
F2Poee«CO 0.0211 17.6
O2Poe+*OH> 0.0164 32.0
O2Poe***SH> 0.0102 19.4
O2 0°**NHj3 0.0195 33.8
O2PoeesNCH 0.0141 23.1
O2Poe+«OCH> 0.0191 32.2
OzPoee+C;H4 0.0098 14.4
O2Poe*s OHCHj3 0.0191 35.2
O2Poe*+PH3 0.0112 16.3
O2P0+++O(CHa), 0.0230 31.4
O2P0°*+CO 0.0092 9.8
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Figure D26. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Po-bonded
complexes



Table D27. Electron density at BCP (au) and binding energy (kJ/mol) data for F-bonded
complexes.

Complexes Electron Density (au) Binding Energy(kJ/mol)
CNFe+*OH; 0.0081 5.6
CNFee*SH> 0.0056 3.3
CNFeesNH3 0.0083 6.1
CNFeesNCH 0.0083 6.0
CNFee«OCH; 0.0065 3.8
CNFeeeCyH,4 0.0085 6.1
CNFee«OHCHj3 0.0064 3.5
CNFeesPH3 0.0092 6.2
CNFee«CO 0.0051 3.2
CNFee+O(CHz)2 0.0054 2.0
NCFe+*OH; 0.0059 4.4
NCFe**SH> 0.0041 2.4
NCFeesNH3 0.0054 4.4
NCFe+sNCH 0.0061 4.9
NCFeeeFH 0.0054 3.3
NCFe+*OCH> 0.0065 4.8
NCFeeeCsH4 0.0045 2.5
NCFe+«OHCHj3 0.0069 4.7
NCFe*PH; 0.0036 2.4
NCFe¢eCO 0.0040 1.7
NCCCFe+*OH; 0.0061 4.2
NCCCFe+*SH> 0.0045 2.4
NCCCFeeeNH3 0.0056 4.1
NCCCEFessNCH 0.0065 4.9
NCCCF++OCH> 0.0071 4.8
NCCCFeeeCyHy 0.0049 2.4
NCCCF++«OHCHj3 0.0069 4.4
NCCCFe+*PH3 0.0040 2.3
NCCCFeCO 0.0045 15
NCCCFeesFH 0.0060 3.2
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Figure D27. Binding energy (kJ/mol) versus electron density at BCP (au) plot for F-bonded
complexes.



Table D28. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Cl-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
CICles*OH, 0.0167 11.8
CICleeSH> 0.0158 11.0
CICleeeNH3 0.0314 20.9
CICleesNCH 0.0154 11.9
CICleeCO 0.0073 5.9
CIClee«OCH> 0.0202 135
CICleeeCyH4 0.0167 12.2
CIClee«OHCH3 0.0225 154
CICleeeFH 0.0096 5.7
CICle++O(CHzs)2 0.0284 18.7
FCles«OH> 0.0262 20.9
FCleeeSH, 0.0296 20.4
FCleeeNH3 0.0566 43.4
FCleeeNCH 0.0228 20.3
FClee«CO 0.0188 11.0
FClee«OCH> 0.0319 23.3
FCleeeCyH4 0.0304 22.0
FClee«OHCH3 0.0362 27.5
FCleeeFH 0.0141 9.5
FCle+=O(CHs), 0.0451 32.8
NCClee+OH> 0.0118 13.2
NCCleesSH> 0.0085 8.5
NCCleesNH3 0.0140 16.6
NCCleesNCH 0.0112 13.8
NCCleesCO 0.0073 58
NCCle+OCH 0.0137 12.4
NCCleeeCoHs 0.0084 8.6
NCCle«OHCH3 0.0142 14.9
NCCleesFH 0.0079 7.5
NCCle++O(CHs), 0.0170 15.6
50
45 NCCleeeA
= 10 y = 1050(164)x - 0.3(1.9) .. ®
g FClese A R2=084 .7
?, 35 y= 777(:19)x -L118) . o
5 % CICloweA R?=0.97 o
5 25 y=636(31)x+1.00.6) .
I R?=0.98 N
2 20 o e
S -"... R S
g 15 oS g
0 10 ' ...... '’
o e
0
0 0,01 0,02 0,03 0,04 0,05 0,06

Electron density at BCP(au)

Figure D28. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Cl-bonded
complexes.



Table D29. Electron density at BCP (au) and binding energy (kJ/mol) data for Br-bonded
complexes.

Complexes Electron Density (au) Binding Energy(kJ/mol)
FBres«OH; 0.0309 29.0
FBressSH> 0.0328 29.6
FBreesNHj3 0.0569 59.5
FBres*NCH 0.0310 28.9
FBree«OCH> 0.0370 31.9
FBreeeCyH, 0.0373 32.6
FBre<«OHCH3 0.0418 37.8
FBres«O(CHj3)> 0.0495 44.3
FBreeeFH 0.0159 12.5
FBres«CO 0.0306 17.0
CIBres«OH> 0.0216 18.4
CIBres*SH> 0.0223 18.1
CIBreesNH3 0.0442 36.3
CIBreesNCH 0.0210 18.5
CIBrees OCH> 0.0264 20.5
CIBreee*CoHy 0.0246 19.5
CIBree«OHCH3 0.0301 24.1
CIBres*O(CHz) 0.0377 28.7
CIBreesFH 0.0118 8.4
CIBre+CO 0.0152 9.2
BrBree*OH; 0.0193 15.1
BrBreesSH> 0.0195 15.0
BrBreeeNH; 0.0394 29.1
BrBreeeNCH 0.0191 15.2
BrBree«OCH> 0.0236 17.1
BrBreeeCyH4 0.0217 16.2
BrBree«OHCH3 0.0269 19.9
BrBree«O(CHz)2 0.0342 24.0
BrBressFH 0.0106 6.9
BrBree<CO 0.0131 7.4
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Figure D29. Binding energy (kJ/mol) versus electron density at BCP (au) plot for Br-bonded
complexes.



Table D30. Electron density at BCP (au) and binding energy (kJ/mol) data for I-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
FlesOH> 0.0315 36.3
FIeesSH> 0.0296 35.7
FIee*NHj3 0.0489 69.4
Fle«eNCH 0.0350 38.1
FIe«OCH> 0.0363 39.1
FIeeeC2H4 0.0358 39.9
FIe<«OHCH3 0.0400 46.4
FIeeeCoH> 0.0230 27.3
Fleee O(CHa):2 0.0452 52.8
FleeeFH 0.0161 15.6
ClIee=OH; 0.0255 25.7
ClI***SH, 0.0239 25.4
ClIee*NH3 0.0442 51.5
ClI*=*NCH 0.0275 26.2
Clles» OCH> 0.0304 28.2
Cllese=CyH4 0.0280 25.8
Cll-=«OHCH3 0.0344 338
CllessFH 0.0124 11.6
ClI=*O(CHz) 0.0403 39.7
Cllee=CoH; 0.0177 18.7
BrleesOH; 0.0232 22.8
BrleeeSH> 0.0218 22.3
BrleesNH3 0.0417 44.8
BrleeeNCH 0.0247 23.4
Brles«OCH, 0.0279 24.9
BrleeeCyH,4 0.0254 238
Brle=«OHCH3 0.0319 29.7
BrleeeFH 0.0112 10.0
Brlee«O(CH3), 0.0379 34.8
BrleeeCyH, 0.0161 174
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Figure D30. Binding energy (kJ/mol) versus electron density at BCP (au) plot for I-bonded
complexes.




Table D31. Electron density at BCP (au) and binding energy (kJ/mol) data for At-bonded
complexes.

Complexes Electron Density (au) Binding Energy (kJ/mol)
FAteecOH; 0.0320 43.6
FAteeeSH> 0.0299 43.7
FAteesNH3 0.0458 78.5
FAteesNCH 0.0376 48.1
FAteesOCH; 0.0362 46.0
FAteeeCyH,4 0.0372 50.4
FAtee«OHCHj3 0.0390 53.8
FAteeeCyH; 0.0258 35.2
FAtess O(CHs), 0.0433 64.1
FAteeeFH 0.0181 19.4
ClAtes+OH; 0.0286 34.7
ClAtee*SH> 0.0268 35.1
ClAteeeNH3 0.0437 65.0
ClAtessNCH 0.0332 375
ClAtees OCH> 0.0330 36.9
ClAteeseCoH4 0.0329 39.2
ClAtee«OHCHj5 0.0362 43.7
ClAtee+C;H, 0.0220 27.6
ClAtee+O(CHz3)2 0.0410 49.1
ClAteesFH 0.0149 15.3
BrAteesOH, 0.0268 30.5
BrAteesSH; 0.0250 30.8
BrAteesNH; 0.0420 57.8
BrAteesNCH 0.0309 32.5
BrAtessOCH> 0.0311 324
BrAteesCyH,4 0.0305 33.8
BrAtes«OHCH3 0.0344 38.5
BrAteesCyH; 0.0202 24.0
BrAteesO(CHzs)2 0.0393 43.7
BrAteesFH 0.0135 13.3
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Figure D31. Binding energy (kJ/mol) versus electron density at BCP (au) plot for At-bonded
complexes.




Optimised Geometries

1. Hydrogen Bonded Complexes:

FHee-OH>

mITITO

1.24121100
1.63862400
1.63405100
-0.47360300
-1.41430700

-0.00019300
-0.76392500

0.76681700
-0.00130900
-0.00000500

-0.09632800
0.34342900
0.34186100

-0.04695900
0.01469900

FHeesSH>

wmMmITITIT

1.23739700 -0.97665300
1.23862400 0.97622500
-1.17997800 -0.00015900
-2.11419300 0.00005200
1.10823100 0.00000800

0.81875300
0.81911000
-0.05574000
0.01172700
-0.10547900

FHeeeNH:3

IIIZ7I

0.47023900 -0.00045000
1.43031000 -0.00000800
-1.21945100 -0.00006700
-1.60395600 -0.92126200
-1.59878900 0.27910300
-1.60412100 0.64315300

0.00088000
0.00008300
0.00025400
0.20904100
-0.90432200
0.69187400

FHeeeNCH

MITOZIT

0.00254500 0.05423300

-0.00161500
-0.00422800
-0.00659400

-0.03549100
-0.09356300
-0.14630500

0.00452400 0.10021000

-1.11594700
0.73336500
1.91038400
2.98700900

-2.05188000

FHeeeCO

MO O T

1.23864200 0.00315500
-0.82821300 0.00836900
-1.97528200 -0.00462900
2.17032100 -0.00181600

0.00082000
-0.00006300
0.00001100
-0.00005900

FHeeeOCH:

-0.96079200 -0.27682500
1.36398800 0.40869700

0.00005900
0.00001200




MmMITITO

0.72105200 -0.63931100
2.47035800 0.39291000
0.85782400 1.39399800
-1.81330400 0.12802500

-0.00000500
-0.00003200
-0.00001300
-0.00000500

FHeeeCoH4

MIITITOIOI

-0.99544500 0.00018100
1.14662300 -0.67632200
1.15193900 -1.24386200
1.14676300 0.67626600
1.15122100 1.24368900
1.15222000 1.24381000
1.15097800 -1.24375200

-1.93013700 0.00003000

0.00025700
-0.00003200
0.93433200
-0.00003200
-0.93447600
0.93432800
-0.93447100
0.00004600

FHeeeCH30H

MIITTITOIITO

0.53553500 0.67264500
0.76213800 1.31354500
-1.05031800 0.18093200

1.40674400
1.28284000
1.10832700
2.45668200
-1.92049000

-0.47453900
-0.95608500
-1.17552800
-0.18297800
-0.19042300

-0.11493400
0.57265400
-0.04631300
0.02148200
1.00330400
-0.76669200
-0.12754200
0.01724100

FHeePH3

vTITImI

-1.29504900
-2.23157600
1.79002100
1.79686600
1.81250800
1.06532200

-0.00225300
0.00000600
-0.15123400
1.12727200
-0.96388500
-0.00066300

-0.00352800
0.00003700
1.21299600

-0.46349900

-0.73236800

-0.00092900

FHeeeO(CH3)2

MIIIIOIITITIOO

-0.35714700
-0.95728900
-0.46030200
-0.81259100
-2.03557500
-0.93367800
-0.79929700
-0.41086700
-2.00870300

1.24493900
2.16504100

-0.00116900
-1.17956000
-2.04087500
-1.20803400
-1.20076300
1.18967000
1.21085500
2.04006500
1.23801300
-0.01067000
-0.00887800

-0.43809000
0.12112900
-0.34227200
1.21514200
-0.10939200
0.12004600
1.21553200
-0.33480200
-0.12132900
-0.16918700
0.07821900




HOHe+-OH>

IToxTxTO

-1.39008500
-1.74768600
-1.74768000
1.51701100
1.91977200
0.56019000

-0.00005900
0.76286600
-0.76250500
0.00006900
-0.00045100
0.00001000

-0.11242400
0.36129800
0.36207200
0.12285200

-0.75390400

-0.05289200

HOHeeSH>

WITQOIIT

-1.14389400
-1.18459900
2.24538800
2.72329200
1.31061400
-1.22928200

0.91010700
0.73613900
0.11265800
-0.72538700
-0.14766800
-0.10465400

-0.89712800
1.04575200
0.00600200

-0.03314600

-0.00234400

-0.01007200

HOH-e+sNH:3

ITITITZITITO

1.55390500
1.93931700
0.58735400
-1.38082300
-1.73155800
-1.91168500
-1.64890300

-0.10683000
0.77753900
0.04786000
0.02216900

-0.30739600
0.86295000

-0.68149300

0.00051000
-0.00258900
-0.00767000
-0.00093800
-0.90028900

0.22561000

0.68742200

HOHesNCH

IO0OzZzITITO

-2.19711500
-2.56290100
-1.23722100
0.86593900
2.03540300
3.10305400

-0.13708400
0.75586400
0.00434400
0.11539500

-0.04621700

-0.19400000

0.00007500
0.00101100
-0.00052300
-0.00052700
0.00027700
0.00094100

HOHee«CO

oOITITO

2.35272200
2.70047600
1.39222500
-0.98056500
-2.12888600

-0.10935800
0.79119000
0.00969400
0.00954000
0.00209300

0.00429800
0.00609000
-0.01421500
-0.01937000
0.01124500

HOHe+sOCH>

OITO

1.80164500
2.58164700
1.04836800
-1.28893200

0.17766000
-0.38989600
-0.43806000

0.48083100

0.00008900
-0.00029300
-0.00010300

0.00007900




TxTO

-0.92352300
-2.36638300
-0.55501400

-0.69161100
0.74292200
1.31165200

-0.00004000
0.00020600
-0.00067800

HOHeeeC2H4

ITITOITOIITO

2.06498700
2.51976000
1.12415700
-1.25995200
-1.01071600
-1.25940800
-1.51310300
-1.00969800
-1.51413700

-0.00014100
0.00209400
0.00026400
0.67555500
1.24326500

-0.67570800

-1.24346200

-1.24351300
1.24339800

0.08760600
-0.76420800
-0.14578500

0.01302500

0.91343900

0.01280700
-0.88636300

0.91302200
-0.88594900

HOHe«OHCH:

TIITITOIITOTO

0.73276000
0.95243400
-1.93776100
-2.60825300
-1.11228300
1.33097000
0.91553700
1.08096500
2.42579100

0.74930100
1.23816800
-0.21317800
0.26341200
0.27950800
-0.56137700
-1.12763000
-1.08235200
-0.49182800

-0.10287600
0.70174500
0.07964100

-0.42430000

-0.08292800

-0.00203600
0.84624500

-0.93394900
0.09128800

HOH-e+PH3

OTIIIIIO

2.40761200
2.82283400
1.45704800
-2.01196100
-2.04171200
-1.72119000
-1.18439400

0.10926200
-0.76245300
-0.08333000
-0.41408200
-0.56812900

1.29301000
-0.02260800

0.00010400
-0.00064300
-0.00060300

1.09075600
-0.99807700
-0.08976000
-0.00016700

HOHe++O(CH3)2

OITIIOIITITOO

-0.52797600
-0.93552500
-0.59312000
-0.47618400
-2.03502900
-0.93605700
-0.47754800
-0.59309800
-2.03563800

2.18714500

0.00002000
-1.17746400
-2.03929700
-1.20837400
-1.20870500

1.17726800

1.20781200

2.03929800

1.20852200

0.00005700

-0.54983800
0.15712600
-0.42982800
1.16114100
0.25497200
0.15720800
1.16161600
-0.42913500
0.25413800
0.17079400




1.32538200 0.00017200
2.84137600 0.00113000

-0.28827500
-0.53827400

HSHee-OH>

OwIIITIT

-2.70704500
-2.70318800
1.52304500
-0.00683900
1.34186300
-2.19697300

-0.23318600
-0.23337300
1.24962700
0.02860800
-0.08739400
0.07332900

0.76137500
-0.76356600
-0.00058800

0.00108100

0.00002900

0.00015400

HSHeeeNH:3

WITITIZTITI

-1.53159000 1.25487200
0.00542300 0.02901100
2.19760500 0.01090200

2.55772400
2.64938700
2.55421900
-1.35115000

-0.35483300

0.91479400
-0.60338200
-0.08229900

-0.00022400
-0.00385000
-0.00050600

0.88129800
-0.14111700
-0.73299100

0.00002600

HSHeeeNCH

WIOZIT

-2.13248100
-0.59624100
1.74884000
2.92787800
4.00320600
-1.94272700

1.24595800
0.03609900
0.05704000
-0.02403700
-0.09816900
-0.08993400

0.00202700
-0.00179300
-0.00297200

0.00157300

0.00565500

0.00034200

HSHeeCO

wOOIIT

-2.28248400 1.24397400
-0.72495900 0.06816600
1.92028000 0.04587700

3.06731900
-2.06580000

-0.02238100
-0.08802200

-0.00950200
0.02072800
0.01969700

-0.01219900

-0.00198900

HSHee«OCH>

wWITITOOIT

-1.95603000
-0.50894500
1.98815500
1.69013600
3.04814700
1.20837700
-1.70259800

-0.16797200
-0.57928800
0.51034000
-0.67873200
0.83892200
1.29998400
0.06101100

1.22523800
-0.02793000
0.02364500
-0.01749700
0.02430400
0.06172400
-0.08032700

HSHeeeC2H4




WIITITOIOITIT

2.13993500
0.54604700
-2.05141300
-1.97604400
-2.05219900
-2.13137100
-1.97749900
-2.12991900
1.88440800

0.00018400
0.00031900
-0.67548700
-1.24418600
0.67526000
1.24363200
1.24403900
-1.24394400
0.00008200

1.24244800
0.11087100
-0.00185400
-0.93246300
-0.00185300
0.92868600
-0.93246600
0.92868900
-0.08272000

HSHe«OHCH3

WITITIOITIO

-1.47336800
-2.08559500

2.13418600
0.61416300
-2.02405500
-2.17222800
-1.28855100
-2.97799600
1.85670600

0.72708300
1.31264900
0.34596300
0.45176000
-0.60321300
-0.97212600
-1.24281900
-0.64925300
-0.09022300

0.03893300
-0.42552500
1.16788400
-0.06283900
0.02670600
-1.00120800
0.53068800
0.57610700
-0.07855000

HSHeePH:3

TWnWITIITT

2.38031000 1.25616000
0.85929300 0.03121000
-2.66161100 -1.14967100
-2.79781600 0.92006500
-2.85308300 0.09618800
2.20679800 -0.08221200
-2.01572400 0.01076300

0.00092100
0.03142100
-0.51070600
-0.76366800
1.15666400
-0.00078400
0.00652700

HSHeeO(CH3)2

WIIIITOIITTOO

-1.19776600
-1.55648800
-1.33930000
-0.96497400
-2.63193800
-1.45187400
-0.86897300
-1.14607100
-2.52565300

0.84483500

2.62317900

2.10257500

-0.01818700
-1.15529100
-2.04671300
-1.18892800
-1.13291900
1.19178100
1.22406800
2.02195800
1.28653800
-0.03317000
-0.69896700
0.03091800

-0.57738000
0.21164700
-0.39105400
1.14503900
0.46401000
0.13907200
1.07890600
-0.51081600
0.38120400
-0.40803200
-0.90447200
0.10374700




2. Lithium Bonded Complexes

FLi**sOH>

CITOm

-1.91189700 0.00381200
1.68767500 0.00074800
2.25556300 0.78154800
2.28960000 -0.75398100

-0.27982900 -0.02262000

0.00027100
-0.00005900
0.00104800
0.00132600
-0.00144800

FLieeNCCH3s

1.39718500 0.00140500
0.21790000 0.00249600

CITIIITOTZO0

-3.47457400
2.86477700
3.22954900
3.22965300
3.23294100

-1.83935100

-0.00043400
-0.00140200
-0.53738600
-0.50283200

1.03361100
-0.00232500

-0.00000800
-0.00002500
0.00001300
0.00001500
0.88708300
-0.90699100
0.01997100
-0.00001400

FLie**NH3

—rITTzZT

-1.97385800
1.75809300
2.15780900
2.15779100
2.15770600

-0.33841300

-0.00001100
-0.00000200
0.44587500
0.49356700
-0.93952800
0.00006700

-0.00000400
-0.00000200
0.82739000
-0.79986900
-0.02754200
0.00002400

FLiees"NCH

rn2I0

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

-2.34597500
-3.42485900
-1.16973300
2.54856800
0.91724500

FLiee«OCH>

CIIOOT

1.74009300 0.25542900
-1.11885000 -0.62251900
-1.14158200 0.61532200
-0.19204800 1.18351200
-2.11610200 1.13923000
0.81586800 -1.11112900

0.00007000

0.00001300
-0.00004800
-0.00014000
-0.00000200
-0.00010000

FLieeeCoH4

-1.56623000 0.67716500

0.00009400




-1.58275700 1.24482200
-1.58316600 1.24482000
-1.56623000 -0.67716400
-1.58316700 -1.24481900
-1.58275800 -1.24482200
2.49921600 0.00000000
i 0.87788800 0.00000000

rmIIOIIT

-0.93490600
0.93508900
0.00009500
0.93508900

-0.93490600

-0.00030100
0.00040400

FLi*«OHCH3

1.93578900 -0.24696700
-0.97047700 0.70570000
-1.82813900 1.14534400
-1.16821800 -0.74150800
-0.15760100 -1.17010100
-1.71699700 -1.04541300
-1.71781400 -1.04552000

i 0.92385800 1.04728000

rTIITOIOT

-0.00007200
-0.00014300
-0.00000800
0.00007100
-0.00039100
0.90283900
-0.90215900
0.00035900

FLie**PH:3

-2.81571900 -0.00000400
2.20228200 1.06057800
2.20225400 -1.06284200
2.20074700 0.00223900

[ -1.19145800 0.00002200
1.48737100 0.00000000

or T I ITTm

-0.00003800
-0.61442200
-0.61052900
1.22643300
0.00008200
-0.00009200

FLi***CO

0.00000000 0.00000000
0.00000000 0.00000000
0.00000000 0.00000000
0.00000000 0.00000000

oo

2.66287700
1.04266600
-1.28112800
-2.42589000

FLi***O(CHs)2

0.76766100 -0.00015200
0.92845800 -1.18188700
0.83667300 -2.04889000
0.14497900 -1.21322100
1.92994700 -1.18022100
0.93090900 1.18081100
0.14741100 1.21353300
0.84127000 2.04838400
1.93227800 1.17672600
-2.18527900 0.00057400
-1.15417600 0.00206500

rMTITIIOIIIOO

0.57877700
-0.23881000
0.42893300
-1.01342100
-0.69890300
-0.23939100
-1.01393700
0.42793000
-0.69973900
-0.25045300
1.02073600




ClLiesOH>

oCITxTO

-2.44887300

0.00002000

-3.03315200 0.76885200

-3.03377200
-0.50346500
1.59813500

-0.76833800
-0.00040200
0.00003200

-0.00031100
0.00165000
0.00165200

-0.00083100
0.00009900

ClLieesNCCH3s

OCTITIIOZO

1.95024300
0.92158200
3.23046200
3.58854500
3.96655400
3.09223600
-0.84804700
-2.68461800

-0.43780900
-0.20686600
-0.72522800
-1.71501400
0.03936700
-0.71465500
0.19040000
0.60267000

1.00190800
0.47442600
1.65864000
1.34340400
1.37432400
2.74862000
-0.43762000
-1.37869200

ClLie**NH:3

OrIII=z

2.53733600
2.93807000
2.93805400
2.93760600
0.46166500
-1.64471000

-0.00000200
0.82289400
-0.80465100
-0.01826700
0.00002300
-0.00000200

0.00005500
-0.45383200
-0.48545800

0.93984800
-0.00059400

0.00004900

ClLiessNCH

OrZIO

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

-3.16278800
-4.24186400
-1.98706500
0.07099500
2.17147400

ClLiessOCH?

Or-rIITOO

-1.74999800
-1.76937000
-0.82588200
-2.73965700
0.07691700
1.64417600

0.57583600
-0.66036700
-1.23674700
-1.19033400

1.31063500
-0.12643000

-0.00002300
0.00033400
0.00021800

-0.00009800
0.00005300

-0.00012400

ClLie**C2H4

OITO

-0.00053400

0.93465600
-0.93572000
-0.00053400

-2.31935300
-2.33653300
-2.33675800
-2.31935300

-0.67749400
-1.24512800
-1.24512600

0.67749400




-0.93572000 -2.33675800
0.93465600 -2.33653300
-0.00053400 0.08154300
0.00059600 2.17260000

1.24512600
1.24512800
0.00000000
0.00000000

ClLie=OHCH3

OrIITIITIOIO

-1.63959400 0.67092100
-2.50841500 1.08916700
-1.80566000 -0.77992600
-0.79020700 -1.19461800
-2.34516500 -1.09593800
-2.34534500 -1.09589800

0.19212300 1.20424100

1.84491000 -0.11783800

0.00018600
0.00029300
0.00017200
0.00006100
0.90373400
-0.90329500
-0.00000800
-0.00019400

ClLiee*PH:3

I

2.98027900 0.61661200

OurITxT

2.98024700
2.97730900
-0.36540700
2.27083400
-2.46494800

0.60972800
-1.22983200
0.00292500
-0.00004300
-0.00027300

1.06205800
-1.06604700
0.00396700
0.00001700
0.00000000
-0.00000200

ClLis*+CO

0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000

-0.16529300
2.12187300
3.26621400

-2.25676900

CILi***O(CHz).

OrITIITIITOIITIITOO

-1.31507900
-1.47255200
-1.37378900
-0.69109500
-2.47498100
-1.47379000
-0.69225300
-1.37597800
-2.47617600

0.49972700

2.10492800

0.00005600
1.18368300
2.05107700
1.21227500
1.18408500
-1.18321400
-1.21245700
-2.05087100
-1.18239100
-0.00072500
-0.00016500

0.55174600
-0.26541800
0.40044600
-1.04183200
-0.72258300
-0.26571600
-1.04203000
0.39995500
-0.72294300
1.23985300
-0.13045500

BrLissOH>

-3.15553200

0.00003200

-0.00023600




-3.73944900
-3.74011100
-1.21576200

1.03917400

0.76912300
-0.76855300
-0.00048800

0.00001800

0.00143700
0.00143900
-0.00082300
0.00004200

BrLieeeNCCH3

T ITITOZO0

@

0.02230500
0.01422300
0.03236900
-0.86333900
0.93164100
0.03631700
0.00028000
-0.01523000

0.07681100
0.04929400
0.11131400
-0.39673200
-0.39952400
1.15597400
-0.00060400
-0.05233500

3.24288000
2.06441000
4.70955100
5.09280000
5.08054800
5.05007300
0.04302100
-2.21479800

BrLieeeNH3

WCIIIZ

=

-0.00077100
-0.46446100
-0.47718600
0.93898100
-0.00008400
0.00023800

-0.03785400
-0.86007200
0.76772200
-0.03516000
-0.01384200
0.01240000

3.26022500
3.65115500
3.67004300
3.66114600
1.19170000
-1.06797200

BrLieeeNCH

WCZIO

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

-4.01277200
-5.09181900
-2.83708800
-0.78513600

1.46809900

BrLiee«OCH:

WCrIIOO

-2.41044600
-2.40397900
-1.44881300
-3.36252400
-0.62457200

1.15407100

0.55818900
-0.67807700
-1.23519500
-1.22857800

1.37229700
-0.05857600

0.00003400
0.00002400
-0.00023500
-0.00007400
-0.00010300
0.00000600

BrLieeeC2H4

ITOIITO

0.00003100
0.93534900
-0.93527700
0.00003100
-0.93527700
0.93534900

-3.13641000
-3.15381800
-3.15447000
-3.13641000
-3.15447000
-3.15381800

-0.67757600
-1.24505500
-1.24505200
0.67757600
1.24505200
1.24505500




Li -0.00052700 -0.74464300
Br 0.00003100 1.49964100

0.00000000
0.00000000

BrLiee«OHCH:s

-2.34297500 0.65885200
-3.22206500 1.05536200
-2.47380200 -0.79589000
-1.44878200 -1.18637700
-3.00506400 -1.12459000
-3.00524700 -1.12457300
-0.53874500 1.26363400

1.31097200 -0.05446300

W IIITOIO

=

0.00025900
0.00039400
0.00026000
0.00015300
0.90407200
-0.90345100
0.00005800
-0.00014200

BrLieesPH3

-3.86088900 -0.61430600
-3.86086200 -0.61381500
-3.85938300 1.22973100
-0.52728500 -0.00075800
-3.15318600 -0.00002800
r 1.72745100 0.00003100

WU IIXIT

1.06435800
-1.06465900
0.00027400
0.00002100
0.00000000
-0.00000100

BrLieeeCO

Li 0.00000000 0.00000000
C 0.00000000 0.00000000
@) 0.00000000 0.00000000
Br 0.00000000 0.00000000

0.72017500
2.99777300
4.14190900
-1.52235500

BrLiseO(CH3)2

O

-1.99048100 0.00004200
-2.12715200 1.18352900
-2.04091100 2.05163100
-1.32797600 1.20907700
-3.11909400 1.18501200
-2.12698500 -1.18382700
-1.32749700 -1.20978200
-2.04087200 -2.05160500
-3.11875500 -1.18555000
-0.21901800 0.00142400
r 1.57373800 -0.00004600

WCrIIIOIITIO

0.54408500
-0.27770800
0.38894700
-1.03595400
-0.75706500
-0.27713500
-1.03504300
0.38997000
-0.75681100
1.32084200
-0.06229100

3. Sodium Bonded Complexes



FNaeeeOH>

£ZITOT

-2.26970800 0.00007400
2.20513200 0.00003200
2.79699600 0.76707400
2.79730700 -0.76676700

-0.25527100 -0.00011200

0.00037000
0.00007000
0.00087300
0.00087500
-0.00051300

FNaeeeNCCHs

ZITIITIITOTZ0

o5

-2.01588200 0.00269400
-0.83466500 0.00789100
3.63047400 0.00570100

-3.48452900
-3.85020900
-3.85033100
-3.85459400

1.61145300

-0.00165900
-0.53705200
-0.50372600

1.03274600
-0.00952000

0.00000600
0.00002800
-0.00001600
-0.00001800
-0.88710600
0.90630000
-0.01926600
0.00000800

FNaeeeNH3

ZIITTITZT

2.28801200 -0.00034400
-2.23544000 -0.00018100
-2.63752800 -0.45894400
-2.63739000 -0.48065100
-2.63835900 0.93824500

0.26993100 0.00052000

-0.00009300
-0.00005800
0.81909600
-0.80674000
-0.01262200
0.00013700

FNaeeeNCH

ZmZITO

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

-2.89596600
-3.97501400
-1.71785000
2.77652800

0.76245600

FNaee«OCH>

TOO0OT

Z T
()

1.34469500
-1.38877400
-1.49574100
-0.58116600
-2.50935800

1.00662700

1.05767300
-0.61738200
0.61935200
1.25166200
1.07015600
-0.96526600

-0.00009100
0.00033800
0.00015500
0.00048600

-0.00054100

-0.00025100

FNaeeeC2H4

OITITO

-0.00019300 -2.09059400
-0.93475300 -2.10862000
0.93436000 -2.10909400
-0.00019300 -2.09059400

0.67654500
1.24479400
1.24479200
-0.67654500




ZTI T

0.93436000 -2.10909400
-0.93475300 -2.10862000
-0.00019300 2.77786200

0.00043900 0.77471000

-1.24479200
-1.24479400
0.00000000

0.00000000

FNaee«OHCH3

SEITIIOTIOT

-1.58486400
1.27658600
2.14324800
1.47305700
0.46013800
2.02654000
2.02666000

-1.04034900

0.98865000
-0.65944700
-1.08342100

0.79290500

1.22636300

1.09554300

1.09551100
-0.97397300

-0.00010900
0.00008600
0.00018600
0.00007400
0.00000000
0.90142700

-0.90121600
-0.00005000

FNaeeePH3

QZ)'UIII'I'I

-3.05196700
2.77094200
2.77092100
2.76964600
2.04430500

-1.04621600

0.00017800
-0.61040500
-0.60922400

1.22110300
-0.00001800
-0.00025500

0.00001300
-1.05672300

1.05742500
-0.00067200
0.00000300

-0.00001700

FNaeeeCO

Z00mm

0.00000000 0.00000000
0.00000000 0.00000000
0.00000000 0.00000000
0.00000000 0.00000000

2.86884500
-1.87276500
-3.01865300

0.86965500

FNaeeeO(CHz)2

ITTOIITITOO

Z T
<Y

1.04039900
1.17844200
1.09216700
0.38356900
2.17580100
1.17815800
0.38315700
1.09188200
2.17544600
-1.66690000
-1.34206500

0.00031200
1.17498400
2.04783000
1.18263000
1.18324500
-1.17540300
-1.18386000
-2.04741800
-1.18436300
-0.00067100
0.00072700

-0.58024300
0.25092300
-0.41214600
1.01599000
0.72329200
0.24952100
1.01444700
-0.41464000
0.72202500
1.05476200
-0.95477700

CINaeesOH>

)
H

2.83374600 0.01471100 0.00049100
3.40228400 0.79816600 0.00115300




H  3.44788500 -0.73341800 0.00212500
Na 0.43303600 -0.03296300 -0.00137100
Cl -2.01667900 0.01059800 0.00046300

CINaeesNCCH3s

QOZITIITOZO0O

2.73197200
1.55098800
4.20031500
456711100
4.56800600
4.56540100
-0.87297600
-3.32637800

-0.00022000
-0.00152800
0.00192600
0.10210800
-0.94027500
0.84552400
-0.00306100
0.00157500

0.00035500

0.00024100
-0.00024500

1.03064000
-0.42960900
-0.60221000

-0.00005200
-0.00003500

CINaeeeNH;s

OLZITITZ

-2.89428800
-3.29770200
-3.29767600
-3.29766200
-0.41145400

2.03994400

0.00000900
-0.81297700
0.81255700
0.00046600
-0.00002000
0.00000600

0.00000500
-0.46880900
-0.46959000

0.93850400
-0.00002600

0.00000900

CINaeeeNCH

OZ2Z2TIT0

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

-3.58575200
-4.66506000
-2.40793500
0.05051500
2.49879100

CINaee«OCH>

o

OZITITO

-1.94943000
-1.77754000
-0.75591100
-2.65562100
0.12591700
1.66394900

0.23455400
-0.99067900
-1.41751100
-1.66609000

1.43649800
-0.50883700

0.00006200
0.00005700
-0.00003600
0.00004200
-0.00001600
-0.00004000

CINaeeeCoH4

IITOIITO

Z

-0.00025100
0.93442400
-0.93499200
-0.00025100
-0.93499200
0.93442400
0.00076600

2.74762500
2.76802300
2.76707600
2.74762500
2.76707600
2.76802300
-0.09278300

0.67681300
1.24503400
1.24495900
-0.67681300
-1.24495900
-1.24503400
0.00000000




-0.00025100

-2.53065200

0.00000000

ClNaee«OHCH3

o

OZITTITITOI

-

-1.89116600
-2.82744700
-1.78667900
-0.71236200
-2.26003900
-2.26019700

0.21591000

1.85496700

0.38269500
0.61756100
-1.07523900
-1.30239900
-1.48840500
-1.48837700
1.37143900
-0.47260800

0.00018400
0.00027800
0.00015300
0.00005500
0.90253400
-0.90215800
-0.00001400
-0.00017300

ClINaeeePH:

OUVTZIIT

-3.44496000
-3.44493200
-3.44388900
0.34479200
-2.72234800
2.78684000

-1.07115700
1.04574800
0.02548200

-0.00003500
0.00000600
0.00001200

-0.58853400
-0.63262800
1.22270600
-0.00060100
0.00009400
0.00021500

CINaeeCO

0.00000000 0.00000000

0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000

0.13993700
-2.58210100
-3.72778500

2.57503400

CINase*O(CH3):

OQZ)IIIOIIIOO

-1.52975300
-1.54808700
-1.56679500
-0.64796600
-2.46013500
-1.54799900
-0.64786500
-1.56666300
-2.46003900

0.58912800

1.98138800

-0.38030700
0.45612900
-0.21341200
1.09246900
1.07657800
0.45637600
1.09270500
-0.21298500
1.07683700
-1.46512300
0.57480000

-0.00005600
1.17754100
2.04879000
1.20404300
1.18047000

-1.17748300

-1.20379400

-2.04887000

-1.18033900

-0.00011400
0.00006200

BrNaeeeOH>

WZTITITO

3.56434900
4.13383400
4.17796200
1.17722300
-1.42217300

0.01484200
0.79714700
-0.73324200
-0.03199300
0.00483700

0.00057100
0.00126800
0.00223500
-0.00148100
0.00023500




BrNaeeeNCCHz3

ITTOZO

o2
S o

3.68520900
2.50428000
5.15347300
5.51978600
5.52125500
5.51862600
0.08842200
-2.51698200

0.00013000
-0.00188700
0.00222000
0.04548500
-0.91494100
0.87772100
-0.00365300
0.00088700

-0.00003000
-0.00008700
0.00002900
1.03503900
-0.48045000
-0.55445900
0.00006500
-0.00000700

BrNaeeeNH3

UJQZ_)IIIZ

=

-3.63818000
-4.04167000
-4.04164300
-4.04198000
-1.16343600

1.43972400

-0.00001000
0.81231800
-0.81311900
0.00074900
0.00002200
-0.00000300

0.00005600
0.47003100
0.46870400
-0.93829600
-0.00014300
0.00002100

BrNaeeeNCH

UJQZJZIO

=

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

-4.41749300
-5.49684000
-3.23974800
-0.78928200

1.81034700

BrNaeee OCH>

o

WZITITO
@

=

-2.53790700 0.07049300
-2.22610800 -1.12640400
-1.16222400 -1.43279800
-3.01962000 -1.89891200
-0.66048700 1.55257200
1.28877400 -0.21577500

0.00006300
-0.00005300
0.00025300
0.00020300
0.00019500
-0.00008000

BrNaeeeC2H4

ZITIITOIITO

-0.02181600
0.91027600
-0.95609800
-0.02181600
-0.95609800
0.91027600
0.10154300

3.55253100
3.62550500
3.52018000
3.55253100
3.52018000
3.62550500
0.72971500

0.67681400
1.24505600
1.24518900
-0.67681400
-1.24518900
-1.24505600
0.00000000




-0.02181600

-1.85567500

0.00000000

BrNaee«OHCH3

o

WQZJIIIOI

=

-2.53044400
-3.48540600
-2.28280900
-1.19160300
-2.71235700
-2.71252200
-0.55964900

1.43424100

0.26561300
0.40621400
-1.17429300
-1.29560700
-1.63228900
-1.63228700
1.49117600
-0.20937500

0.00022700
0.00034700
0.00020400
0.00010300
0.90278400
-0.90229900
0.00005700
-0.00013200

BrNaeeePH3

WU ZIII

=

-4.30100100
-4.30097000
-4.30021300
-0.52560700
-3.57929500

2.06780800

-1.06255400
1.05535800
0.00724900

-0.00002700
0.00000600
0.00000500

-0.60477300
-0.61729700
1.22311900
-0.00031900
0.00004000
0.00005300

BrNaeeeCO

0.00000000 0.00000000
0.00000000 0.00000000
0.00000000 0.00000000

0.00000000

0.00000000

-0.72196000
-3.43782900
-4.58332700

1.86386100

BrNaeeeQ(CH3)2

TITOIITITOO

W=ZzT
S o

2.12702900
2.05737600
2.14282700
1.09604300
2.90014500
2.05733800
1.09600000
2.14277200
2.90010300
0.18968400
-1.60196900

0.27905200
-0.55454600
0.10909300
-1.09392800
-1.26612800
-0.55459500
-1.09396900
0.10900800
-1.26618200
1.64979500
-0.26352000

-0.00001300
1.17765700
2.04935100
1.20330600
1.18147000

-1.17764700

-1.20324900

-2.04937000

-1.18145300

-0.00002300
0.00000700

4. Beryllium Bonded Complexes

F2BeeeeOH>

-0.00002300

-0.31307900

-0.02679400




T ITOTmT

1.37916500 -0.76996900
-1.37927400 -0.76977800
0.00009700 1.42225000
-0.78822500 1.86605800
0.78851800 1.86597800

0.01068500
0.01068700
-0.07702800
0.26551700
0.26553600

F2BeeeeSH>

TITunwTmT®

-0.84183600 0.00000000
-1.27102800 1.38160300
-1.27103500 -1.38160000
1.43525200 -0.00000200
1.64094100 -0.98956500
1.64094000 0.98955900

-0.01131500
0.00879800
0.00879800
-0.10597700
0.79126600
0.79126900

F2BeeeeNH3

TITZ2T1T®

-0.29978400 0.00008200
-0.82317100 1.36376800
-0.82420800 -1.36319800
1.49041200 -0.00051900
1.86613800 0.82814000
1.86562100 -0.83042100
1.86090300 0.00045300

-0.00151700
0.00032000
0.00032000
-0.00269200
-0.46599600
-0.46418500
0.94933000

F2BeeesNCH

'n-ngJZIO

2.27338300 -0.00000200
3.35189800 0.00000000
1.10167900 -0.00000400
-0.73452200 0.00000100
-1.20921100 1.36870400
-1.20921800 -1.36870000

0.00001400
0.00012200
-0.00012400
-0.00000900
0.00004500
0.00003300

F2BeeesOCH>

MTMmWTITOO

0.82100200
1.87840400
2.83297800
1.85993800
-0.69952100
-1.86195100
-0.33063400

-0.81900100
-0.17554800
-0.72462700
0.92606100
0.10681300
-0.74690400
1.52208200

-0.00010100
-0.00026800
0.00049800
0.00053200
0.00004700
0.00036400
-0.00023200

FoBees+CoH,4

1.45254200
1.46268700
1.46418300

-0.00036300
0.93806300
-0.93860900

0.67913800
1.23967800
1.23993700




MTMWITTITO

1.45221500 -0.00053400
1.46361700 -0.93892200
1.46212800 0.93775600
-0.73173100 0.00011200
-1.12995000 1.38497500
-1.13163100 -1.38423700

-0.67929900
-1.23986900
-1.24007700
0.00039100
-0.00005600
0.00002600

F2Beee«OHCH:

MTMWIITIIOIO

-0.69242700
-0.67241100
-1.97936000
-2.22921400
-1.84720500
-2.74538500
0.78956600
1.86529600
0.55154000

-0.68411700
-1.62598100
-0.06945100
-0.21069100
0.99401800
-0.51386200
0.14052600
-0.83580200
1.57847500

-0.19133500
0.02848500
0.10375000
1.16343300

-0.11676100

-0.54370600

-0.03152400
0.07601900

-0.02015000

F2BeeeePH:3

D

OIITITnTw®

-0.89333300
-1.41438500
-1.26885900
2.08427400
2.08440600
2.14359100
1.42735000

0.00787100
-1.34326300
1.40870900
0.61083200
0.61235400
-1.25905900
-0.03897500

-0.00001900
0.00000200
0.00000200
1.07253400
-1.07154500
-0.00080800
-0.00001000

F2BeeeeCO

oOOoOmmw

0.84085700 0.00000200
1.23322300 -1.38674700
1.23319500 1.38675800
-1.17317200 -0.00000900
-2.31527000 -0.00000800

-0.00002700
-0.00003900
-0.00004100
0.00004200
0.00007300

F2BeeeeQ(CH3)2

IO""'I'I(UDJIIIOO

0.64625300 0.00000000
1.43357000 -1.21265900
2.06240400 -1.23274300
0.71879100 -2.04181000
2.06221100 -1.23276800
-1.04210200 0.00000000
-1.54951400 1.36861500
-1.54951700 -1.36861400
1.43357100 1.21265800
0.71879200 2.04181000

0.00031800
0.00023200
0.90291800
0.00034100
-0.90259200
0.00103200
-0.00052000
-0.00054300
0.00010600
0.00040100




H 2.06260100 1.23270600 0.90265700
H 2.06201500 1.23280200 -0.90285300
Cl2Beee*sOH>
Be -0.00000900 0.07478700 -0.03223300
@) 0.00003500 1.77831000 -0.06900700
Cl 1.76877100 -0.55873800 0.00558900
Cl -1.76879300 -0.55870600 0.00558900
H -0.79413700 2.23551200 0.24550700
H 0.79428100 2.23541600 0.24545900
Cl2BeeesSH>
Be 0.00000000 -0.34201800 -0.00609200
S 0.00000100 1.88468400 -0.10542300
H 0.99376700 2.12168800 0.78124300
H -0.99376400 2.12168900 0.78124300
Cl -1.76387200 -0.97147700 0.00437200
Cl 1.76387100 -0.97147900 0.00437200
Cl2BeeesNH3
Be -0.00615300 0.11419400 -0.00009900
Cl -1.76226600 -0.57900700 -0.00002700
Cl 1.73614900 -0.61776300 0.00005100
N 0.03883900 1.87674600 -0.00003100
H 0.54655800 2.22840400 -0.81536600
H 0.54393300 2.22828900 0.81698800
H -0.89375600 2.29440700 -0.00141700
Cl2BeeesNCH
C -0.01537700 2.73340000 0.00005300
H -0.02156500 3.81227600 0.00002400
N -0.00866000 1.56182800 0.00008100
Be 0.00126600 -0.22225300 -0.00001100
Cl 1.75706400 -0.88014400 -0.00002400
Cl -1.74710100 -0.89964800 -0.00002700
Cl,BeessOCH?

@) 0.61509500 -1.43945900 0.00013000
C 1.85195500 -1.49920600 0.00038100
H 2.32852700 -2.49134000 0.00063400
H 2.45998800 -0.57989800 0.00063100
Be -0.25676400 0.08219300 -0.00005600
Cl 0.93819100 1.54655700 0.00009400
Cl -2.10254100 -0.17871100 -0.00035000




Cl2BeeeeCoH4

COTITITOITO

-0.00026400
0.93845800
-0.93906300
-0.00020700
-0.93895500
0.93855800
0.00006400
1.76315400
-1.76294400

1.89921700
1.91595700
1.91492900
1.89963000
1.91564400
1.91667100
-0.26209200
-0.86479700
-0.86508100

-0.68061600
-1.24084100
-1.24074800
0.68041000
1.24061100
1.24054700
0.00048000
-0.00001300
-0.00000200

Cl:Beee«QOHCH3

QOWIIIOIO

0.62098800
0.11285700
2.04028100
2.43712200
2.50732300
2.16917500
-0.29295700
0.74748100
-2.11596600

-1.23790700
-2.04399300
-1.38999500
-2.22682900
-0.44615100
-1.56095400

0.16039300

1.72651600
-0.32183500

-0.19599700
-0.01585300
0.11168300
-0.47549100
-0.18407900
1.18810100
-0.05390500
-0.00288400
0.03822600

Cl2BeeeePH3

0.29274700
-2.33303300
-2.33194400
-1.18843300
-1.42214800

1.96180300
-0.43152900

0.22628100
-1.13900800
-1.13996700
-2.63931500
-1.24443300
-0.62617300

1.96027100

-0.00010900
-1.07760900
1.07860700
-0.00071700
-0.00000900
0.00000900
0.00000900

Cl2BeseeCO

-0.00002900
0.00014300
0.00024600
1.77143200

-1.77159200

-0.31732800
1.61883600
2.76106300

-0.89816100

-0.89785200

-0.00000500
0.00002700
0.00004600
-0.00001500
-0.00001500

ClzBees*O(CH)2

OFIITOO

1.15002200
1.96722100
2.59406200
1.28069900
2.59421100
-0.52420200
1.96722100

0.00000000
-1.20319100
-1.19954900
-2.05437700
-1.19955700

0.00000000

1.20319200

-0.00006300
0.00001700
0.90371500

-0.00003400

-0.90357800
-0.00002000

-0.00003600




ooTITITT

1.28069800
2.59407200
2.59419900
-1.28376400
-1.28376300

2.05437700
1.19958200
1.19952700
1.72941600
-1.72941700

-0.00010900
0.90365500
-0.90363800
-0.00001700
0.00005800

H2BeeeeOH>

IITOIITW

-0.03976500 1.10177700

0.26756500
0.26756500
-0.03976500
-0.02897300
-0.02897300

-1.11564800
-1.11564800
-0.64827500
1.50519300
1.50519300

0.00000000
0.78834600
-0.78834600
0.00000000
-1.30422700
1.30422700

H2BeeeeSH>

IITITITwn®

1.72955100
-0.58289100
-0.88616600
-0.88616500

2.09018800

2.09018900

0.00000000
0.00000000
0.99013000
-0.99012900
-1.30831400
1.30831400

0.02903700
-0.10684500
0.76062700
0.76062800
0.03605800
0.03605800

H2BeeeeNH3

IIIIITZW

1.14586300
-0.66853400
-1.02431500
-1.02423700
-1.08787500

1.65551600

1.57719700

0.00113100
0.01040100
-0.49421800
-0.49460800
0.94057600
1.27369300
-1.30277200

0.00006900
-0.00004000
0.81464800
-0.81451900
-0.00027900
-0.00013100
0.00028400

HoBeeeeNCH

IIQZIO

-1.30322800
-2.38150500
-0.12963000
1.70836100
2.13747700
2.13736300

-0.00000800
0.00000400
0.00000100

-0.00000100

-1.29258900
1.29263400

-0.00009800
-0.00042500

0.00025900
-0.00009900
-0.00020200
-0.00020200

H2BeeeeOCH?

TWWIIOO

-0.08641200
-1.06888900
-2.08001300
-0.93431300
1.56821200
1.30641600

-0.53189300
0.21858600
-0.22038900
1.31356600
0.24127200
1.58843200

-0.00001600
0.00000600
-0.00013200
-0.00002500
0.00005500
0.00005900




2.53969500

-0.70306800

-0.00003200

H2BeeeeNH2CH3

(¢]

IITITOIIIITZW

-1.63008700
-0.08833200
-0.11556500
-0.11602200
-1.40006400
-2.68500400
1.17270200
1.17780500
1.17634500
2.06496800

0.40522800
-0.52069200
-1.14940500
-1.14919800

1.75919100
-0.47698800

0.26580900

0.91065000

0.91253400
-0.37770000

-0.00003500
-0.00010800
-0.80755500
0.80749700
-0.00028800
0.00046500
0.00008600
-0.88708700
0.88588400
0.00146300

H2Beee«OHCH3

IIQIIIOIO

-0.11297700
-0.07596600
1.18825800
1.86523900
1.00530100
1.59404300
-1.64314100
-1.46020400
-2.58157900

-0.42582800
-1.37511200
0.21089600
-0.21493700
1.27157100
0.07710300
0.33619500
1.69051900
-0.65267400

-0.07346800
0.10518300
0.02913500

-0.72299100

-0.16961300
1.04086300
0.01797500

-0.05526000
0.14285600

H2BeeeePH:

(¢o]

ITvoIxxITIxITW

-1.80819000
1.15449700
1.15443600
1.34544800
0.53122300

-2.10309200

-2.28686900

0.00231500
-0.67874800
-0.67820800

1.17542600

0.01513300
-1.32717400

1.27245000

-0.00003500
-1.06769200
1.06808500
-0.00026500
0.00000300
0.00022000
-0.00024600

H2BeeeeCO

ITOOW®

1.79884400 0.00000100
-0.17086900 -0.00000100
-1.31472500 0.00000000

2.17382200 -1.30281400

2.17381500 1.30281700

0.00008500
0.00000500
-0.00004500
-0.00000300
-0.00000300

HzBeeeO(CHb),

ITOO

-0.13792000 0.00000000
0.66369700 -1.20319700
1.29431200 -1.21840400

-0.03946300 -2.04177200

-0.00005800
0.00004400
0.90243500

-0.00000900




IIIIIOQI

1.29448500
-1.84636400
0.66369700
-0.03946400
1.29431700
1.29447900
-2.28711000
-2.28710900

-1.21843300
0.00000000
1.20319700
2.04177200
1.21844500
1.21839200
1.29615600

-1.29615600

-0.90222400
-0.00004900
-0.00001500
-0.00010200
0.90237100
-0.90228800
0.00012100
0.00018200

5. Magnesium Bonded Complexes

F2MgeeeOH?

TITIOTTM<

-0.05420400 -0.38102500
1.66454600 -0.90106600
-1.83815400 -0.56968500
0.20295600 1.66968500
-0.47839400 2.35265700
1.06766300 2.09893500

-0.00063300
0.00034800
0.00041400
-0.00113900
0.00523200
0.00461000

F2MgeeeSH>

ITInInMnI

0.88009700 0.00013100
1.21420100 -1.75820500
1.21313800 1.75867500

-1.95064400 -0.99025400
-1.78161200 -0.00033700
-1.95076600 0.98983800

-0.02881300
0.02209800
0.02209900
0.80190000
-0.10346900
0.80159600

F2MgeesNH3

ITTITZ

1<

0.63298800
0.35010900
1.65416100
0.35042900
-0.14418700

1.69511900
2.24421700
1.66345500
2.24415600

-0.00006100
-0.81323800
-0.00025700

0.81326900

-0.34970700 0.00001700

-1.93699500 -0.22033500
1.37528800 -1.31535100

0.00015300
-0.00010300

F2MgeeeNCH

Sn1nzIO

-2.64390500 0.00005400
-3.72229400 0.00000700
-1.47008100 0.00010200
1.16766200 -1.74035100
1.16785700 1.74026200
0.73805200 -0.00002000

0.00004300
-0.00013800

0.00023700
-0.00000900
-0.00014900

-0.00003000




F2MgeeeOCH?

SmmTIOO

1.03803300
2.13998200
3.05620700
2.20017800
-2.24562900
0.24752500

-0.70146700 0.19244900

-1.03418700
-0.46945600
-1.08392500
0.63218200
-0.70737600
1.73321800

-0.00045800
-0.00031400
0.00055900
0.00125200
0.00052300
-0.00020600
0.00007400

FoMgeeeC2H4

STTTMMIIOIITO

-1.77980100
-1.79458800
-1.79305400
-1.77978800
-1.79300100
-1.79459200
1.07739700
1.09025700
0.75199000

-0.00421600
0.93589300
-0.94356700
-0.00509400
-0.94516000
0.93430000
1.76067000
-1.75472000
0.00173700

-0.67869400
-1.23827500
-1.23956300
0.67872100
1.23838700
1.23950600
0.00021200
-0.00022700
-0.00000700

F2Mgee«OHCH3

SMTMmIIITOITO

-0.90977500
-0.92729500
-2.25810100
-2.78943600
-2.12494600
-2.79597200
2.16083800
0.04675500
0.79967700

-0.88879300
-1.85414400
-0.33660000
-0.65832800
0.75074400
-0.66221400
-0.92477700
1.88180000
0.24505600

-0.00239900
0.00006700
0.00143200
0.90705200

-0.00125700

-0.89891000
0.00103600

-0.00008200

-0.00041200

F2MgeeePH3

oIz

-1.50402600
-1.07784500
2.48573600
2.48570900
2.48684600
1.79591300

-1.65116800
1.83064000
0.50579500
0.50539600

-1.35606600

-0.12020300

0.00000000
0.00000000
1.06726100
-1.06750900
0.00021800
0.00000200

-0.93001200 0.04438900 0.00000000

F2Mges«CO

<oomm

-1.14281800
-1.14414300
1.56145900
2.70487100
-0.86875600

-1.76412900
1.76357300
0.00084200
0.00025800

0.00029300
0.00043800
0.00089600
-0.00027900

-0.00017600 -0.00081000




FoMgeeeOQ(CHs)2

O 0.94341800 -0.00000100 -0.00006700
C 1.73848300 -1.20618400 0.00001900
H 2.37046600 -1.22870900 0.90168400
H 1.03144700 -2.04444800 -0.00003200
H 2.37062500 -1.22872900 -0.90153400
F -1.48612200 1.75832400 0.00003300
F -1.48612800 -1.75832000 0.00002900
C 1.73848500 1.20618100 -0.00003800
H 1.03145000 2.04444500 -0.00007100
H 2.37050800 1.22872100 0.90159800
H 2.37058700 1.22870900 -0.90161900
Mg -1.10033200 0.00000100 0.00000600
CloMgeeeOH?
Mg 0.00006600 -0.11695100 0.00004100
@) -0.00031800 1.93780700 -0.00055600
H 0.78550300 2.49983800 0.00178700
H -0.78654700 2.49927100 0.00177500
Cl 2.19849500 -0.56159400 0.00001200
Cl -2.19833100 -0.56182800 0.00001200
CloMgeesSH>
Mg -0.00004100 -0.51429200 -0.03936600
H -0.99187000 2.30965300 0.80154800
S 0.00013700 2.13469500 -0.10127200
H 0.99219000 2.30948200 0.80153000
Cl -2.19317500 -0.95880500 0.01440800
Cl 2.19305600 -0.95900400 0.01439700
Cl,MgeesNH3
N -0.03322400 2.10161600 0.00012100
H 0.43438000 2.50795100 0.81309100
H -0.99425500 2.44979800 0.00027700
H 0.43415600 2.50806500 -0.81292100
Mg 0.00625600 -0.07038300 -0.00003700
Cl 2.18707300 -0.61488400 -0.00024200
Cl -2.17041400 -0.63997000 0.00019300
CloMgeesNCH
C 0.00017700 -3.01068400 -0.00008100
H 0.00027100 -4.08935100 0.00050400
N 0.00007000 -1.83687400 -0.00070700




-0.00002300
-2.17081400
2.17072200

0.35203200
0.90541500
0.90559700

-0.00000900
0.00001000
0.00028700

CloMgeesOCH?

OOSIIOO

0.62528000
1.85002300
2.24595400
2.54146700
-0.31646000
-2.53933200
1.53390400

1.67866600
1.85112400
2.88062700
0.99075100
-0.21106100

-0.01379600
-1.50824700

0.00017900
0.00040900
0.00050400
0.00048600
-0.00006600
-0.00041400
0.00017400

CloMgeeeC2H4

QOOSTITIOIIO

-0.00169500
-0.94201300
0.93831200
-0.00140600
0.93883600
-0.94148900
0.00042200
2.19072200
-2.18955200

2.11294900
2.12698800
2.12983900
2.11296800
2.12986400
2.12702800
-0.40727300
-0.85151700
-0.85330300

0.67937100
1.23896300
1.23939500
-0.67937800
-1.23900500
-1.23936500
-0.00003500
0.00016300
-0.00013500

Cl;Mgee«OHCH3

0.33102700
-0.34122300
1.67620600
1.82541700
2.35349200
1.82588100
-0.28064100
-2.51074000
1.62830800

1.54282600
2.23881500
2.10166700
2.70576700
1.24080700
2.70781000

-0.40050600

-0.12328200
-1.58493800

-0.00031800
0.00017100
0.00068300
0.90508000

-0.00009200

-0.90226600

0.00010200

-0.00007100

-0.00026300

Cl2MgeeePHj3

-1.34004600
-1.34021700

0.43348400
-0.52784600

0.15448500 -0.52039700

2.39195200

2.54673900
2.54672900
3.13719300
2.09787900

-0.55638800

1.07000600
-1.06981600
-0.00005100

0.00003300

-0.00001400
-0.00028000

-1.90309000 -1.41149900 0.00025300




ClzMge-CO

-0.00046200 1.90133700
-0.00081000 3.04481400

0.00015100 -0.51184100
-2.19960900 -0.87174000

2.20004700

-0.87087400

0.00000500

0.00014200

-0.00003000
-0.00009000

0.00004200

Cl2Mgee*O(CH3)2

0.33102700
-0.34122300
1.67620600
1.82541700
2.35349200
1.82588100

-0.28064100

1.54282600
2.23881500
2.10166700
2.70576700
1.24080700
2.70781000

-0.40050600

-2.51074000 -0.12328200
1.62830800 -1.58493800

-0.00031800
0.00017100
0.00068300
0.90508000

-0.00009200

-0.90226600

0.00010200

-0.00007100

-0.00026300

H2MgeeeOH>

-0.90820300 0.00001100

1.22492600
1.79339700
1.79322700
-1.24398300
-1.24361900

-0.00003500
-0.78055700
0.78061200
-1.70135500
1.70145500

0.00000700
-0.00043300
0.00149400
0.00149300
0.00019900
0.00019900

H2MgeeeSH>

1.57936900 0.00000000
-1.46134300 -0.98604700
-1.23536500 -0.00000100
-1.46131900 0.98605100

1.86805700 -1.70139100
1.86802000 1.70139900

0.00490900
0.78943300
-0.10620700
0.78943300
0.03076600
0.03076300

H2MgeeeNH3s

1.30325800 0.00312300
1.69219300 -0.47788800
1.69045100 0.94799400
1.69231100 -0.47766800
-0.95472400 -0.00074300
-1.36169200 -1.69204100
-1.37937800 1.68665800

0.00009600

0.81321100

0.00025100
-0.81309300

-0.00006800
-0.00027700
0.00005600

H2MgeesNCH

-2.02195200 0.00000300

-0.00000400




-3.10000100 0.00004500
-0.84584300 -0.00002200
1.45717300 0.00000600
1.83323800 1.68921500
1.83329400 -1.68919100

-0.00012100
0.00012300
-0.00004000

-0.00021300

-0.00002300

H2MgeeeOCH?

g

ITZTIOO

0.72979900 -0.59054100
1.63749700 0.24628700
2.68973400 -0.08924100
1.40498600 1.32703300

-1.36549700 0.11803600

-0.91153300 1.80455100
-2.46060100 -1.21216600

-0.00024700
-0.00013500
-0.00050700
0.00008100
0.00036600
-0.00069900
-0.00048200

H>MgeeeCoH4

TIZIIOIIO

-1.29042100
-1.29926800
-1.29889700
-1.29041900
-1.29889300
-1.29926500
1.43797900
1.71282600
1.71278200

-0.67774800
-1.25006800
-1.25005100
0.67774500
1.25006300
1.25005100
0.00000100
-1.70066600
1.70067600

0.00002000
-0.93141000
0.93146500
0.00001000
0.93144600
-0.93142900
-0.00001800
-0.00003500
0.00000100

H2Mgee«OHCH3

TTZIITOIO

-0.52200600
-0.73180700
-1.73378500
-2.32503600
-1.39904900
-2.32509100

1.47891500

-0.51473400
-1.45813700
0.28342500
0.07628800
1.32692000
0.07615600
0.15500100

2.35788700 -1.34257100
1.25487100 1.87864600

0.00004900
0.00012400
0.00002700
0.90276800
-0.00005900
-0.90264700
-0.00005500
0.00006000
-0.00013700

H2MgeeePH3

TT<9vIII

-1.88185600
-1.88191000
-2.02772500
-1.21959500
1.67760500
1.87379600
2.08036600

-0.65878400
-0.65898300
1.18164900
0.01493000
-0.00346900
-1.71986700
1.67365700

1.05987400
-1.05962700
-0.00004500
0.00004400
-0.00005800

0.00009700
-0.00025300




H2Mgee-CO

-0.99395200

-2.13986300
1.61607600
1.84530000
1.84440500

-0.00044500
0.00018300
0.00007700

-1.70476300
1.70504200

-0.00041500
0.00033600
-0.00000400

-0.00005400

-0.00009400

HoMgeesQ(CH3)2

IITITOO

TTZIIIO
«

0.36724000
1.17199400
1.80527500
0.47574000
1.80504900
1.17199400
0.47574000
1.80527500
1.80504900
-1.74504100
-2.11674500
-2.11674600

0.00000000
1.19724800
1.21801500
2.04425200
1.21804400
-1.19724800
-2.04425200
-1.21803000
-1.21802900
0.00000000
1.69779400
-1.69779400

0.00001700
0.00010200
-0.90142500
-0.00000200
0.90178800
0.00012200
0.00003200
-0.90140400
0.90180800
-0.00028200
0.00053600
0.00056400

6. Calcium Bonded Complexes

F2CaeeOH>

F
=
@
H
H

Ca

1.26696900
-2.38821900
1.66994200
2.38180400
2.03369800
-0.38418900

1.34039700
-0.21915200
-1.12511800
-1.76695100
-0.20474600

0.04407200

0.00001000

0.00001600
0.00000200
0.00003200
0.00001400
-0.00001500

F2CaeesSH>

WOOIITT

-0.25276100
2.60204700
-2.21993900
-1.84987900
0.81684500
-2.08816600

1.84418600
-0.84399300
-0.84222600

0.67497000

0.08418700
-0.65738900

0.05831000
0.07632800
1.25023100
0.05725100
-0.06943300
-0.07066000

F2CaeeeNH3

MMITIIZ

1.76372700
2.08059200
2.25272200
2.08065700
-2.33401700
1.07377200

-1.23903700
-1.76003700
-0.34044200
-1.75992400
-0.42513200

1.57862500

0.00001300
0.81207600
0.00009400
-0.81209700
-0.00014600
0.00014900




-0.37089300 0.10761100

-0.00001000

F2CaeesNCH

ZTO

O T

3.05342300 -0.00002000
4.12314800 -0.00002300
1.89315700 -0.00001800
-1.26354000 1.93861500
-1.26359700 -1.93859200
-0.64757800 0.00000300

0.00002700
0.00003800
0.00001000
-0.00001100
-0.00001100
-0.00000300

F2CaeeeCO

Oo0Omm

-1.23310900 -1.97240100
-1.23175200 1.97290600
2.02237400 -0.00040000
3.15376200 -0.00048800
-0.75903000 0.00008800

0.00068300
0.00082500
-0.00019300
0.00031400
-0.00074600

F2CaeecOCH>

QQ'I'I-HIIOO

1.44719600 -1.12480100
2.46503500 -0.44379100
3.44464200 -0.93893700
2.39471200 0.65146800
-2.59932200 -0.59213100
0.55001500 1.73177000
-0.68816900 0.08459400

-0.00007100
0.00002700
0.00005900
0.00008500

-0.00006000
0.00014000

-0.00002300

FoCaeeeC2oH4

OMMIIOIIO

-2.18433400
-2.20269300
-2.20126700
-2.18433200
-2.20123200
-2.20272000
1.17777700
1.19299400
0.68414800

-0.00457100
0.92509200
-0.93302800
-0.00600100
-0.93564500
0.92247600
1.97129800
-1.96478800
0.00129800

-0.66878400
-1.22851600
-1.23054300
0.66878300
1.22857400
1.23048400
0.00024000
-0.00024100
0.00000100

F2Caee«OHCH:3

MMIITITOIO

-1.26420500
-1.43865200
-2.51926600
-3.09178100
-2.25465000
-3.09180700
2.54078000
-0.32199700

-1.08316100
-2.03018200
-0.36173700
-0.60804800

0.69383700
-0.60804900
-0.81204500

1.91912800

-0.00000900
-0.00002400
0.00001000
0.89389500
0.00000600
-0.89385800
0.00000900
0.00000000




Ca

0.75685400 0.17122000

-0.00000400

F2CaeeePH3

O@UIITTnTTM

-2.68905500 -0.83078800
0.25341000 1.78668900
2.66349100 0.13049200
2.66347000 0.13049200
2.97654300 -1.67608600
2.08130600 -0.59011400
-0.88011500 0.08318500

0.00000100
0.00000100

1.05391500
-1.05392500
-0.00000700
0.00000100

-0.00000100

F2CaeeeQ(CH?3)2

'n'nQIIIOIIIOO

1.25450900 -0.17294300
2.10089400 0.98248200
2.73100000 0.98010000
1.44605900 1.85310000
2.73099200 0.98013300
1.99266400 -1.39348500
1.27129900 -2.20924400
2.62065500 -1.45257100
2.62064600 -1.45253700
-1.07913100 0.09296600
-1.03730400 2.14582400
-1.89997000 -1.78012800

0.00000300
-0.00001400
-0.89307000
-0.00003300

0.89304800

0.00003000

0.00004200
-0.89271500

0.89278400
-0.00000700
-0.00004500

0.00004100

Cl2CaessOH>

IITO

Ca
Cl

0.92039300
0.84661200
1.86051100
-0.16461700
-2.64256800
2.24386600

1.99007700
2.94868800
1.74969500
-0.09162500
-0.25819100
-0.84689700

0.00010300
0.00008100
0.00013000
-0.00000400
-0.00011700
0.00006100

Cl2CaessSH>

Ca

Cl
Cl

-0.98498500
0.98450000
0.00005900

-0.00019900
2.45735200

-2.45720600

2.43560600
2.43583000
-0.59897800
2.32513200
-0.88498200
-0.88525200

0.81687700
0.81694400
-0.16573900
-0.08716500
0.09046000
0.09045900

Cl2CasesNH3

ITTZ=Z

-0.48741700
-0.18713600
-1.50649800
-0.18714200

2.25575700
2.79092900
2.25992700
2.79091500

0.00000000
0.81102400
0.00000200
-0.81103600




0.08248600
2.56251500
-2.34822300

-0.16339900

-0.42409100

-0.77379600

0.00000400
-0.00000200
-0.00000200

Cl2CasesNCH

0.00006900
0.00009700
0.00004000
-0.00000900
2.42368500
-2.42372000

-3.28477200
-4.35474000
-2.12494600
0.36266600
0.93193900
0.93186600

0.00003300
0.00004800
0.00001900
-0.00000800
-0.00000300
-0.00001000

Cl2Cae**CO

-0.00116500
-0.00187800
0.00034400
2.46762400
-2.46673400

2.15377100
3.28480500
-0.55819300
-0.82366100
-0.82558600

-0.00004200
-0.00000600
-0.00003500
0.00001500
0.00004400

Cl2CaeesOCH?

oPITTIoo

1.03243200
2.25453200
2.77153100
2.83951200
-0.38389600
-2.85043800
1.69045200

1.77209800
1.80401000
2.77128600
0.87643500
-0.16911800
0.10099400
-1.58724200

0.00004800
0.00002200
0.00004700
-0.00002700
-0.00000100
0.00014600
-0.00017600

CloCaeeeC2H4

QOQIIOIIO

-0.00379700
-0.93450000
0.92679900
-0.00382300
0.92675200
-0.93454700
0.00094200
2.45756100
-2.45506800

2.35069400
2.36691600
2.37163800
2.35069400
2.37163800
2.36691500
-0.46350000
-0.83359800
-0.83789800

0.66942200
1.22815100
1.22815700
-0.66942300
-1.22819400
-1.22811600
0.00000000
0.00000300
-0.00000200

Cl2Caee«OHCH3

ITTOITO

-0.18165800

0.57147200
-1.42099000
-1.49243600
-2.21536200
-1.49243600

1.73094600
2.33508700
2.46601900
3.08424100
1.72367500
3.08422700

-0.00000400
-0.00000300
0.00000200
-0.89424400
-0.00000400
0.89425900




Ca
Cl
Cl

0.23155400
-2.12980900
2.71668500

-0.55015900
-1.37742400
-0.26185400

-0.00000100
0.00000000
0.00000100

Cl2Caee*PH3

-2.52260900
-2.52270200
-1.49146600
-1.60570100

0.45465200
-1.58904300

2.85546900

1.70588600
1.70581700
3.22994800
1.82927900
-0.37754000
-1.80886300
0.24827300

1.05594700
-1.05580700
-0.00002800

0.00002600

0.00000500

0.00024800
-0.00028400

Cl2Cae*sO(CH3)2

0.00000000
-1.18770700
-1.20669100
-2.03861100
-1.20672100

1.18770700

2.03861100

1.20672100

1.20669200

0.00000000
-2.46124800

2.46124800

1.56485200
2.36816800
2.99660600
1.68935500
2.99660700
2.36816800
1.68935500
2.99660700
2.99660600
-0.75941600
-1.20922500
-1.20922500

-0.00000400
-0.00002400
-0.89352500
-0.00003700
0.89347600
0.00001500
0.00002900
-0.89348500
0.89351600
0.00000100
-0.00008000
0.00008600

H2CaeeeSH>

II(DQQII

1.85361700 0.98061200
1.85362700 -0.98060200
-1.34878400 0.00000100
1.66718300 -0.00000200
-1.70326400 -2.00648600
-1.70322200 2.00649600

0.79247000
0.79248400
-0.01622000
-0.10240700
0.18897900
0.18898000

H2CaeeeNH3

ITOITIZ

1.73011800
2.19020800
1.94569100
2.19020900
-0.79662300
-1.76141200
-0.74306200

-0.08211400
-0.48525400
0.91388500
-0.48524300
0.01740900
-1.79678500
2.08002000

0.00000000
0.81207000
0.00000600
-0.81207500
0.00000000
0.00000100
0.00000100

H2CaeeeNCH

2.49388800

-0.00000700

0.00002200




3.56353200
1.33342900
-1.21573800
-1.77307100
-1.77304400

-0.00003200
0.00002000
-0.00000300
1.97143400
-1.97144700

0.00004900
-0.00000600
-0.00000600
-0.00000400
-0.00001100

H2CaeeeCO

ITOOO
b

-1.47825000

-0.00003600

-2.61020200 -0.00000200
1.32682100 0.00000800
1.60751700 -2.02719000
1.60718400 2.02725400

-0.00000800
0.00000300
0.00000200

-0.00000300

-0.00000600

H2CaeeeOCH2?

IITQITIOO

1.17784900 -0.60939400
2.06381100 0.23338800
3.11472900 -0.08253100
1.81347900 1.30170300
-1.17669500 0.07335900
-2.75937900 -1.21720200
-0.44059000 2.00568000

-0.00011600
-0.00000800
-0.00007600
0.00015400
0.00003600
-0.00005500
0.00023700

H2CaeeeC2Ha4

IIQIIOIIO

-1.70659300
-1.72065900
-1.72233800
-1.70659300
-1.72233900
-1.72065800
1.20572200
1.62675400
1.62390800

-0.00174000
0.92585000
-0.93210000
0.00162700
-0.92590800
0.93204100
0.00000800
-2.00186100
2.00249100

-0.66856100
-1.23163000
-1.22698200
0.66856100
1.23166100
1.22695100
0.00000000
0.00500300
-0.00500500

H2CaeeeOHCH3

IIQIIIOIO

-0.98458000
-1.29765300
-2.10732100
-2.71216200
-1.68662000
-2.71220100
1.28140200
0.88518700
2.41598200

-0.58519000
-1.49677200
0.31963200
0.17167200
1.32259500
0.17159800
0.10385700
2.12987600
-1.61238500

0.00004100
0.00009000
0.00002700
0.89437100
-0.00002400
-0.89427900
-0.00002800
-0.00009800
0.00000800

H2CaeeePH3

2.28901100

0.66893300

1.05154600




IIQ'UII

2.28894600
2.56684600

1.68710800

-1.43708200
-1.41884500
-2.29092400

0.66906000
-1.14001000

-0.04342700

0.01188800
2.06210000
-1.84644700

-1.05153900
-0.00011700
-0.00002100
0.00002000
0.00029900
-0.00028000

H2Caee*O(CH3)2

IIQIIIOIIIOO

-0.77422000
-1.56968000
-2.19880600
-0.88403600
-2.19882100
-1.56968000
-0.88403600
-2.19880500
-2.19882200

1.58154000

1.98122700

1.98122700

0.00000000
1.18753400
1.21459800
2.03356500
1.21463600
-1.18753400
-2.03356500
-1.21463500
-1.21459900
0.00000000
2.02318600
-2.02318600

0.00001100
0.00004300
0.89340300
0.00005500
-0.89330500
-0.00000600
-0.00002900
0.89335300
-0.89335400
-0.00001900
0.00001300
-0.00006300

H2CaeeeCH3CN

IIIOIIQZO

1.72606700
0.56266400
-1.94389100
-2.54591600
-2.56034200
3.17666500
3.54514200
3.54360700
3.54029500

-0.00162700
-0.00392900
0.00076600
1.96260700
-1.95652800
0.00157200
-0.15715300
-0.79682500
0.96041200

0.00111200
0.00293900
-0.00033600
-0.00244400
-0.00250800
-0.00166500
1.01171900
-0.64649200
-0.37082400

7. Boron Bonded Complexes

F3BeeeOH2

I T O M m Tm W

0.27369500
0.92392400
0.30420000
0.30420700
-1.43261200
-1.84928200
-1.84927400

0.00000200
-0.00001900
1.17215600
-1.17212700
-0.00000900
0.77689900
-0.77692700

-0.04393200
1.15393200
-0.76966800
-0.76971000
0.45022400
0.04343400
0.04344600




FzBeeeSH>

I T o m T T @

1.02324500 0.00000000
1.10850800 1.16243200
1.03001900 -0.00000600
1.10850400 -1.16242700
-1.89302800 0.00000100
-2.02553600 0.97533300
-2.02552500 -0.97532900

-0.00799800
0.65644600
-1.35178500
0.65645600
0.12441400
-0.80034100
-0.80034500

F3BeeeNHs

T I T zZ T T T W

-0.19643800 0.00000600
-0.54251700 1.08945600
-0.54258500 -1.24178600
-0.54251800 0.15236800

1.45714900
1.81025700
1.81022500
1.81024600

-0.00003500

0.87818500
-0.77051800
-0.10779200

0.00000600
0.80490700
0.54102000
-1.34594600
0.00001500
-0.38261100
-0.56924100
0.95189200

F3BeeeNCH

Z O I m m m @

0.86577800
0.95456500
0.95453000
0.95447300
-3.73988000
-2.66233000
-1.48387700

-0.00000500
0.23622100
1.02564600

-1.26189000
0.00000200
0.00002200
0.00001400

-0.00000700
1.32070000
-0.86493900
-0.45577900
0.00002900
0.00001800
0.00000800

FaBeeeCO

T T T W

1.02418300 0.00000100
1.05711000 1.18779900
1.05712400 -1.12931000
1.05711100 -0.05848500

-0.00000100
-0.61823900
-0.71954000

1.33778300




-1.74830900
-2.89664600

-0.00000600
-0.00000100

-0.00000500
0.00000000

FzBeee«OCH2

O I T oo m T M W

-0.61141000
-1.09366300
-1.09365100
-0.29008500
2.03245700
1.94552500
3.02185400
1.02394000

0.06315200
-0.44603800
-0.44604400

1.40519900

0.00934300

1.10691300
-0.47233600
-0.70305700

-0.00000100
1.17060600
-1.17061100
-0.00000200
0.00000100
-0.00001300
0.00000900
0.00000700

FzBeeeC2H4

I T O I T O T T T W

-0.93412100
-0.90166200
-1.01372100
-1.01371300
1.93939000
1.83963200
2.04027200
1.93938800
2.04026700
1.83962800

0.00000100
-0.00001100
-1.16020500

1.16021900

0.67555700

1.24278600

1.24329200
-0.67556100
-1.24329300
-1.24279300

0.00810500
1.34800900
-0.65764200
-0.65762200
-0.02106200
0.90807200
-0.94931100
-0.02106300
-0.94931400
0.90806900

F3Beee«OHCH:

I T O m T T W

-0.62099800
-1.52406100
-0.60810700
-0.47388000
2.03361300
2.04091900
2.90564100

0.08318800
-0.92552600
1.16167700
0.39739700
0.04871100
0.23059900
-0.53152400

0.01922700
-0.24761600
-0.83576400

1.36288400

0.00479500

1.08624800
-0.31840700




1.97088100 0.99186200
0.82830000 -0.69339600
0.81390100 -1.55390100

-0.54635500
-0.36801400
0.08218000

F3BeeePH3

U I I T T M T

-1.11193300 0.00000200
-1.16289400 -1.14180200
-1.16287300 1.17905300
-1.16288300 -0.03724500
2.67326700 -1.06718500
2.67323100 1.03347400
2.67325500 0.03373300
1.92918400 -0.00000600

0.00000000
-0.70223000
-0.63771600

1.33994600

0.57720300

0.63561800
-1.21281400
-0.00000100

F3sBeeeO(CH3):

I T T OO rrxT O T T T W

-0.81655000 0.00000100

-1.29086300
-1.29085800
-0.75277900
1.49052700
1.54354000
2.49338700
0.90992500
0.78915900
1.49052200
1.54353300
0.90991800
2.49338400

-1.17143900
1.17144400
-0.00000200
1.20315200
1.22153200
1.18168700
2.04919200
0.00000000
-1.20315600
-1.22154000
-2.04919300
-1.18169300

0.02407700
-0.53269700
-0.53269500

1.41322000
-0.01358700

1.08453800
-0.45954300
-0.39227100
-0.44415200
-0.01358900

1.08453600
-0.39227700
-0.45954300

ClsBeesOH2

0.00000100
0.00000400
0.78221100

-0.02590000
-0.01631900
0.48717600

0.04155300
1.74320200
2.03699500




H -0.78222100 0.48714900 2.03699200
cl -0.00007400 1.75186900 -0.40197000
cl 1.54449500 -0.89688000 -0.33511600
cl -1.54442300 -0.89700600 -0.33511100
ClsBeesSH
B 0.78749900 0.00000000 0.01870100
S -2.55941300 -0.00000100 -0.17645000
H -2.65269000 -0.97493300 0.75339700
H -2.65269000 0.97492700 0.75340100
cl 0.87803800 -1.52226500 -0.85298500
cl 0.73325000 -0.00000500 1.77789600
cl 0.87803500 1.52227000 -0.85297600
ClaBeeNH3
B 0.00000000 0.00000000 -0.10490900
N -0.00000100 0.00000000 -1.72743400
H -0.43038600 -0.85987600 -2.07948900
H -0.52948300 0.80266200 -2.07948900
H 0.95986500 0.05721400 -2.07949000
cl 0.98034500 -1.48614300 0.36970700
cl 0.79686600 1.59207500 0.36970700
cl -1.77721000 -0.10593200 0.36970800
Cl3sBeesNCH
B 0.00000000 0.00000000 -0.10490900
N -0.00000100 0.00000000 -1.72743400
H -0.43038600 -0.85987600 -2.07948900
H -0.52948300 0.80266200 -2.07948900
H 0.95986500 0.05721400 -2.07949000
cl 0.98034500 -1.48614300 0.36970700
cl 0.79686600 1.59207500 0.36970700
cl -1.77721000 -0.10593200 0.36970800




ClzBeeeCO

B -0.75817400 -0.00003700 0.00002200

2.45047700 0.00020900 -0.00017700
o) 3.60026300 0.00012000 -0.00003600
Cl -0.77867100 -1.11809400 -1.35389400
Cl -0.77854500 -0.61354200 1.64524600
Cl -0.77890700 1.73151600 -0.29127900

Cl3BeesOCH:>
B -0.20853000 0.00000000 0.07469500
C 2.08538500 0.00000200 -1.21131600
H 2.58307700 0.00000300 -0.22983400
H 2.66102500 0.00000500 -2.14725700
0] 0.84938900 -0.00000100 -1.29603600
Cl 0.85785500 0.00002900 1.55672600
Cl -1.12034500 -1.53854800 -0.20070600
Cl -1.12038400 1.53851800 -0.20073800
ClsBeesC2H4

B -0.69695600 0.00000000 0.03502600
C 2.53945400 0.67529000 -0.13729000
H 2.37314500 1.24337300 0.78203800
H 2.70501700 1.24336400 -1.05636000
C 2.53945500 -0.67528900 -0.13729000
H 2.70501800 -1.24336300 -1.05636000
H 2.37314600 -1.24337200 0.78203800
Cl -0.55371900 0.00000000 1.78709600
Cl -0.81564000 -1.52121300 -0.83410700
Cl -0.81564100 1.52121300 -0.83410700

ClsBee«OHCH3




0.23696800
-2.22736400
-2.47123900
-2.72552100
-2.44567800
-0.77874700
-0.49406000
-0.22765400

1.86146300
-0.07229100

0.02979800
-0.12170000
-1.02564700
-0.09586500

0.78150400
-0.07289300
-0.85216900
-1.34218200
-0.20673100

1.68753300

-0.05721000
0.98082900
0.41076900
1.95655500
0.40310100
1.23690800
1.74966800

-1.18453200
0.74540500

-0.73818300

ClsBeeePH3

U I I T W

Cl
Cl

-0.85243100
3.37875900
3.37872500
3.37874700
2.61938200

-0.88560200

-0.88558100

-0.88557000

-0.00000400
0.75422400
-1.19287200
0.43865700
0.00001400
1.73643400
-0.63855400
-1.09789300

0.00000100
-0.94196400
-0.18219300

1.12415700
-0.00000300

0.26520000
-1.63639800

1.37120000

ClzBe++«O(CHa)2

I T T O OIT T T O W

Q

-0.39088400
1.89353300
2.12414000
2.80358000
1.29454900
1.08899200
1.90688300
2.27087600
1.26137600
2.73219700

-0.05308500

-0.00180600
1.21529000
1.27523500
1.11301600
2.06770900
0.01035000

-1.18405700

-1.15087900

-2.04981400

-1.15887100

-0.07691300

0.04064500
-0.43664300
0.63627100
-1.04041400
-0.76488500
-0.68469900
-0.42692400
0.60907800
-0.59403400
-1.14909200
1.84887700




Cl
Cl

-1.19880100
-1.22145200

1.54941100
-1.49353000

-0.48679900
-0.61155800

HF2Bee«OH>

I T T O M T @

-0.33643700
-0.70136800
-0.70136700
1.43843200
1.56025000
1.56024900
-0.32115400

0.00000000
-1.16754400
1.16754500
0.00000000
-0.77441600
0.77441500
0.00000000

0.46920500
-0.18759800
-0.18759800

0.05115500
-0.52304800
-0.52304900

1.66759600

HF2BeeeSH?

I I T »» M T W

-1.24927900
-1.37857000
-1.37858400
1.80996800
1.62137800
1.62153800
-1.14161700

0.00000800
-1.15263100
1.15262800
-0.00004300
-0.97508600
0.97581700
-0.00005700

0.48267300
-0.20904500
-0.20901700

0.08383500
-0.83122400
-0.83038600

1.66943900

HF2BeeeNH:

I T I T 2 T T W

-0.22621100
-0.73587000
-0.73586900
1.36025200
1.85791500
1.35929600
1.85791500
-0.22018200

0.00000000
-1.17699200
1.17699300
-0.00000100
0.83087900
-0.00000100
-0.83088000
0.00000000

0.44348900
-0.15597300
-0.15597300
-0.06894400

0.25324800
-1.09165700

0.25324900

1.65783500

HF2BeeeNCH




I Z2 O I T 7T W

-1.09625600
-1.25275000
-1.25276300
3.62251500
2.57283000
1.42304600
-0.98992000

0.00000100
1.15327200
-1.15326600
0.00000700
0.00000000
-0.00000900
-0.00000100

0.45505400
-0.23102700
-0.23102900
-0.34245600
-0.09851200

0.16780400

1.64213000

HF2Bee+CO

T O O 1M m W

1.28818100
1.36508300
1.36503300
-1.66513000
-2.77960500
1.21567600

-0.00000200
1.15195200
-1.15197100
0.00003900
-0.00000600
-0.00000600

0.46349100
-0.23035500
-0.23034800

0.17238200
-0.10734400

1.65333700

HF2Bee«OCH>

T O I T O M T W

-0.79447900
-1.39425800
-0.61361800
1.81152400
1.54751400
2.83898100
0.96696600
-0.94809200

0.02531800
-0.85849700
1.30005100
0.05786100
1.04858900
-0.32584300
-0.63452000
-0.09432800

0.45752100
-0.40397700
-0.05836400
-0.24081300
-0.64520800
-0.34722300

0.33384000

1.64004900

HF2BeeeC2H4

T T O m T W

-1.10887900
-1.17854300
-1.38343300
1.69494300
1.82508900
1.31303900

-0.13145800
-1.13456200
1.11418100
0.59936500
1.62863300
0.45256900

0.49045000
-0.40776700
0.05361400
-0.45437800
-0.11053300
-1.46809200




I T IT O

1.99262800
1.86060700
2.37676400
-0.89875000

-0.45076600
-1.47935000
-0.30448600
-0.34823900

0.34117000
-0.00462200
1.35419100
1.64342100

HF2Bee«OHCH:

I T O T I T O T T W

-0.68924100
-1.61998300
-0.75602100
1.97518300
2.08262800
2.81427300
1.88696800
0.73461400
0.74277400
-0.42440300

0.08915800
-0.84272800
1.33636000
0.05783800
-0.05931900
-0.40262800
1.11676500
-0.55662600
-1.50928300
0.07197600

0.41042500
-0.03673100
-0.19189300

0.11364100

1.20064600
-0.42185000
-0.14940500
-0.34272300
-0.15536500

1.59139600

HF2BeeePH3

I w I T I T T

-1.38762800
-1.47835400
-1.47835800
2.76753200
2.76751300
1.95919500
1.82467600
-1.31582800

0.00000000
-1.15221600
1.15221500
-1.04778800
1.04781700
-0.00003100
0.00000100
0.00000000

0.48143300
-0.21355900
-0.21355900

0.24865400

0.24860500
-1.37516200

0.04290800

1.67119300

HF2Bee«O(CH3)2

0.90490200
1.44873400
1.44873400
-1.39093700
-1.54616500

0.00000000
1.17027200
-1.17027200
-1.20002100
-1.23218900

0.39974500
-0.12182400
-0.12182300

0.03719800

1.12719000




T T T T O O I T

-2.35265900
-0.78100500
-0.65171000
-1.39093900
-1.54616600
-0.78100800
-2.35266100

0.66287900

-1.17634100
-2.04617400
0.00000000
1.20002100
1.23218800
2.04617400
1.17633900
0.00000100

-0.49289500
-0.29302800
-0.31544600
0.03719900
1.12719100
-0.29302600
-0.49289400
1.58873500

8. Aluminium

Bonded Complexes

FsAleesOH2

1.55618000
-0.13322400
-0.13319300
-1.36486200
-1.91459300
-1.91456900

0.24155300

0.00001500
1.44963000
-1.44963300
-0.00001100
0.77926200
-0.77930400
0.00000200

0.91321500
-0.91669000
-0.91668900

1.03583700

0.85259800

0.85262000
-0.13157300

FsAleeeSH>

-0.96451700
-0.81177600
-0.96451600
1.83680700
1.99845900
1.99845900
-0.67065800

1.45114800
0.00000100
-1.45114900
0.00000000
0.98124700
-0.98124700
0.00000000

-0.79560200
1.68616100
-0.79560000
-0.15340300
0.76574100
0.76574000
0.00525700

FsAleeeNH3

-0.26849300
-0.56655900
-0.56669500
-0.56646400

-0.00000800
0.98607800
0.66963100

-1.65580200

-0.00001000
-1.34261400

1.52526100
-0.18272800




I T T =z

1.76811400 0.00009100
2.13705700 -0.94717200
2.13697400 0.38323700
2.13703300 0.56424300

0.00008200
-0.10440700
0.87271200
-0.76801600

FzAleeeNCH

Z O I m m T

0.57688700 -0.00000800
0.84019500 -0.14636300
0.83999300 1.50834900
0.83987700 -1.36201500
-3.74249700 0.00005100
-2.66381900 0.00003100
-1.49353000 0.00001900

-0.00003200
1.65713600
-0.70187200
-0.95535800
0.00016200
0.00011500
0.00005800

F3AleeeCO

O O m T 7

0.84812600
0.84815500
0.84810900
-1.59379900
-2.73478500
0.65704300

1.45448700
-0.01995100
-1.43454100

0.00000500

0.00000500
-0.00000200

0.81672000
-1.66797400
0.85127200
-0.00001300
-0.00001400
0.00000200

F3Alee«OCH:2

O T T O m M T

-0.56702600
-1.21146300
-1.21139400
0.04581500
2.26571600
2.24528700
3.22159700
1.21294300

-0.00001400
-1.44962500
1.44986300
-0.00037600
0.00000600
-0.00028200
0.00014000
0.00019000

0.07903800
-0.47799100
-0.47735600

1.66214100
-0.17079500

0.93044300
-0.71612300
-0.82227400

FzAleeeCoH4




>

I T O T T O T T m

-0.57321900 0.00000100
-0.65987200 0.00003000
-0.89243500 -1.44069000
-0.89242700 1.44066800
1.83840400 0.68013600
1.79289400 1.24265400
1.90393600 1.24807900
1.83839600 -0.68014700
1.90392900 -1.24811000
1.79288100 -1.24264000

0.01699500
1.69796600
-0.79178500
-0.79182500
-0.07896500
0.85854300
-1.00989300
-0.07895100
-1.00986500
0.85857200

F3Alee«OHCH:

>

I O T T T O m T T

-0.62978800 0.07397100
-1.39944900 -1.43143600
-1.04847800 1.17432700
-0.17040900 0.75126600

2.32650000 0.06294600

2.42530600
3.17786100
2.20914000
1.10240600

-0.00685700
-0.39168800

1.10765500
-0.61578100

1.16171300 -1.56957600

0.05696200
0.09787300
-1.14654200
1.53820200
-0.09206000
0.99758500
-0.61169700
-0.39772600
-0.52762200
-0.36113400

F3AleeePH3

U I I T M M m

-0.69658800
-0.96221400
-0.96221700
-0.96222000
2.48924300
2.48924400
2.48924300
1.83785100

-0.00000100
-0.64801400
-1.00577900
1.65379100
0.75669000
0.48755300
-1.24423800
0.00000100

0.00000000
1.53550300
-1.32894700
-0.20655500
0.99985300
-1.15523800
0.15538500
-0.00000100




F3AleeeQ(CH3):

F -1.31286700 -1.45874600 -0.68138800
F -1.31286700 1.45874700 -0.68138700
F -0.74653900 0.00000000 1.71902500
C 1.77333200 1.20871500 -0.04015700
H 1.90845900 1.23224100 1.05140900
H 2.74279300 1.20028900 -0.55673600
H 1.16019500 2.05194100 -0.37752500
o) 1.05034300 0.00000000 -0.41429700
C 1.77333200 -1.20871500 -0.04015700
H 1.90845900 -1.23224100 1.05140900
H 1.16019500 -2.05194100 -0.37752500
H 2.74279300 -1.20028900 -0.55673600
Al -0.84270500 0.00000000 0.02736200
Cl3AleesOH>
O 0.00000100 -0.32266900 1.91278100
H -0.78127900 -0.84203600 2.16978600
H 0.78128600 -0.84202500 2.16978900
Al 0.00000000 0.04747600 -0.04041400
Cl -1.84009100 -0.97810100 -0.46808700
Cl -0.00000900 2.17078800 -0.18832300
Cl 1.84010000 -0.97808500 -0.46808700
ClsAleesSH>

S 0.00000200 0.58326000 2.08314200

0.98287600 1.50297100 1.92812000
H -0.98286800 1.50297600 1.92812000
Al -0.00000100 -0.12639100 -0.32896900
Cl 1.84344200 -1.21127200 -0.32541900
Cl 0.00000600 1.79341400 -1.28503900
Cl -1.84344900 -1.21126100 -0.32541900




ClsAleeeNH3

Al 0.00000100 -0.00000100 -0.02854400
N -0.00000900 0.00000400 1.99759000
H -0.92428200 0.23325200 2.36834800
H 0.66411900 0.68382400 2.36836000
H 0.26012500 -0.91705900 2.36836300
Cl 2.05105900 -0.51759800 -0.40621300
Cl -0.57727500 2.03506500 -0.40622100
Cl -1.47377900 -1.51746900 -0.40622000
ClzAleesNCH
Al 0.00007500 -0.00026100 -0.26683500
H -0.00112600 0.00394700 4.04574300
C -0.00081800 0.00287900 2.96675300
N -0.00048600 0.00172100 1.79537600
Cl -1.78276800 1.12986700 -0.60831900
Cl 1.87063700 0.97824900 -0.60719100
Cl -0.08737100 -2.10987300 -0.60478700
ClzAleesCO
C -1.89163700 -0.00014400 -0.00005600
@) -3.03379300 -0.00023000 -0.00009000
Al 0.35329000 0.00002700 0.00000800
Cl 0.60855300 -1.83438200 -1.05455000
Cl 0.60827200 1.83054600 -1.06135400
Cl 0.60831600 0.00397500 2.11596000
ClzAlee«OCH2
Al 0.24103800 0.00000000 -0.15401000
C -1.99210200 0.00000100 1.70404600
H -2.65843000 0.00000000 0.82630900
H -2.40618400 0.00000200 2.72353400




O -0.76219900 0.00000200 1.56738700
Cl 1.29754100 1.84162500 0.05024200
Cl 1.29756300 -1.84161000 0.05025700
Cl -1.41973200 -0.00001600 -1.53056300
Cl3AleeeC2H4
Al 0.00000000 -0.08274100 -0.24999100
C 0.68107300 0.57218900 2.09682800
H 1.24572900 1.43761200 1.73632500
H 1.24594500 -0.27843800 2.48434000
C -0.68107400 0.57218500 2.09682900
H -1.24594200 -0.27844300 2.48434000
H -1.24573500 1.43760700 1.73632600
Cl -0.00000400 1.90754200 -1.03354500
Cl -1.82105600 -1.19227300 -0.37597400
Cl 1.82106000 -1.19226600 -0.37597500
Cl3Alee«OHCH3
Al 0.26891400 0.06716200 -0.17807200
C -2.13176600 -0.34624300 1.50830500
H -2.41050000 -1.30096000 1.04621500
H -2.48125500 -0.27226300 2.54452800
H -2.50721900 0.49533800 0.91616100
0] -0.67100900 -0.20160400 1.50545300
H -0.25322700 -0.88311900 2.05712700
Cl 2.24205700 -0.31687700 0.56739300
Cl -0.60228100 -1.46746700 -1.40620700
Cl -0.32713000 2.06541300 -0.65192400
ClsAleeePH3
Al -0.35474700 0.00000200 0.00000500
H 2.79455700 1.25676200 -0.09796700
H 2.79453000 -0.71321400 -1.03948300




H 2.79456300 -0.54360300 1.13732400
P 2.15533300 -0.00001400 -0.00003300
Cl -0.70790400 0.91310000 -1.91051100
Cl -0.70784500 1.19801700 1.74603500
Cl -0.70789300 -2.11110300 0.16450800
ClzAleesO(CH3):
C -2.03713000 -1.20406300 -0.70812100
H -2.48430700 -1.22346700 0.29658700
H -2.81023000 -1.17373500 -1.48761300
H -1.36688800 -2.05717800 -0.85709500
0 -1.21918600 -0.00000100 -0.84718600
C -2.03713200 1.20406000 -0.70812100
H -2.48430900 1.22346200 0.29658700
H -1.36689200 2.05717500 -0.85709500
H -2.81023200 1.17372900 -1.48761300
Al 0.46783500 0.00000000 0.12095000
Cl 1.35961200 -1.83048600 -0.54709600
Cl -0.28156900 0.00000000 2.14118200
Cl 1.35960800 1.83048800 -0.54709600
H2FAleeeOH>

F -1.06458300 -0.91493200 0.03021400
O 1.48177700 -0.24051700 -0.11216900
H 2.04429900 -0.09412600 0.66323000
H 1.24114200 -1.18385000 -0.09461400
Al -0.36995400 0.66196200 0.00067800

-0.22965600 1.38292600 1.41160700

-0.51935500 1.44806300 -1.36361300

H2FAleeeSH>2

F -1.46315900 1.01511700 -0.00000100
H 1.41349400 0.91690200 -0.97790100




H 1.41348400 0.91694000 0.97786900
Al -0.98296700 -0.62835500 0.00000000
H -1.04341300 -1.36684300 -1.40085600
H -1.04342300 -1.36684400 1.40085500
S 1.57542900 -0.00422400 0.00000200
H2FAleeeNH3
Al -0.35338000 0.64502100 -0.00002100
F -1.20651300 -0.84961300 0.00015100
N 1.51597800 -0.29925200 -0.00008900
H 1.59073400 -0.90463500 -0.81994600
H 1.59086800 -0.90452000 0.81984100
H 2.32833000 0.31930200 -0.00019900
H -0.33451400 1.42303800 1.39079300
H -0.33470300 1.42282400 -1.39095800
H2FAleeeNCH
Al -0.89005900 -0.58860200 0.00001800
F -1.37577700 1.05149900 -0.00001000
H 3.37608300 0.50901200 -0.00002400
C 2.34136000 0.20545500 -0.00001800
N 1.21536600 -0.12387000 -0.00001200
H -0.98950500 -1.34312800 1.39213000
H -0.98954600 -1.34318500 -1.39206000
H2FAleeeCO

F 1.36011800 1.07176200 0.00006800
C -1.32033000 -0.11513200 -0.00007900
O -2.42501000 0.18068900 -0.00014000
Al 0.99818900 -0.59456100 0.00006300
H 1.05217600 -1.33562500 1.39655800
H 1.05235800 -1.33565800 -1.39640700




H2FAleeeOCH:2

0.97495600
0.92743400
-1.78965600
-1.32619100
-2.88593400
-1.08709500
1.31274900
1.31273600

-0.52056400
1.20376100
0.34695900
1.34661400
0.23600800

-0.67147500

-1.17955800

-1.17954500

-0.00000400
0.00000600
-0.00000400
-0.00001900
0.00000500
0.00000600
1.40078600
-1.40080200

HoFAleeeC2H4

I T m T T O I I O

-0.82187300
1.55952200
1.13782600
2.00353100
1.55952200
2.00353100
1.13782600

-1.40918300

-0.81498800

-0.81498800

0.65222600
-0.16803700
-1.00554400

0.65364200
-0.16803800

0.65364100
-1.00554500
-0.95164100

1.40303900

1.40303800

0.00000000
0.67955400
1.24268200
1.24673700
-0.67955400
-1.24673800
-1.24268100
0.00000000
1.39443400
-1.39443500

H2FAlee«OHCH3

I T T O T I T O T

0.99025000
1.14975100
-1.81629200
-1.49195800
-2.85964300
-1.68077400
-0.96398500
-1.07243200
0.90543800
1.58799300

-0.51626700
1.15428000
0.41700700
1.39284600
0.20125600
0.37111700

-0.64196800

-0.67221300

-0.82343600

-1.51292000

0.18126900
-0.19772600
0.22319000
-0.15872400
-0.03793300
1.30932600
-0.32211100
-1.28521900
1.73693000
-0.90359100




HoFAleeePH3

Al 1.02879100 -0.62547000 0.00000000
F 1.51650100 1.01757400 0.00000000
H -1.95502800 0.86848600 -1.07644700
H -1.95502900 0.86848500 1.07644800
H -2.56630300 -0.89343000 -0.00000100
P -1.51792200 0.05937400 0.00000000
H 1.11120300 -1.38060900 1.39443000
H 1.11120200 -1.38060900 -1.39443000
H2FAlee«O(CH3):
F 1.94891400 0.66309100 -0.23224700
C -1.89017300 -0.79674000 -0.07767700
H -2.08184000 -0.87494800 1.00410800
H -2.76540200 -0.37900900 -0.59581500
H -1.63457500 -1.77839600 -0.49566700
O -0.75260100 0.06694000 -0.31757100
C -0.98056700 1.41122800 0.18485600
H -1.14771900 1.37582700 1.27318100
H -0.07723500 1.98417600 -0.05025700
H -1.85888400 1.82911200 -0.32790400
Al 1.02908300 -0.72655500 0.17393000
H 0.81070100 -0.93840700 1.74214500
H 1.08190100 -1.96340300 -0.82315900
9. Gallium Bonded Complexes
HF2GaeesOH2
F -1.47791200 -0.38555400 -0.67635900
O 0.00087500 1.76423100 0.12730800
H 0.77425600 1.91821300 -0.44355900




Ga

-0.77230500 1.91895100
-0.00038300 -0.79230500
-0.00016500 -0.32922500
1.47752800 -0.38697100

-0.44363000
1.79728200
0.33051400

-0.67636200

HF2GaeeeSH2

I T I T

-0.77854600 1.47219100
1.81212500 -0.98235000
1.81213500 0.98235700
-1.01460200 -0.00001700
-0.64045300 0.00000000

-0.77854200 -1.47219200
1.95363700 0.00000000

-0.65980100
-0.84475800
-0.84475200

1.83419500

0.33877600
-0.65980300
0.07685500

HF2GaeeeNH3

I T I T Z2 T

-0.55777500 1.47961100

1.79069700
1.95222100
1.95221600
2.47623100
-0.56408600
-0.26811200
-0.55777900

-0.00000300
0.82635400
-0.82634900
-0.00001200
0.00001300
0.00000000
-1.47961000

-0.62407600
-0.10173300
-0.68192200
-0.68193700
0.65336300
1.86708000
0.34802900
-0.62407500

HF2GaeeeNCH

-0.74322200
3.81595200
2.76296900
1.61749300

-0.87446400
-0.56334300

-0.74323500

1.47501700
-0.00000600
-0.00000300
-0.00000500

0.00000400

0.00000000
-1.47501200

-0.65600200
-0.34332500
-0.11082600
0.14160200
1.83336000
0.32231500
-0.65600300




HF2GaeeeCO

I O O ™

-0.69499100 1.47364100
1.74084100 -0.00000400
2.86261500 -0.00000100

-0.97867700 0.00000000
-0.64056100 0.00000100

-0.69499700 -1.47364100

-0.66626800
0.14536800
-0.07543700
1.82110700
0.31945200
-0.66626800

HF2Gaee«OCH2

I T T O ™M

Tn

-1.47791200
0.00087500
0.77425600

-0.77230500

-0.00038300

-0.00016500
1.47752800

-0.38555400
1.76423100
1.91821300
1.91895100

-0.79230500

-0.32922500

-0.38697100

-0.67635900
0.12730800
-0.44355900
-0.44363000
1.79728200
0.33051400
-0.67636200

HF2GaeeeC2H4

I m T T O I T O

n g

1.79422600
1.52290700
1.85425400
2.04496800
2.33507100
1.99845000
-0.59459500
-0.69343600
-0.51878300
-0.95764200

0.57399300
0.19605300
1.65649700
-0.27967400
0.09180000
-1.36284200
-1.40548100
-0.34778100
-0.08617700
1.48013300

0.60971100
1.59907800
0.47760100
-0.41821500
-1.40472200
-0.27103200
0.84678400
-1.85583400
-0.34489300
0.37517400

HF2Gaee«OHCH:

1.17197300 -1.20620300
-2.36437000 0.00989500
-2.15774200 0.43714100

-0.77354800
-0.13307100
-1.12148200




T T O I T

-3.25279100
-2.48703900
-1.22197200
-1.06074000
1.21048800
0.64412800

-0.63377800
0.81427700
-0.78169600
-1.50492600
0.25949700
0.11809100

0.13267900 1.55744400

-0.14363500
0.59909300
0.32561700

-0.30637900
1.74403800
0.31786500

-0.60778000

HF2GaeeePH3

-0.82524700 1.47830700
2.70268900 1.08269400
2.20847200 0.00000500
2.70269400 -1.08269800
1.90152600 -0.00000200

-1.05158900 0.00001000
-0.65260200 0.00000000

-0.82525300 -1.47830600

-0.65181000
0.42741000
-1.38451300
0.42740100
-0.00525500
1.83269300
0.33898100
-0.65180900

HF2Gase*O(CHs):

I T T T O O T T T O M M

Ga

-1.17076400 -1.50217800
-1.17076400 1.50217800
1.95015200 1.20730500
2.24488800 1.24529400
2.84206000 1.21070900
1.28853500 2.04357500
1.19505300 0.00000000

1.95015200
2.24488800
1.28853500
2.84206000
-0.78272100
-0.76957200

-1.20730500
-1.24529400
-2.04357500
-1.21070900
0.00000000
0.00000000

-0.55217500
-0.55217600
-0.00827700
1.05302500
-0.65167300
-0.26224200
-0.27070600
-0.00827700
1.05302500
-0.26224200
-0.65167300
1.87526700
0.32421400




H2FGaeeeOH2

I T I I O =

0.32798000
-1.72187500
-2.19480300
-1.69166900

0.60204700

0.82237300

0.42855600

1.47439900
-0.14789300
-0.40947000

0.82839600
-0.96344200
-0.91493700
-0.34280600

0.02551800
-0.11294700
0.69095200
-0.09081800
1.42304100
-1.38849100
0.00126600

H2FGaeeeSH>

w I I T I T

-0.91411900
1.76191500
1.76191300

-0.94447300

-0.94444800

1.88794400

-0.76177200

1.42661800
0.86535200
0.86533000
-1.00836500
-1.00835300

-0.06557500

-0.37110700

0.00000000
-0.97351400
0.97353100
-1.40985700
1.40986700
-0.00000200
0.00000000

H2FGaeesNH3

-0.76455400
1.73084100
1.62376000
2.27200100
2.27215100

-0.52330600

-0.52319900

-0.33407400

1.36239200
0.19541800
1.21362400
-0.06339200
-0.06359900
-1.07986500
-1.07985500
-0.40504400

0.00002500
-0.00005900
0.00007400
-0.82516300
0.82488200
-1.39936900
1.39941100
0.00001100

H2FGaeeeNCH

-0.86747900 1.43397200 0.00002800
3.73617300 0.38378300 -0.00004800




I T =2 0O

2.68854800
1.54694200
-0.87366200
-0.87369900
-0.68198000

0.12907500
-0.14729200
-1.00728600
-1.00728200
-0.35543100

-0.00003700
-0.00002500
1.40323500
-1.40321900
0.00000600

H2FGaeeeCO

I T O O =

Ga

0.78269400
-1.66948700
-2.78905600

0.92579200

0.92590800

0.75591700

1.44703300
-0.15681500
0.08092400
-0.98796000
-0.98801800
-0.34689700

0.00001900
-0.00009600
-0.00019200
1.40716000
-1.40700600
0.00005800

H2FGaee«OCH>

I T O T T O ™M

-0.36126000
2.16908800
1.81558800
3.24836600
1.36031800

-1.14306300

-1.14302900

-0.75560000

1.50075300

0.19790200

1.24210400
-0.03046800
-0.73783700
-0.79865200
-0.79863600
-0.27115600

-0.00001000
0.00000800
0.00003300
0.00000000

-0.00001300

-1.41283400
1.41285600
0.00000300

HoFGaeeeC2oHa

T m I T O I I O

-0.86635500
-1.52737000
-0.22806900
-0.86635500
-0.22806900
-1.52737000
-0.86635500

1.27673100

-1.61762100
-0.95016800
-2.29990900
-1.61762100
-2.29990900
-0.95016800

1.42351800

0.24572200

0.67993600
1.23945400
1.24695200
-0.67993600
-1.24695200
-1.23945400
0.00000000
1.40211000




Ga

1.27673100

0.24572200

0.61777000 0.40672600

-1.40211000
0.00000000

H2FGaeeeOHCH:

I T T O I T T O T

0.65955400
-2.17124000
-1.81670000
-3.17680300
-2.16512900
-1.25028300
-1.25571900

0.56658400

1.52480500

0.75537700

1.48284800
0.16653400
1.17458700
0.19367400
-0.47506800
-0.46062800
0.07962200
-0.76800400
-1.01037500
-0.31787900

-0.11605500
0.35991000
0.61272000

-0.07929700
1.24753000

-0.58868100

-1.39600700
1.57002200

-1.07774700
0.08765400

H2FGaeeePH3

1.67845400
-0.24248900
-0.24248900
-2.09434700
-0.77170600
-0.47558400
-0.47558400

0.19262600
-2.38677500
-2.38677500
-2.14570900
-1.63594600

1.36555400

1.36555400

0.00000000 0.87076500

0.00000000
1.07640000
-1.07640000
0.00000000
0.00000000
-1.40176700
1.40176700
0.00000000

H2oFGaes+O(CHas)2

1.49695000

-2.08216600

-2.16042300

-3.05797400

-1.72614200

1.20901400

-0.91771700

-1.06839000

-0.62452300

-1.83428700

-0.24314300

-0.07782600

1.01141200

-0.49317000

-0.56545600




O -1.11457200 0.11327700 -0.37084900
C -1.48936400 1.38297500 0.22263200
H -1.56643500 1.27333200 1.31690900
H -0.69285500 2.08828500 -0.03700300
H -2.45533200 1.69683200 -0.20039900
H 0.68256500 -0.72522500 1.62088300
H 1.13358300 -1.49929300 -1.03547100
Ga 0.86181400 -0.44792300 0.08608200
H2ClGae*eOH?
Cl 1.62254400 0.27758800 0.01138500
@] -1.22091700 1.44269800 -0.10029200
H -1.59382800 1.73260200 0.74672200
H -0.39681400 1.95348400 -0.20148600
H -0.96396300 -0.95879800 1.42209300
H -0.86688000 -1.14374300 -1.38198500
Ga -0.45143300 -0.57561700 0.00075700
H2ClGaeeeSH?
Cl -1.50024500 1.07043200 0.00000100
H 1.59696000 1.29796100 -0.97552900
H 1.59705400 1.29791600 0.97559900
H -0.18966600 -1.46800000 -1.40587200
H -0.18970300 -1.46803200 1.40586000
S 2.01636700 0.45921400 -0.00000400
Ga -0.30878600 -0.81305200 0.00000000
H2ClGaeeeNH3
Cl -1.63214100 0.37453200 -0.00000100




I T T T T 2

1.35379800
1.02950900
2.37460800
1.02956200
0.79383300
0.79382800
0.39511200

1.32038700
1.83842200
1.33582500
1.83837400
-1.16647700
-1.16642500
-0.58998300

-0.00000400
-0.81892300
-0.00003600
0.81896700
-1.39575000
1.39577600
0.00000000

H2ClGaeeeNCH

1.35009900
-3.65201600
-2.73426800
-1.73193000

0.22073900

0.22074000

0.28348300

1.17207400
1.33649400
0.77032100
0.15788300
-1.45341100
-1.45339900
-0.77684000

0.00000000
0.00000100
0.00000000
0.00000000
-1.39990800
1.39991400
0.00000000

H2ClGaeeeCO

1.27550600
-1.84027700
-2.85169000

0.29092800

0.29129200

0.37385000

1.23669200
0.13739500
0.67317800
-1.45021000
-1.44987600
-0.78495100

0.00029300
-0.00019700
-0.00023600

1.40150300
-1.40178800
-0.00005200

H2ClGaee«OCH:2

I T O xT T O

-1.15795400
2.11963900
1.39687700
3.20357600
1.73250900

-0.38570700

-0.38568900

1.26834700
0.94574900
1.77939200
1.15022500
-0.22742500
-1.47477300
-1.47473700

-0.00001500
0.00001600
0.00003600
0.00001000

-0.00000800

-1.40888000
1.40890700




Ga

-0.34586200

-0.81926100

0.00000500

H2ClGaeeeC2H4

I T O I I O

Ga

-0.82250100
-1.46135700
-0.20950400
-0.82250100
-0.20950400
-1.46135700
-0.82250100

1.42181600

1.42181600

0.78550400

-1.83427400
-1.14746200
-2.54036100
-1.83427400
-2.54036100
-1.14746200

1.60619600
-0.17196900
-0.17196900

0.07824300

0.68055300
1.24261700
1.24618600
-0.68055300
-1.24618600
-1.24261700
0.00000000
1.39701300
-1.39701300
0.00000000

H2ClGaee«OHCH3

I T T OIIIOO0

@
O

1.34290500
-2.19717400
-1.52025200
-3.05528500
-2.54043100
-1.47813600
-1.17328900
-0.14753300

0.72534500

0.31903900

1.17648700
0.78183700
1.50685600
1.28386100
0.04465300
0.02174200
0.65673600
-1.19464500
-1.74086100
-0.82005900

-0.01166600
0.37074200
0.84339200

-0.09403900
1.10406800

-0.65199700

-1.32292800
1.51146800

-1.11202700
0.07290000

H2ClGaeeePH3

I W I I T

1.75773100
-1.35173500
-1.35173500
-2.99038000
-1.57288300
-0.29716600

-0.49073500
-2.04195100
-2.04195100
-1.12990800
-1.15555300

1.51867400

0.00000000
1.07999400
-1.07999400
0.00000000
0.00000000
-1.39816900




Ga

-0.29716600

1.51867400

0.00000000 0.89846000

1.39816900
0.00000000

H2Cl1GaeeeO(CH3)2

I T T T T 0O OT T IT O

O @
- o

-2.49034900
-2.72140800
-3.30875000
-2.32311000
-1.26725900
-1.38732800
-1.58472800
-0.43110300
-2.20981600
0.08066500
0.30056200
0.40575900
1.94254700

-0.39856100
-0.67115800
0.19940900
-1.29883800
0.37226800
1.60502300
1.37426600
2.12857100
2.19881000
-0.96335600
-1.87929500
-0.78825800
0.77239300

-0.31373000
0.72931500
-0.74119100
-0.91775700
-0.36813200
0.38761100
1.44726700
0.27886600
-0.03802900
1.67597800
-0.95579000
0.15320700
-0.21919400

10. Indium Bonded Complexes

HF2IneeeOH>?

T T T O

0.00388400
0.77540900
-0.76679000
-0.00285400
-0.00079100
-1.60313900
1.60335400

-1.90239700
-2.11182000
-2.11495900

1.40465000
0.38847100
-0.05847100
-0.05195100

-0.48866400
0.06901700
0.06900700

-1.56265400

-0.21415800
0.87931200
0.87932100

HF2IneeeSH>

-0.46489300
2.00556700
2.00553700

1.59913300
0.98181800
-0.98174700

0.89977400
0.75228700
0.75234100




-1.28401700
-0.46485600

2.19091100
-0.60028400

-0.00002000
-1.59914200
0.00000700
-0.00000200

-1.81856400

0.89977200
-0.16474400
-0.27032800

HF2IneeeNH:3

M T I IT I Z T

In

0.24983200
-1.99139200
-2.19371200
-2.62343000
-2.19352100

1.02418900
0.25024200

0.31480700

1.61512000
-0.00023800
0.82506700
-0.00032200
-0.82557800
0.00010300
-1.61506600
0.00003900

-0.89355500
0.11776300
-0.45182000
0.91751500
-0.45183900
1.81630200
-0.89355300
0.27407100

HF2IneeeNCH

m T Z2 O I m

In

-0.53254400
4.08125200
3.03096600
1.88758700

-0.97501100

-0.53259200

-0.50854900

1.61086200
-0.00001700
-0.00001600
-0.00001600

0.00002500
-1.61085900

0.00000300

-0.87830600
-0.31220300
-0.06701600
0.20049000
1.90016200
-0.87830300
0.26980000

HF2IneeeCO

m I O O =T

-0.41586000
2.02935800
3.15386000

-1.14863900

-0.41586700

-0.58720100

1.60516700
-0.00000100
-0.00000200

0.00005700
-1.60516000
-0.00000200

0.87781400
-0.22038000
-0.00958200
-1.85125800

0.87781200
-0.25613100




HF2IneeeOCH>

mM I O I IT O T

0.05283600
2.43028800
2.06241000
3.50960400
1.65394800
-1.56519500
-0.41190900
-0.58343800

1.57345800
-0.07927300
0.26341400
-0.25165800
-0.26620800
0.14845500
-1.51136800
0.03849600

0.86935800
0.16022300
1.14132300
0.01064200
-0.78451800
-1.59542500
0.99558800
-0.22502500

HF2IneeeC2H4

mM I m I I O I I O

=

2.25617200
2.22309500
2.50973800
2.03989600
2.08884600
1.81062100
-0.32819900
-0.86280200
-0.79576400
-0.47816800

0.27155100
1.34679500
-0.05490600
-0.62756600
-1.70409900
-0.29172800
1.47728400
0.40322500
-1.66380100
0.08398900

-0.47180100
-0.26995100
-1.48455300
0.52551400
0.34525600
1.54088600
1.11565300
-1.90421900
0.58972800
-0.28363500

HFInee

*OHCH:3

m T T O I T I O ™

In

-0.01883800
-2.60383200
-2.36216600
-3.52080000
-2.71204100
-1.50461700
-1.37179400

1.52347600
0.65282600
0.62035400

1.62192800
0.13160800
0.56850800
-0.47047000
0.92889900
-0.71148300
-1.43557200
0.23177500
-1.52273400
0.08543600

-0.84291200
-0.01848400
-0.99543200
-0.05907800
0.72469800
0.44771700
-0.19413200
1.65879900
-0.95445700
0.23613500




HF2IneeePH3

mM I © I I I T

-0.54205400
2.48337200
2.97227200
2.97226900
2.16593100

-1.27238300

-0.54208000

-0.60994500

1.61297500
-0.00004200
1.08024400
-1.08023900
-0.00000700
0.00000900
-1.61296900
0.00000100

0.88488500
1.31054600
-0.49860300
-0.49865600
-0.06673700
-1.83581400
0.88488700
-0.27355900

HF2Inee«O(CH3)2

I T T T OO T T T O =

ullE;

1.14968400
-2.30527600
-2.21481400
-3.34602200
-1.95171500
-1.46547200
-1.89813200
-1.85624300
-1.19997300
-2.92420600

1.31252100

0.74268700

0.26509300

1.69726200
-0.90753500
-1.33664000
-0.62377200
-1.62420000

0.26968900

1.30076300

0.90549900

2.13707200

1.59815500
-1.07099100
-0.20464300
-1.08331900

0.16603800
-0.37400100
0.63525600
-0.59085500
-1.12704300
-0.48565900
0.44812600
1.47485800
0.33390400
0.18537200
-1.56481000
-0.22244800
1.49993900

H2FIneeeOH>

I T I I O =

-0.72139100
-1.79646200
-2.21377200
-1.98538400
0.90354200
1.07451600

1.54297100
-0.78826700
-1.18467200

0.17742100
-0.55800500
-0.40292300

0.02330600
-0.11744400
0.66031300
-0.05986400
1.59727100
-1.56656500




0.47112900

-0.11453900

0.00201300

H2FIneeeSH>

-0.38794300
2.07910700
2.07913400

-0.98108500

-0.98106600
2.19052600

-0.68883700

1.73929000
0.73681000
0.73674600
-0.83534900
-0.83532400
-0.20137000
-0.24968500

-0.00001300
-0.96886800
0.96891000
-1.58109100
1.58111300
-0.00001100
0.00000500

H2FIneeeNH3

-0.10639600
-1.95138300
-2.10033400
-2.41250100
-2.41256500
0.84639200
0.84628700
0.40510100

1.74296800
-0.36755200

0.64718300
-0.75348500
-0.75356400
-0.75241300
-0.75253600
-0.21936800

-0.00006500
0.00008200
0.00004000
0.82382500

-0.82358700
1.57227100

-1.57227000

-0.00000500

H2FIneeeNCH

-0.45904800
4.05287900
3.00298100
1.85786900

-0.85754900

-0.85756700

-0.59651600

1.74211200
0.26485700
0.01897200
-0.24777200
-0.88165200
-0.88191100
-0.25632100

-0.00013700
-0.00004100
-0.00001900
0.00000500
1.57400300
-1.57384800
0.00002500

H2FIneeeCO

0.22308200

1.71656900

0.00003400




I T O O

-2.00307200
-3.12800200
0.95200400
0.95227900
0.67613100

-0.30093900
-0.08599000
-0.82496700
-0.82491900
-0.23072800

-0.00014900
-0.00021000
1.57817800
-1.57806000
0.00004400

H2FIneeeOCH2

0.11526200
2.48019800
2.17874400
3.54819300
1.62409200
-1.09895800
-1.09895000
-0.66204700

1.69634800
0.04704300
1.10859700
-0.23485700
-0.84612400
-0.64106900
-0.64106500
-0.17085700

-0.00000300
-0.00000300
-0.00000600
-0.00000600
-0.00000300
-1.58523100

1.58523800

0.00000100

HoFIneeeC2H4

I T m I I O I IT O

=

-1.16910200
-1.77488900
-0.58897800
-1.16910200
-0.58897800
-1.77488900
-1.16910200

1.20707300

1.20707300

0.54826000

-1.77006200
-1.04849200
-2.50228600
-1.77006200
-2.50228600
-1.04849200
1.35675500
0.16912400
0.16912400
0.32231100

0.67961500
1.23523700
1.24786800
-0.67961500
-1.24786800
-1.23523700
0.00000000
1.57263100
-1.57263100
0.00000000

H2FIneeeOHCH3

I I O =

0.29243100
-2.60322000
-2.34458100
-3.53570900

1.74034200
-0.30615800
-0.07298000

0.20153300

0.17128100
0.27407800
1.31792900
-0.00868300




T T T O =T

-2.72499700
-1.53712000
-1.34934400
0.45971800
1.53344000
0.67848700

-1.38942200
0.09387400
1.04803700

-1.02927000

-0.60556500

-0.25978500

0.15597800
-0.62375500
-0.47561800

1.53055300
-1.42156300

0.01439700

H2FIneeePH3

T I U I IT IT =

In

1.70534200
-0.18588000
-0.18588000
-2.05116200
-0.80753900
-0.40603100
-0.40603100

0.00000000

-0.31502300
-2.64024000
-2.64024000
-2.64179500
-1.95775100
1.30418100
1.30418100
0.76562000

0.00000000
1.07256200
-1.07256200
0.00000000
0.00000000
-1.57445800
1.57445800
0.00000000

H2FIneeeO(CHz)2

I T T T T O O T T T O =M

In

1.07164100
-2.34018700
-2.39764000
-3.34301200
-1.92673000
-1.45814000
-1.94533900
-2.05774000
-1.19120600
-2.91657200

0.68163500

1.23677300

0.80914300

1.66279800
-1.04221100
-1.16576400
-0.84251000
-1.94866500
0.04490500
1.30638600
1.23851300
2.05812200
1.53242500
-0.78330400
-1.18718700
-0.32267600

-0.13437000
-0.01481400
1.07975200
-0.42384000
-0.47667300
-0.35231800
0.16975700
1.26481000
-0.08834400
-0.29705100
1.69007600
-1.38126700
0.03532100

H2ClIneeeOH>




Cl

I T T T O

1.88645800
-0.31749700
-0.56450300

0.65917600
-1.17641700
-1.14835500
-0.55713700

-0.16968700
2.02363800
2.52600500
2.03345100

-0.47831500

-0.70787000

-0.34036100

0.01027800
-0.10836000
0.68239900
-0.12146600
1.59161100
-1.55474100
0.00192500

H2ClIneeeSH>

-1.14547400
1.91223400
1.91223700

-0.41436200

-0.41435700
2.27810700

-0.40760000

1.63975300
1.21476200
1.21476100
-1.33795900
-1.33795900
0.34708400
-0.67719900

0.00000100
-0.97210800
0.97210300
-1.57636800
1.57637000
-0.00000300
0.00000100

H2ClIneeeNH3

1.91876000
-0.84330300

0.11639900
-1.31332100
-1.31347900
-0.99093200
-0.99102000
-0.45354000

0.17021300
1.89899100
2.25709000
2.27750300
2.27755500
-0.88096300
-0.88087000
-0.43340500

-0.00004900
0.00007900
0.00000200
0.82336800

-0.82309500
1.56687300

-1.56687000
0.00000000

H2ClIneeeNCH

I =2 0o T

-1.06679800
3.96142300
3.01349000
1.97748600

-0.36782800

1.66625000
1.18092300
0.66666400
0.11045700
-1.32678000

0.00000000
0.00000400
0.00000100
-0.00000300
1.56938200




-0.36783200
-0.34721500

-1.32678700
-0.64544500

-1.56937800
0.00000000

H2ClIneeeCO

0.80073900
-2.13106900
-3.20448500

0.53653500

0.53657500

0.48442100

1.77741400
-0.05237300
0.34719600
-1.28087500
-1.28087900
-0.61464500

0.00000000
-0.00000600
0.00000100
1.57125900
-1.57125400
0.00000000

H2ClIneeeOCH?

-0.23288600
2.57854700
2.25314500
3.65550300
1.75171400

-0.92073600

-0.92072600

-0.60394100

1.90907200
0.05764700
1.11282500
-0.18731300
-0.85991700
-1.07436900
-1.07436100
-0.50403200

-0.00000500
-0.00000200
-0.00000100
-0.00000300
-0.00000200
-1.57890600

1.57891500

0.00000200

H2ClIneeeC2H4

-1.13510700
-1.72074000
-0.57641600
-1.13510700
-0.57641600
-1.72074000
-1.13510700

1.34615200

1.34615200

0.71061400

-1.91190200
-1.17628800
-2.66139400
-1.91190200
-2.66139400
-1.17628800

1.63165600
-0.18809400
-0.18809400
0.06645300

0.67997900
1.23909300
1.24712700
-0.67997900
-1.24712700
-1.23909300
0.00000000
1.56708500
-1.56708500
0.00000000




H2ClIneeeOHCH3

I T I OIITIOO

=1

1.01663800
-2.61363700
-2.17341800
-3.46378400
-2.94176100
-1.61640200
-1.26208200
-0.07938000

1.01701300
0.41293100

1.70399800
0.40540400
0.91350800
0.97894500
-0.60179100
0.23552500
1.12216500
-1.20096100
-1.44897100
-0.67443800

0.05344200
0.35702300
1.22748600
-0.03590100
0.63790800
-0.69084800
-0.89517100
1.58091800
-1.36809000
0.02712200

H2ClIneeePH:

I T W I I T

In

1.78362500
-1.28601300
-1.28601300
-3.01957400
-1.60972400
-0.29208300
-0.29208300

0.00000000

-0.84039400
-2.36851200
-2.36851200
-1.66930800
-1.50594000
1.44102300
1.44102300
0.82449100

0.00000000
1.07452000
-1.07452000
0.00000000
0.00000000
-1.56931100
1.56931100
0.00000000

H2ClIneesO(CHz)2

I T T T O O T T T O

-2.71364200
-2.90564600
-3.57285300
-2.53471800
-1.52697000
-1.67358200
-1.83407600
-0.74131100
-2.53023700

0.10049100

-0.35150700
-0.61894700
0.20140400
-1.25585000
0.46194200
1.70226300
1.48904100
2.26033300
2.25979800
-1.02664500

-0.25424600
0.79861500
-0.66443400
-0.85054500
-0.35788700
0.37541400
1.44561400
0.23200300
-0.03376800
1.73578700




In

Cl

0.42702500
0.43610200
1.80949400

-1.72906600
-0.71219800
1.26573900

-1.30079900
0.07774500
-0.17858200

11. Thallium Bonded Complexes

HF2Tleee«OH>

A TMITITITOT

1.10548800
1.93141600
2.57379200
2.17955400
-0.68969800
-0.95918300
-0.25718200

0.53893500
-0.78715900
-0.39392600
-0.46446700

1.34157300
-1.58276200

0.18776000

1.42485100
-0.65767500
-1.26463900

0.23777700
-1.22579400

0.55219000
-0.12690500

HF2TleeeSH2

W I m I I =

0.08727100
-2.16173200
-2.16173500

0.08727300

1.32204800
-2.38208800

0.48819700

1.54933600
-0.97718300
0.97718600
-1.54933600
0.00000100
-0.00000100
0.00000000

1.10984400
0.63845600
0.63845100
1.10984400
-1.61666700
-0.27743600
-0.18763500

HF2TleeeNH3

0.27168300
2.04300900
2.30110800
2.56575300
2.30111100
-1.45256000
0.27168100
-0.30749100

1.57369700
-0.00000300
0.82522000
0.00000600
-0.82523100
0.00004000
-1.57368200
-0.00000200

1.05958500
-0.52725000
0.02019200
-1.40159500
0.02018200
-1.35414000
1.05959300
-0.15637600

HF2TleeeNCH

0.16090700

1.55621400

1.11097200




m T 2 O I

-4.25472200
-3.22030300
-2.09182300
1.03766200
0.16099500
0.42326600

-0.00002300
-0.00002700
-0.00002400
0.00005300
-1.55624500
0.00000700

0.26142600
-0.04286300
-0.37456200
-1.73003100

1.11094000
-0.19320400

HF2TleeeCO

-0.03778900
2.26320200
3.38340600

-1.19147800

-0.03780600

-0.47869900

1.54727600
-0.00000800
-0.00000300

0.00000700
-1.54727600

0.00000100

1.07792800
-0.36199700
-0.12266600
-1.67044900

1.07792800
-0.17998700

HF2Tlee«OCH2

0.22497400
2.61376600
2.25223000
3.70038600
1.82597300
-1.55873000
0.22495900
0.47819300

1.50218300
-0.00001200
-0.00006800

0.00000600

0.00003000

0.00003400
-1.50223700

0.00000400

1.07263500
0.01083500
1.05182400
-0.18749100
-0.94186600
-1.38492700
1.07256800
-0.13970800

HF2TleeeC2H4

m I I O I T O

2.25073800
2.03431900
2.33435900
2.40628100
2.64154500
2.33617200
-0.04444900

0.68846800
0.58187800
1.70052200
-0.40705500
-0.31151900
-1.41264100
-1.15196700

0.31061900
1.37680500
-0.09288700
-0.47940600
-1.54354100
-0.05353000
1.52466400




Ti

-0.88916000
-0.38711600
-0.51588100

-0.62437200
-0.09157800
1.79590800

-1.68656000
-0.19840900
0.59572900

HF2Tlee«OHCH3

I T O I I T O =

o |

0.21496800
2.80578100
2.54128300
3.74778300
2.89562200
1.74648900
1.61235400
-1.53088800
-0.50936400
-0.08322300

1.54090800
0.27726900
0.77974200
-0.28007100
1.01791800
-0.63757500
-1.29081200
0.01136800
0.04083400
-1.55298700

1.02767000
-0.12619300
0.81324700
-0.03112600
-0.92939600
-0.52963200
0.18996300
-1.45606000
-0.15949800
1.11977000

HF2TleeePH3

-0.08816800
-2.61801400
-3.06072500
-3.23377300
-2.33041300
1.39267700
0.49992900
0.30836400

-1.49388300
0.36399500
-1.10726500
0.99491000
0.09455900
-0.21880600
-0.03173900
1.61829200

1.15430700
1.15559200
-0.36252800
-0.82030300
-0.20102600
-1.57100300
-0.18556300
1.02838200

HF2TlessO(CHa)2

O I T T O =

0.75951500
-2.45723200
-2.32119100
-3.52234400
-2.05665300
-1.71916900

1.86940600
-1.05061800
-1.32164200
-0.89021000
-1.83941100

0.15705700

0.12564900
-0.27850300
0.77986700
-0.50780900
-0.92994200
-0.57735300




I T T I O

-2.22157700
-2.12485700
-1.59915900
-3.27461200

1.26544500
0.60728200
-0.06288200

1.26687700
1.02519400
2.13378700
1.44155000
-1.16051900
-0.15858000
-0.65805200

0.21702700
1.28665900
-0.02811200
-0.05301100
-1.28052400
-0.13778100
1.74999800

H2FTleee«OH>

I T I T O =

-1.17038700
-1.98519900
-2.41837000
-2.11078700
0.64397600
0.69818500
0.36545800

1.47724400
-0.91422500
-1.26895200

0.07217000
-0.25978500
-0.16335900
-0.05384500

0.01712800
-0.10965800
0.67867700
-0.06061300
1.63527100
-1.62778100
0.00120400

H2FTleeeSH2

0.33583800
1.90258200
2.55761900
-0.81818800
-0.77198500
2.41777300
-0.55033300

1.83086200

0.94417700
-0.37277200
-0.37105200
-0.41326900
-0.33587400
-0.13445500

0.00942100
-0.05846000
1.26097300
-1.62998600
1.63228700
-0.08266200
0.00040700

H2FTleeeNH3

I IT I I Z T

-0.82354600
-2.04620200
-2.25877700
-2.47628900
-2.47634500

0.69134500

1.70964900
-0.73705800
0.27002200
-1.15677200
-1.15686600
-0.31312000

-0.00005700
0.00008800
0.00003900
0.82357000

-0.82331700
1.62660200




Ti

0.69126500
0.34029800

-0.31326600
-0.09330200

-1.62660800
-0.00000500

H2FTleeeNCH

I I Z O I

0.23190200
4.18840400
3.18580100
2.08808700
-0.70387500
-0.70384500
-0.47653400

1.84935500
0.25804500
-0.13856400
-0.56598000
-0.46253100
-0.46278700
-0.13807000

-0.00014100
0.00001300
0.00003600
0.00006200
1.62786200

-1.62780200
0.00000700

H2FTleeeCO

I T O O =

Tl

-0.40194500
-2.26555700
-3.38061200
0.75400100
0.75434400
0.52774600

1.76223700
-0.48503800
-0.21793500
-0.43787400
-0.43773800
-0.12754100

0.00001400
-0.00016300
-0.00019700

1.62802800
-1.62794700

0.00002900

H2FTlee«OCH2

T T O I T O

0.49074500
2.73741500
2.42107900
3.81109000
1.89165700
-0.76372100
-0.76381000
-0.50221100

1.78081400
-0.01676500

1.04219000
-0.28444100
-0.91892900
-0.36327600
-0.36342800
-0.10625100

0.00001900
-0.00000600
-0.00001600
-0.00000900

0.00000900
-1.63160900

1.63156400

-0.00000200

HoFTleeeC2oH4

0.16507900

-2.34899800

0.67907000




I r m I T O T T

Tl

-0.75301000
1.06583800
0.16507900
1.06583800

-0.75301000

-1.89065800
0.51896600
0.51896600
0.16507900

-2.12245500
-2.59622300
-2.34899800
-2.59622300
-2.12245500
-0.02962000
0.66245600
0.66245600
0.45144400

1.22810800
1.24816600
-0.67907000
-1.24816600
-1.22810800
0.00000000
1.62480000
-1.62480000
0.00000000

H2FTlee«OHCH3

I T T O T T T O T

-

0.33393200
2.82078500
2.51817500
3.78727000
2.92261300
1.82336700
1.61939200
-0.29768300
-1.25465600
-0.54089100

1.83849300
-0.47866000
-0.25954200

0.00317700
-1.56379900
-0.02630200

0.92441800
-0.73591600
-0.07746500
-0.14512300

-0.17045100
-0.28266000
-1.31950200
-0.07278300
-0.15200100

0.65573300

0.44630700
-1.55673300

1.49473900
-0.01056600

H2FTleeePH:

I T W I I I =

Tl

1.65015600
-0.11327700
-0.11327700
-1.95597900
-0.81694500
-0.20734800
-0.20734800

0.00000000

-0.76158700
-2.84855700
-2.84855700
-3.09403900
-2.24104400
0.92771500
0.92771500
0.58525500

0.00000000
1.06711600
-1.06711600
0.00000000
0.00000000
-1.62655900
1.62655900
0.00000000

H2FTleeeO(CH3)2




I T T T T O O IT T T O =

o |

0.61137900
-2.55805600
-2.50261700
-3.61058600
-2.13090000
-1.79186900
-2.31586500
-2.33246900
-1.63211500
-3.33625600

0.42822700

1.11819000

0.64289600

1.90915500
-1.13594800
-1.18647400
-1.03600700
-2.04817400
-0.02774300

1.22843800

1.22173300

2.00958600

1.37078100
-0.56971300
-0.60665200
-0.20580800

0.00105200
0.08930700
1.19108000
-0.22303600
-0.34923500
-0.40451900
0.08589300
1.18925200
-0.26374000
-0.30530900
1.63901200
-1.54505900
0.01040200

H2ClITlee«OH>

2.03775600
0.56574400
0.57211400
1.45038700
-0.87022500
-0.87172800
-0.48701700

-0.57105800
2.15451000
2.70584400
1.73440200

-0.12842700

-0.23316900

-0.14329300

0.00814900
-0.10158600
0.69432200
-0.11793400
1.62988000
-1.62065100
0.00109300

H2ClITleeeSH2

-0.22059200 2.13705300

2.19293200
2.52831300
-0.64357000
-0.64680200
2.50964200
-0.49179100

0.98481700
0.10831500
-0.75381700
-0.77536800
-0.27191900
-0.38942200

0.00324500
-0.45528900
1.24422300
-1.62622900
1.62174300
-0.05301100
0.00010600




H2Cl1TleeeNH3

Cl 2.11487400 -0.29366900 -0.00005300
N 0.06667600 2.21785000 0.00008400
H 1.08627800 2.10985900 0.00001500
H -0.18657400 2.76577600 0.82286200
H -0.18667900 2.76588200 -0.82259100
H -0.84541700 -0.38182300 1.62065800
H -0.84548000 -0.38169800 -1.62065500
Tl -0.43755200 -0.21494500 0.00000000
H2ClITleeeNCH
Cl -0.13026100 2.12642800 0.00000000
H 4.30934300 0.17022400 0.00000300
C 3.27957100 -0.14961200 0.00000100
N 2.15229700 -0.49106800 -0.00000100
H -0.59851200 -0.76995200 1.62119100
H -0.59851000 -0.76996100 -1.62118800
Tl -0.44001700 -0.37585700 0.00000000
H2CITleeeCO
Cl -0.11204400 2.09462200 -0.00002200
C -2.29965300 -0.58172700 -0.00014300
@) -3.43249500 -0.40449900 -0.00024200
H 0.68262900 -0.72220400 1.62117400
H 0.68275100 -0.72224400 -1.62107700
Tl 0.51601500 -0.33873800 0.00003800
H2CITlee«OCH2
Cl -0.72540600 -1.98524300 -0.00000500
C -2.71807300 0.75575600 0.00001300
H -2.71665200 -0.34954700 0.00006500
H -3.67992700 1.30229300 -0.00001000
@) -1.65916400 1.38970900 -0.00002100




Tl

0.86519500
0.86516400
0.57506000

0.47087800
0.47088900
0.20003000

-1.62525700
1.62526400
0.00000100

H2ClTleeeC2H4

I T O I T O

Cl

Tl

-1.42280800
-1.95126500
-0.92096700
-1.42280800
-0.92096700
-1.95126500
-1.42280800

0.96382200

0.96382200

0.55652100

-1.93273000
-1.15207400
-2.72155400
-1.93273000
-2.72155400
-1.15207400

1.60768400
-0.11111100
-0.11111100

0.04730400

0.67937800
1.23391100
1.24698200
-0.67937800
-1.24698200
-1.23391100
0.00000000
1.61878700
-1.61878700
0.00000000

H2CITlee«OHCH:

I I T OIIIOOQO

-

0.31284700
2.71547700
2.48789200
3.75212400
2.57777600
1.80040100
1.82334700
-0.29035500
-1.28557900
-0.55653900

2.11367300
-0.76056400
-0.13053500
-0.59324700
-1.81850700
-0.47299100

0.49693300
-0.81877500
-0.41061400
-0.30012800

-0.05181900
-0.37151100
-1.24505200
-0.04630900
-0.62699900

0.71597800
0.84754000
-1.58839500

1.48105600
-0.01777400

H2ClTleeePH3

Cl

1.73919700
-1.15952100
-1.15952100
-2.96783800

-1.19842500
-2.64294500
-2.64294500
-2.19596200

0.00000000
1.06802100
-1.06802100
0.00000000




Tl

-1.59572000
-0.17183000
-0.17183000

0.00000000

-1.82154400
1.04309400
1.04309400
0.65545700

0.00000000
-1.62109100
1.62109100
0.00000000

H2CITlee«O(CH3):

I T T T T 0O OxT T IT O

o d

-2.85896700
-2.87532300
-3.83763500
-2.64049400
-1.82163200
-2.03971800
-2.04164800
-1.20841600
-3.00517500
0.08945700
0.63668300
0.41956700
1.46251600

-0.49676400
-0.68536000
-0.10551900
-1.42851600
0.43881200
1.71049200
1.57883600
2.36030500
2.12688100
-0.73108600
-1.18314300
-0.52742500
1.76448100

-0.07169700
1.01627000
-0.39395400
-0.61111700
-0.40738700
0.24267600
1.33868700
-0.05243900
-0.08748100
1.66707700
-1.49871700
0.02886600
-0.08724900

12. Carbon Bonded Complexes

NO2H3zCeesOH2

O OO0 zI T xTIT T O

0.26483000
0.57842500
0.64101800
0.57722600
3.86736500
3.86744600
-1.22612400
-1.79662200
-1.79343600
3.27285800

-0.00167400
0.90425500
0.00676700

-0.91627900
0.76041400

-0.76024500
0.00007200

-1.09885700
1.10062500
0.00006000

0.08610200
0.61264700
-0.94380100
0.59808300
-0.06831500
-0.06807400
0.01117500
-0.03422300
-0.03400100
-0.02244800




NO2H3zCeesSH>

O 0O Z2 w I IT T T T O

-0.45729800
-0.15578400
-0.13203500
-0.08492500

3.50827000
3.48804800
3.12638400
-1.94891400
-2.55011800
-2.48232200

0.03536500
1.02997700
-0.76037400
-0.16091100
0.97189800
-0.97935800
-0.00040900
-0.00137600
1.08112900
-1.11828500

-0.07055600
-0.41195100
-0.74863700
0.94245200
0.76756200
0.76877000
-0.08728100
-0.00541500
0.03588000
0.03156200

NO2H3CeeeNH3

O ozIITIxITzZIT I IT O

0.22679700
0.56532900
0.55889900
0.56102700
3.40247600
3.79683500
3.79567400
3.80901900
-1.26670900
-1.82711500
-1.84762600

-0.00811600
0.12834600
-0.97398400
0.83234400
-0.00093900
0.86810900
-0.74587900
-0.12467900
-0.00044300
1.10426800
-1.09500400

0.03052100
-1.00337300
0.41974400
0.64552800
-0.00958700
-0.37172700
-0.58608200
0.91846200
0.01005600
-0.01290200
-0.01321900

NO2H3CeesNCH

Z I T T T O

0.22530000
-0.09895000
-0.10989700
-0.11775600
-5.13968400
-2.88003900

-0.02238800
-1.01551000
0.18536000
0.77146100
0.01147900
-0.00614000

0.02132000
0.34382400
-1.00210700
0.69197700
-0.00913600
-0.00244400




O o0 =z O

-4.06199400 0.00304100
1.71824000 0.00063100
2.31252500 -1.08682500
2.26485600 1.11205800

-0.00588400

0.00849600
-0.01031400
-0.00962900

NO2H3zCeesCO

cozooITxTTITO

-0.30653300
0.02457600
0.02606400
0.02561300
3.07530200
4.22458700

-1.79989500

-2.37729900

-2.35848700

0.00675400
-0.82304100
-0.15226800

0.98098900
-0.01290600

0.00917500

0.00133400

1.09717800
-1.10361600

-0.02618200
-0.65894000
1.00732500
-0.39679100
0.01452600
0.00004200
-0.00956600
0.01174000
0.01138100

NO2H3CeeeOCH:

oo zooITITxIT IT IO

-0.33372000
-0.00295300
-0.01302400
0.01699300
4.42111700
4.45795100
3.85886600
2.63478800
-1.82572700
-2.39132100
-2.39982600

0.00552900
-0.90978900
0.91136500
0.02191200
0.10865900
-0.16505000
-0.01252400
0.02056300
-0.00203200
-1.10430100
1.09487400

0.05139100
0.55066700
0.57414000
-0.98769300
0.95000900
-0.92189000
0.00029900
-0.02866000
0.01130700
-0.00587100
-0.03478400

NO2H3CeesPH3

@)

-0.53433600
-0.19910500
-0.20579600

-0.01524600
0.22028000
-1.01438900

0.02429500
-0.99361000
0.32484200




O Oz xTxIT T v I

-0.19985300
3.18116300
3.93386100
3.95041100
3.94299600
-2.02778100
-2.57764800
-2.61478600

0.76493600
-0.00129400
0.27027500
-1.14884000
0.88638800
-0.00063500
1.10863300
-1.09154700

0.71615100
-0.00342400
-1.18302800

0.34741600

0.81103900

0.00817200
-0.01066100
-0.01114200

NO2H3CeeeHF

O oz mTIIIT IO

0.28243400
0.61188100
0.61767200
0.61369700
417197500
3.24871000
-1.21045100
-1.76771500
-1.79166700

-0.00662700
0.23570000
-1.00486300
0.77247800
0.02786600
-0.00649100
-0.00110300
1.10460300
-1.09526400

0.01955900
-0.99838600
0.31456500
0.71381100
0.03710700
-0.01264700
0.00870200
-0.00823900
-0.00820400

NO2H3CeeeC2H:>

O oz T OIT OIT T T O

0.10958200
-0.26184500
-0.24905300
-0.15870800
-3.29525900
-3.35059900
-3.24899000
-3.21967100

1.59919800

2.07893800

2.25274900

-0.09842400
0.30603800
0.51765200

-1.15214400

-0.60562600

-1.67972100
0.62528800
1.70048200
0.00298200
1.14426700

-1.04934300

0.03108800
-0.91800200
0.86306400
0.15128800
0.00289500
0.02175200
-0.01936700
-0.03907800
0.00412900
0.00043600
-0.02488900




NO2H3zCeeeHCI

I T T IT O

-0.41593500
-0.15291500
-0.05017900
-0.05022200
3.50547100

3.06599000
-1.90525200
-2.56677400
-2.37592700

0.10153800
1.16333200
-0.39567100
-0.42936800
-1.14144300
0.06991300
-0.00937300
1.03817800
-1.15430200

0.00345100
0.02229000
-0.90255100
0.88995400
-0.00901100
-0.00014400
0.00062100
-0.00227900
-0.00063100

NF2H3CeeeOH?

M m O z I I I I I O

-0.28206600
-0.70931900
-0.43828100
-0.70885900
-4.06127300
-3.74219200

1.14688100
-3.31865400
1.65990500
1.65935900

0.00036700
-0.89728400
0.00017400
0.89844200
0.00170500
-0.00215600
0.00008100
0.00000100
1.10100400
-1.10141100

0.19110700
0.65318500
-0.89609100
0.65278700
0.53700800
-0.94958400
0.51468000
-0.08110200
-0.22790000
-0.22742100

NF2H3CeeeSH2

m 2 w I I T I I O

0.42612000
0.03982000
0.04002000
0.18211900
-3.44099800
-3.37760800
-3.18816500
1.87709400
2.32609700

-0.00179900
-0.90240800
0.89462600
0.00260600
-1.06793700
0.86301000
0.01450000
-0.00275000
-1.10063900

-0.29744100
-0.79055300
-0.79834200
0.77345800
0.73215100
0.99892500
-0.03359100
-0.50617700
0.27946400




2.32622500

1.10154300

0.27050400

NF2H3CeeeNH3

m m 2 I T T Z I IT T O

-0.23865100
-0.43963800
-0.64817100
-0.64796600
-3.44223500
-3.74547600
-3.74482600
-4.00645300

1.20220700

1.68594300
1.68568400

0.00013100
0.00011200
0.89665100
0.89693300
0.00003600
0.81450700
-0.81394000
-0.00076500
-0.00006300

1.10143400
-1.10152200

-0.24489500
0.83434300
-0.72422300
-0.72433600
0.09907100
0.63422000
0.63533900
-0.75140000
-0.51366500
0.24821600
0.24818300

NF2H3CeeeNCH

M m Z2 O Z I I T I O

-0.19895000
0.20830500
0.00537000
0.20673200
5.18933800
2.93801500
4.11573700

-1.64032500

-2.12279900

-2.12101300

0.00100600
-0.89611800
0.00089400
0.89911100
-0.00114100
0.00059900
-0.00036400
-0.00017900
1.10076500
-1.10182500

-0.24065900
-0.72218800
0.83832700
-0.72170800
0.20694900
0.00977700
0.11223300
-0.50518200
0.25784900
0.25737500

NF2H3CeeeCO

O T T T O

-0.27870800
0.11431700
-0.05348800
0.11547600
3.13138700

-0.00094100
-0.90030000
-0.00090600
0.89765200
0.00134000

-0.27073400
-0.76107400

0.80451900
-0.76124300
-0.01820500




m n 2 O

4.27047700
-1.72617800
-2.18664500
-2.18812700

-0.00076600
-0.00003000

1.10146400
-1.10063000

0.13727700
-0.50261700
0.27044900
0.27083300

NF2H3CeeeCoH4

m m Z2 I I O I I O I I T O

0.21950300
0.01564100
-0.20473400
-0.16675000
-3.15485200
-3.03405500
-3.22290900
-3.22992200
-3.36076100
-3.17189200
1.66125400
2.11639500
2.16230500

-0.01863400
0.16923800
-0.97758400
0.79272200
0.62526100
0.73080000
1.54345600
-0.59005200
-0.69510100
-1.50800500
-0.09272900
-1.05743400
1.11233700

-0.25299900
0.81004000
-0.57580200
-0.88240200
0.37062900
1.45208100
-0.21890800
-0.21176100
-1.29218600
0.37932100
-0.50675200
0.43455700
0.05876600

NF2H3CeeePH3

m m Z2 I I T bW I T I O

-0.50112300
-0.26321600
-0.11146700
-0.11317300
3.23307600
3.70223300
4.11200600
4.11332800
-1.95102800
-2.40502100
-2.40297000

-0.00130800
-0.00118700
0.89684700
-0.90050900
-0.00007400
0.00213700
1.04297700
-1.04318200
-0.00001100
-1.10039600
1.10172500

-0.29210900
0.78050300
-0.78726100
-0.78672100
0.03899400
1.38525200
-0.37552500
-0.37256500
-0.50762400
0.27131900
0.27061700




NF2H3CeeeHF

m M Z2 m I I I I O

0.29927600
0.46010800
0.72086200
0.72199500
4.19767700
3.28189100
-1.13102300
-1.63911400
-1.64045900

0.00096300
0.00091200
0.89995300
-0.89732700
0.01570600
-0.00219100
0.00011500
-1.10137000
1.10069200

-0.19486600
0.89170900
-0.66101500
-0.66120000
0.22157800
0.09147800
-0.51351300
0.23042100
0.23062500

NF2H3CeeeCoH2

m m 2 I O I O I I T O

0.07726200
-0.07234800
-0.34740800
-0.35394300
-3.39672300
-3.53342800
-3.25272300
-3.13821500

1.50472400

2.02315900

2.01521600

-0.00803500
0.01018200
-0.91696600
0.88185100
-0.01670900
-0.04898400
0.02038500
0.05281600
-0.00868000
-1.09482700
1.10682900

-0.18779700
0.90077900
-0.63152100
-0.66263100
-0.52567500
-1.59206500
0.69727800
1.76630300
-0.51947100
0.23864100
0.20053700

NF2H3CeeeHCI

T— I I I O

z

-0.38043500
-0.01707600
-0.16807400
0.05228800
3.40326000
3.12119100
-1.82408700
-2.33578100

-0.05983500
-0.99428300
-0.02317200

0.80225800

0.49300100
-0.02695300
-0.01534300
-1.06312700

-0.25839300
-0.70443700
0.81893200
-0.78100600
1.14312000
-0.00158800
-0.50814500
0.30596900




-2.25082300

1.13499500

0.21155900

HOH3zCee«OH>

I O I T O T T IT O

0.72490600
0.35440800
0.34162500
0.33817400
-2.40229800
-3.02239100
-2.93771700
2.15996900
2.51509300

0.00764400
0.91927300
-0.01244300
-0.87337900
0.00404800
0.72776500
-0.78989200
-0.00779000
0.01275200

0.00785600
-0.48749900
1.03457900
-0.52905700
-0.03982800
0.11883200
0.08856800
0.10484100
-0.79266400

HOH3CeeeSH>

I O W I T IT IT T O

1.49943500
1.12475500
1.10917700
1.12313000
-2.47750000
-2.47813500
-2.13424700
2.93181500
3.29539300

0.00623400
-0.52818200
1.03115300
-0.49581100
0.73899600
0.78396800
-0.10615100
0.11392600
-0.78052400

-0.00086300
-0.88952400
-0.01967600
0.90578800
-0.99217100
0.95702700
0.00255900
-0.00153000
0.01503800

HOH3CeeeNH3

I T T 2 T T T O

0.78348200
0.41094100
0.41050500
0.38575800
-2.50711200
-2.81210300
-3.06517400
-2.80808900

-0.00899400
-0.52890700
-0.52951100
1.01268700
-0.02088800
0.50968800
-0.87517800
0.51675200

0.00022000
0.89702300
-0.89605300
-0.00003200
0.00010000
0.81667800
-0.00501100
-0.81334200




2.21763500
2.58597800

0.10967700
-0.78276700

-0.00018400
0.00018900

HOH3zCeeeNCH

I O oz I xT ITIT O

-1.31164700
-0.93752200
-0.93732900
-0.91930000
4.13961300
1.88692400
3.06555300
-2.74603600
-3.10907900

-0.00498200
0.51334500
0.51358800

-1.02895200

-0.11738900
0.06708600

-0.02923200

-0.11550100
0.77910500

0.00011000
0.89757100
-0.89707300
0.00002000
0.00027100
-0.00017900
0.00006500
-0.00007900
0.00005200

HOH3CeeeCO

T OO0 O IT IT IT O

-1.40330300
-1.04020800
-1.01810700
-1.01185900

2.01436500

3.16003400
-2.83509500
-3.19570900

-0.00471700
0.53069200
-1.03160000
0.49293300
0.04500800
-0.02005400
-0.10764800
0.78784800

-0.00920700
-0.90199800
-0.03715200
0.89359100
-0.04574000
0.03085100
0.01176300
0.03433200

HOH3CeesOCH2

O O IT T T T IT O

-1.41383400
-1.03824100
-1.03186900
-1.03255400
3.47611300
3.46542000
2.88806100
1.66384500

0.01044800
1.04026500
-0.50534100
-0.50002400
0.93473100
-0.95713500
-0.00785800
-0.00069800

0.00056400
-0.00236100
-0.89499500

0.89950800
-0.00228500

0.00180900
-0.00017100
-0.00002400




-2.84957000 0.09753500

-3.19842800

-0.80273800

0.00009600
-0.00461200

HOHzCeeeHCl

I O T T T T O

-1.40627700
-0.99617400
-1.01087500
-1.07994200

3.29150800
-2.84114700
-3.15153800

2.00669800

0.04829500
-0.45950800
-0.43473600

1.09617400

0.07015700

0.07114500
-0.84328200
-0.01692600

0.00658000
-0.88273700
0.91603500
-0.00509900
0.02404200
-0.00567200
0.00357100
-0.00293600

HOH3zCeeePH3

I O I T I W IT T T O

1.55927500
1.20996200
1.21533700
1.11617800
-2.13557400
-3.10695200
-3.10901400
-1.90435400
2.98271600
3.39508000

-0.04902600
-0.58430300
-0.59099000

0.95506900
-0.07733900
-0.00570900
-0.01905800

1.33038200

0.13801000
-0.73523800

-0.00215900
0.89642500
-0.89883900
-0.00720100
0.00079400
1.04274100
-1.04006400
-0.00846000
0.00131900
0.00588800

HOH3sCeeeHF

O mMm I I T IT O

0.70417100
0.32337800
0.32120900
0.33216100
-3.30952500
-2.38801800
2.13907800

-0.01367700
0.50006600
0.49577500

-1.04533000

-0.05487700
0.01903700

-0.09837700

-0.00082500
-0.89830400
0.89834900
-0.00405000
0.02094500
-0.00247700
0.00099300




2.48729100

0.80210800

0.00235200

HOH3CeeeC2H>

T OxTxToIT oI I T O

-1.12007100
-0.73674000
-0.73834300
-0.74276000
2.31470100
2.33795000
2.29368800
2.27986600
-2.55248000
-2.91004600

0.00372600
-0.11115300
-0.82769200

0.95472500

0.61289700

1.68794100
-0.61874500
-1.69401100
-0.01095700

0.09057500

-0.00573100
-1.02697900
0.61012400
0.40624000
0.00098600
-0.00967200
0.01018800
0.01581000
-0.10216200
0.78911400

13. Silicon Bonded Complexes

FHsSieee«OH>

I T O m I T T

0.00860200
0.04102300
0.00865000
2.09163400
-2.38325700
-2.86778000
-2.86793600
0.42277100

1.23600300
-0.00030900
-1.23577000

0.00002300

0.00000100

0.76303900
-0.76291800
-0.00001800

-0.68957000
1.44339200
-0.69006700
-0.01022300
-0.08214400
0.25993000
0.25997500
0.01182200

FHsSieeeSH>

0.69211100
0.66463500
0.69214700
2.77481200
-2.52964400
-2.52975300
1.11124500

1.22940000
-0.00005900
-1.22938900

0.00001300

0.97543600
-0.97532000
-0.00001100

-0.71991200
1.40623500
-0.71998700
0.01696700
0.81241000
0.81251700
-0.00704300




-2.34501500

-0.00000200

-0.10283500

FH3SieeeNH3

T T T z m I I I

<)

-0.02127000
-0.02124300
-0.02126300
-2.03302800
2.20810000
2.59661600
2.59653000
2.59650400
-0.34895200

-0.24337000
-1.11200100
1.35539200
-0.00000600
0.00000000
0.72675500
-0.88512400
0.15831800
0.00000600

-1.42455900
0.92303300
0.50149200
0.00000900
0.00000000

-0.60241000

-0.32816400
0.93064000

-0.00000800

FH3SieeePH3

I I I v n I IT I

0.74889300
0.74889700
0.74889200
2.84298900
-2.33780800
-3.09209500
-3.09212100
-3.09210400
1.17927500

0.86177500
0.54460600
-1.40639000
0.00000000
-0.00000100
1.19859200
-0.73446900
-0.46410200
0.00000100

-1.12640400
1.30951900
-0.18311700
-0.00000100
0.00000100
0.15609200
0.95995200
-1.11605700
0.00000100

FH3sSieeeCO

0.57707100
0.57634700
0.57566100
2.67498500
1.01352000
-2.20001400
-3.34914200

1.39051400
-0.92829300
-0.46096900
-0.00050400

0.00024000

0.00093700
-0.00071100

0.27014900
1.06928700
-1.33838700
-0.00042200
0.00020100
0.00077400
-0.00059000




FH3SieeeNCH

O Z2 I m I I T

0.49491000 0.94741000
0.49527000 -1.39269700
0.49505300 0.44493600
2.57494500 0.00018100
-4.25907000 0.00078000
-2.00001000 -0.00036700
-3.18113900 0.00023900
0.90616000 -0.00006600

1.06091400
0.29006800
-1.35108000
0.00003400
0.00008200
-0.00003400
0.00002900
-0.00001600

FHsSiee«OHCH:

I T T T OO m IT T I

)

0.37578600
0.43625700
0.84608100
2.56038500
-1.63819600
-2.44645300
-2.11735600
-2.29451600
-3.51372300

-0.59947300
-0.46662300

1.57219900
-0.24875700

0.63130600
-0.55451700
-1.23776100
-1.03729400
-0.32617700

-1.91779700 1.26445300
0.92329200 0.09615300

1.18199500
-1.28772600
0.07982000
0.01947300
-0.10829800
0.02467900
-0.76827200
1.00344600
-0.11804000
0.56735500
-0.00825200

FH3Siee«O(CH3):

I T 0O O m I T T

-0.64905800 -0.00205800
-0.94021500 1.25079600
-0.94042600 -1.24795800
-2.86012400 -0.00005000

1.29364400
1.88142900
1.39858000
1.71236700

0.00003500
1.17750100
2.03995400
1.21015700

1.30039500
-0.82796300
-0.83191400

0.15338500
-0.42047600

0.14564400
-0.33075800

1.23732800




I T T O T

2.96570100
1.88097600
1.39804500
2.96528100
1.71156400
-1.20030800

1.19962600
-1.17773500
-2.03995000
-1.20003900
-1.21052500

0.00011200

-0.05725700
0.14560400
-0.33120100
-0.05702100
1.23720800
-0.07878300

FH3SieeeNCCH3

O 2 m I I I

2]

I T IT O

1.27564500
1.27564800
1.27565800
3.34447800
-1.14730900
-2.33080000
1.67191400
-3.80063500
-4.17141600
-4.17142700
-4.17142700

-0.80331100
1.42233500
-0.61903500
0.00000100
0.00000700
0.00000200
-0.00000200
-0.00000300
-0.58421800
-0.44727100
1.03147600

-1.17857900
-0.10638700
1.28497900
-0.00000700
0.00001000
0.00000300
0.00000200
-0.00000700
-0.85376400
0.93281200
-0.07907500

FH3SieeeNH2CH3

I I 2 m I I I

%

I T I O

0.38067700
0.88908900
0.38067000
2.45843900
-1.47315900
-1.68779100
-1.68779000
0.80913900
-2.31457400
-2.06698500
-2.06696800
-3.39524100

-0.54305000
1.59602400
-0.54307200
-0.28081200
0.62257900
1.19889400
1.19888100
0.11171400
-0.59155900
-1.18700000
-1.18701500
-0.37905200

-1.26437700
-0.00000400
1.26436000
0.00000200
0.00000300
-0.81590000
0.81591700
-0.00000100
-0.00000200
-0.89004600
0.89002700
0.00001000




ClIHsSiee*OH2

H -0.53653400 1.23466600 -0.68473600
H -0.50672100 -0.00043600 1.44677600
H -0.53650700 -1.23431400 -0.68544500
@) -2.96136500 0.00001100 -0.08120100
H -3.46381400 0.76292400 0.23431400
H -3.46389800 -0.76284100 0.23432700
Si -0.12393800 -0.00002200 0.01720900
Cl 1.99609000 0.00001300 -0.00803300
ClIH3SieeeSH>
H 0.12826600 1.22922200 -0.72544600
H 0.10294800 -0.00190300 1.39708300
H 0.12844400 -1.22761700 -0.72858800
H -3.10508400 0.97568600 0.81963600
H -3.10555100 -0.97503100 0.82025700
S -2.94069500 -0.00000500 -0.09923500
Cl 2.65997600 0.00004800 0.01291200
Si 0.54875000 -0.00007900 -0.01533500
ClIHsSieeeNH3
H -0.51591500 0.16162800 1.43710600
H -0.51589900 -1.32540000 -0.57859200
H -0.51590300 1.16376200 -0.85854500
Cl 1.94760400 0.00000200 0.00000500
N -2.75317900 0.00000100 0.00000200
H -3.14201300 0.86484500 0.37862800
H -3.14203300 -0.76029300 0.55969000
H -3.14209600 -0.10452900 -0.93825200
Si -0.20451100 -0.00000300 -0.00001000




ClIH3SieeePH3

H 0.83971800 0.84412800 -0.78887200
H -0.39457400 -1.26227800 -0.53942000
H -0.82830000 0.60319400 0.99503200
P 2.09212700 -1.01041700 1.81974500
H 3.22487700 -1.73078700 1.34196500
H 1.80233400 -1.93622300 2.86340800
H 2.85501800 -0.13978400 2.65060400
Si -0.43345500 0.20934000 -0.37701800
Cl -1.93015300 0.93219000 -1.67886100
ClIHsSieeeCO
Si 0.42718900 -0.00001000 -0.00000800
H -0.01213500 -0.65538300 1.25360200
H -0.01211700 -0.75799300 -1.19438200
H -0.01214100 1.41333200 -0.05925200
Cl 2.53425400 0.00000800 0.00000700
C -2.84519200 -0.00001500 -0.00001700
@) -3.99442800 0.00001700 0.00001600
ClIHsSieeeNCH
H -0.08312300 -1.12015400 -0.87489100
H -0.08284100 1.31802100 -0.53277100
H -0.08306100 -0.19735700 1.40764800
Cl 2.44641700 -0.00012600 0.00001000
H -4.87112200 -0.00083500 0.00003800
N -2.61183000 0.00033800 -0.00001400
C -3.79314500 -0.00028400 0.00001600
Si 0.32662400 0.00012900 -0.00001400
CIHsSiee«OHCH3
H -0.12504500 -0.55177500 1.16899900




T I T T O O T T

Q

-0.07998600

0.24382000
-2.22407600
-2.97263500
-2.60200500
-2.80617500
-4.04872800
-2.54450700

2.48326400

0.38396800

-0.38344200
1.65124900
0.60461900

-0.62066700

-1.28698800

-1.09498200

-0.44721900
1.22420300

-0.16380100
0.18290100

-1.29674000
0.09512800
-0.10174700
0.02458100
-0.76454300
1.00518200
-0.12855300
0.56839700
0.01113500
-0.01219100

ClIHsSiee«OCH2

0.02163600
-0.27940900
0.02163600
-4.24867900
-2.72306700
-3.14467800
-2.41807200
0.31546900
2.41199800

-0.92949700
1.18376600
-0.92947800
0.37827500
1.50378000
0.47681900
-0.51131300
-0.17456400
0.14509700

-1.23677800
-0.00001800
1.23678700
0.00000900
-0.00000500
0.00000100
-0.00000100
-0.00000100
0.00000100

ClIH3SieeeC2H4

I T OIT T O I I =T

]

-0.06022200
-0.06074200
-0.06080300
-2.95460300
-2.84981800
-3.06788000
-2.95450600
-3.06770500
-2.84964700
0.37452900

0.00108300
-1.22658800
1.22537100
0.67551800
1.24344100
1.24375300
-0.67551200
-1.24376500
-1.24341600
-0.00002800

1.41111200
-0.71147500
-0.71344200

0.00645200

0.93494000
-0.92038200

0.00645400
-0.92037800

0.93494600
-0.00471400




Cl

2.48400400

0.00002800

-0.00157500

ClIH3SieeeO(CH3):

I T T OI T T 0o O IT T T

O

-0.18457000
-0.41548900
-0.41546800
1.81831700
2.39200800
1.91958400
2.19787100
3.48057400
2.39183000
1.91945900
3.48042800
2.19759700
-2.81033400
-0.68956400

-0.00040000
1.24921000
-1.24918300
0.00001900
1.17803100
2.04025500
1.21045900
1.20125600
-1.17803100
-2.04023600
-1.20138400
-1.21059800
0.00003600
-0.00001100

1.26129400
-0.87570600
-0.87594200
-0.41062400

0.16929300
-0.31815200

1.25683300
-0.00852000

0.16925900
-0.31827100
-0.00839200

1.25678500

0.10275100
-0.13307200

CNHz3SieecOH>

2]

O 2 I T O I T T

0.02562500
0.40857000
0.40793500
0.37643200
2.77736800
3.30168100
3.30322700
-1.78327900
-2.98209800

-0.00059800
1.24669500
-1.23300300
-0.01595600
0.00040400
0.76444000
-0.76252700
0.00025400
0.00062000

0.01867300
-0.67367500
-0.70011600

1.45403100
-0.07561400

0.19910700

0.19921700
-0.00373600
-0.01815300

CNHzsSieeeSH>

Si

0.68672300
0.28907800

0.00001400
1.23281500

-0.01055000
-0.72332800




O =z W T I T T

0.27197600
0.28911200
-2.96236300
-2.96238000
-2.75408900
2.48699600
3.68615100

-0.00018000
-1.23260500

0.97580900
-0.97580400
-0.00001000

0.00003400
-0.00005100

1.40885800
-0.72366400
0.81014300
0.81016400
-0.09974400
0.00640600
0.01943100

CNHsSieeeNH3

<)
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-0.11270100
-0.20487300
-0.63134800
-0.28538000
-2.53002900
-2.74560400
-2.97016600
-3.02252000

1.69783400

2.87717900

0.00295100
1.24096200
0.06393100
-1.27552500
0.06624500
0.04085400
0.91091400
-0.72296800
-0.04445500
-0.07533600

-0.02040000
-0.82324400

1.36271600
-0.74248400
-0.45793100
-1.45591400
-0.08928500
-0.03640600

0.30730500

0.52076700

CNHsSieeePH3

2]
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0.73869800
0.32614500
0.58785700
0.10897400
-2.71004800
-3.65669800
-3.24902300
-3.43587100
2.50537800
3.68165300

0.01789100
1.42678500
-0.78245500
-0.61952400
-0.06559300
0.59500800
0.44443000
-1.28981200
0.06063400
0.08909200

-0.14554800
0.03164000
1.08866000

-1.32186800
0.53395400

-0.30028300
1.74963200
0.58837600

-0.49363300

-0.72539200




CNHzsSieeeCO

0.51571500
-0.41935100
0.62120000
0.22115300
-2.40466200
-3.44349100
2.14049100
3.22491000

-0.00027800
0.53972200
0.86723400

-1.40723500
0.00119000
0.00178100

-0.00107800

-0.00161100

-0.24345600
-1.25417600
0.94977400
0.10469200
1.13515800
1.62554400
-1.01044300
-1.52235100

CNHzsSieesNCH
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-0.40862900
0.04328300
-0.60991400
0.38035900
4.25808200
2.19496300
3.27343900
-2.06054200
-3.15543000

-0.06419500
1.22083800
-0.02404500
-1.22603300
0.66897000
0.34487900
0.51429500
-0.32374800
-0.49578000

0.17052200
0.74177200
-1.29226100
0.62822700
-1.77690700
-0.91595000
-1.36600700
0.85986000
1.31675400

CNHsSiee«OHCH:

2]
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0.49096100
0.02961800
0.06694400
0.38529100
-2.01443000
-2.79509700
-2.41787600
-2.66744000
-3.86063100
-2.34589400
2.28606600

0.18077400
-0.55915800
-0.40960900

1.65096900

0.58159600
-0.62628200
-1.31252000
-1.08655400
-0.42729200

1.22351400
-0.10581900

-0.01155900
1.18383400
-1.29715600
0.08558000
-0.09778700
0.02510900
-0.74344600
1.01765100
-0.16251700
0.54592500
0.00651900




3.47001700

-0.29408900

0.01966200

CNH3Siee«OCH?

<2
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-0.42367900
0.12365900
-0.15883600
-0.15923100
2.56120200
4.05941800
2.95918100
2.20914400
-2.21571900
-3.40215100

-0.17090300
1.20537100
-0.92324800
-0.92215200
1.51803000
0.35561100
0.48202700
-0.48948200
0.08794600
0.26118300

-0.00023000
-0.00080800
-1.24275100
1.24303400
-0.00038200
0.00025900
0.00006200
0.00032500
-0.00055300
0.00079400

CNH3SieeeC2H4

<2
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0.50968800 -0.00070100
0.10039400 -1.17974900
0.09961000 1.27535300
0.09952600 -0.09692200
-2.79053800 -0.67488700
-2.89931600 -1.24276700
-2.69859400 -1.24306200
-2.78610800 0.67636700
-2.69030900 1.24412900
-2.89116800 1.24497000
2.30832000 -0.00062200
3.50764400 0.00055700

-0.00457300
-0.79754700
-0.62921900
1.41293900
0.00597200
-0.92162500
0.93570100
0.00590800
0.93555100
-0.92171100
-0.00161000
-0.00168100

CNHsSieesO(CHs3)2

Si

-0.79109000 0.00027700
-0.55975500 -1.25525800
-0.34203500 -0.00420300

-0.13128200
-0.87540400
1.28121500
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-0.55893400
1.61557400
2.20811500
1.72498800
3.29014800
2.04371400
2.20954400
1.72828200
2.04423500
3.29179500

-2.60504900

-3.79706400

1.26028500
0.00008600
-1.18058300
-2.04240100
-1.19740400
-1.21402300
1.17996600
2.04243100
1.21397600
1.19492000
0.00027700
-0.00018700

-0.86752600
-0.39099600
0.17126800
-0.30590600
-0.03871300
1.26319500
0.17142200
-0.30644800
1.26320100
-0.03758100
0.05865000
0.18720000

14. Germanium Bonded Complexes

FH3GeeesOH>

T T O I T T

0.15030400
0.08860000
0.09212700
2.52896600
2.98972900
3.09713200
-0.25851700
-2.04189700

1.45294800
-0.68695700
-0.83730700

0.01186900

0.81534000
-0.70784100
-0.01460800

0.03736900

0.07997300
-1.32600500

1.23187900

0.06539500
-0.21048200
-0.23965400
-0.00139800
-0.00157200

FH3GeeesSH>
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-0.38655300
-0.34887800
-0.38655500
-2.54867900
2.85060100
2.85063000
2.69015900
-0.77136500

-1.27711500
-0.00009500
1.27721600
-0.00000300
-0.97544500
0.97542700
0.00000000
0.00000100

-0.74865700
1.45954900
-0.74848700
0.02668400
0.81975600
0.81977000
-0.10024500
-0.00744200




FH3GeeeeNH3
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-0.08163700
-0.08170600
-0.08166100
2.02529500
-2.40196700
-2.79290100
-2.79282200
-2.79273300

0.22529900

-1.33132400
0.07677900
1.25452000
0.00001400
0.00000300

-0.04867500

-0.79131400
0.84006600

-0.00000600

0.67998500
-1.49291800
0.81298300
-0.00002600
-0.00000600
0.94183800
-0.51315500
-0.42880200
0.00001100

FH3:GeesPH3
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0.42184800
0.42183000
0.42184500
2.59971800
-2.70605200
-3.45860100
-3.45853700
-3.45859600
0.82198500

1.47277900
-0.71468800
-0.75808200
-0.00000600

0.00000100

1.20910700
-0.58684700
-0.62230100

0.00000200

-0.02505800
1.28798100
-1.26293800
0.00000800
-0.00000100
-0.02044900
1.05738300
-1.03687300
-0.00000300

FH3GeeeeCO

-0.27015900
-0.26950700
-0.26953200
-2.45186700
-0.67697600

3.67374400

2.52488100

1.39271800
-1.10664600
-0.28545200
-0.00039400

0.00010600
-0.00045200

0.00052500

-0.47415400
-0.96891900
1.44292800
0.00011600
-0.00003000
0.00015400
-0.00019300




FH3GeeeeNCH
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-0.21903900
-0.21930700
-0.21916200
-2.37823100
4.52363500
2.26489200
3.44563900

-1.07393800
-0.34262200

1.41660200
-0.00004800
-0.00022900

0.00010800
-0.00006900

-0.59344200 0.00000900

-1.01560700
1.43798200
-0.42214800
-0.00015000
-0.00045500
0.00019300
-0.00015300
0.00003600

FH3Geee«OHCH3
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0.10677500
0.17353600
0.61679400
2.38393000
-1.92689100
-2.72298400
-2.35810100
-2.59635800
-3.78757700
-2.23989600
0.63695300

-0.67036500
-0.49587300
1.59567900
-0.31188600
0.61402500
-0.58159400
-1.27242900
-1.04605400
-0.37043200
1.25557400
0.07463200

1.21890600
-1.34107500
0.10660600
0.02186600
-0.10188200
0.02367800
-0.74678600
1.01471500
-0.15817400
0.55090300
-0.00527800

FH3Geee«OCH2
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Ge

0.36366400
-0.05650700
0.36331300
2.32878400
-3.94914300
-2.47156700
-2.85103500
-2.08309100
0.58006600

-0.86559600
1.31447300
-0.86380900
0.28254500
0.29510500
1.48472400
0.44167700
-0.51515100
-0.07614500

-1.28557000
-0.00103100
1.28661500
0.00000100
0.00012700
-0.00010400
0.00000400
-0.00001700
0.00000200




FH3GeeeeC2H4
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-0.21486900
-0.22623500
-0.22623300
2.63906400
2.50450200
2.78396700
2.63904800
2.78394000
2.50448500
-0.62396100
-2.40127700

0.00000400
1.27491200
-1.27492200
-0.67568200
-1.24337800
-1.24380400
0.67568600
1.24381400
1.24337800
-0.00000100
0.00000000

1.46341200
-0.74589700
-0.74588000

0.01175400

0.93660300
-0.91073300

0.01175600
-0.91073000

0.93660700
-0.00722200

0.00740700

FH3GeeeeO(CHz)2
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-0.33850100
-0.66129500
-0.66133700
-2.65312600
1.63246400
2.21164400
1.73239100
2.02939300
3.29799000
-0.88060900
2.21161800
2.02932800
1.73238000
3.29797100

0.00002800
1.29546500
-1.29553900
0.00002300
0.00000500
1.17841200
2.04012300
1.20968300
1.20300000
-0.00000600
-1.17841400
-1.20969900
-2.04011500
-1.20300700

1.37013700
-0.83636100
-0.83627500

0.20630000
-0.41448400

0.15949500
-0.32217400

1.24912100
-0.03069500
-0.06077500

0.15949800

1.24911700
-0.32220300
-0.03065400

ClIH3Gee*sOH?

0.52367500
0.47647900

1.44506000
-0.71385400

0.05172900
-1.30946100
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Ge

0.48396300
2.93915200
3.41208000
3.53146300
-2.09409200
0.11433400

-0.81466100
0.02424700
0.83090000

-0.69109900
0.02552700

-0.02138400

1.24256500
0.05877700
-0.18547700
-0.20823800
0.00030100
-0.00207600

ClH3Geee*SH2

0.01078500
0.04385500
0.01078900
3.24685200
3.24684100
3.11323000
-0.38769500
-2.58615000

-1.27303300
-0.00002300
1.27305000
-0.97531900
0.97533700
0.00000000
-0.00000100
0.00000200

-0.75238500
1.44756400

-0.75234900
0.83078100
0.83076300

-0.09364300

-0.01495200
0.02190400

ClH3Gee*sNH:3

0.46418600
0.46420800
0.46419800
2.79579200
3.18732600
3.18726900
3.18720400
0.15327400
2.08410100

1.36879500
-0.17211600
-1.19665700
-0.00000500

0.10904100

0.75667000
-0.86578200

0.00000600
-0.00000700

0.59152700
-1.48115400
0.88965200
-0.00000600
0.93669500
-0.56284400
-0.37393800
0.00000800
-0.00000800

ClH3Gee**PH3

0.02088900
0.02088700
0.02087900

1.39871400
-0.31377800
-1.08493300

-0.44521800
1.43393500
-0.98869700




P -3.13317600 -0.00000100 -0.00000300
H -3.88688700 1.15187700 -0.36654300
H -3.88687800 -0.25851200 1.18082700
H -3.88687400 -0.89338000 -0.81429100
Cl 2.63182600 -0.00000200 -0.00000500
Ge 0.43295500 0.00000200 0.00000300
CIH3Gee=CO
H -0.13698500 1.44278600 0.25968000
H -0.13745800 -0.94584400 1.11948200
H -0.13747800 -0.49614800 -1.37900600
Ge 0.28329100 0.00018500 0.00003900
Cl 2.47726900 -0.00029600 -0.00006200
C -2.96963200 0.00046800 0.00011600
@) -4.11864600 -0.00056300 -0.00012800
CIH3GeesesNCH
H -0.18187400 -0.79226000 -1.24201800
H -0.18185900 1.47175700 -0.06505500
H -0.18182900 -0.67954000 1.30714400
H -4.94686500 0.00009900 -0.00013300
N -2.68781000 -0.00003400 0.00004100
C -3.86881700 0.00003100 -0.00004700
Ge 0.20319700 -0.00000800 0.00001600
Cl 2.41280500 0.00001500 -0.00002700
CIHsGee*«OHCH3
H -0.23955900 -0.65192100 1.19064900
H -0.18429700 -0.40637400 -1.35426800
H 0.15866900 1.65788000 0.14326000
@) -2.35341700 0.56316600 -0.09371600
C -3.07948700 -0.67686500 0.02353100
H -2.66843900 -1.34424900 -0.74446600




H -2.93463600 -1.13535800 1.01494400
H -4.15318300 -0.52876800 -0.16715400
H -2.70955200 1.18430100 0.55674500
Ge 0.26309000 0.14608500 -0.00809300
Cl 2.44802100 -0.22908100 0.01340000
CIH3Geee«OCH?
H -0.05933500 -0.91431900 -1.28185100
H -0.38059800 1.27274900 -0.00001300
H -0.05934000 -0.91429700 1.28186400
H -4.33903800 0.43256800 -0.00000300
H -2.80787500 1.55162400 0.00000700
C -3.23501500 0.52691700 0.00000000
(@] -2.51227500 -0.46433700 -0.00000400
Ge 0.20492900 -0.13734100 0.00000000
Cl 2.38804400 0.20704600 0.00000200
CIH3GeeeeC2H4
H -0.17106300 -0.00095300 1.46094800
H -0.16882800 -1.27011400 -0.74050800
H -0.16888600 1.27097900 -0.73889400
C -3.05265100 0.67566200 0.01083300
H -2.91799300 1.24334700 0.93568500
H -3.19616100 1.24380100 -0.91189000
C -3.05277500 -0.67559700 0.01082900
H -3.19639800 -1.24370000 -0.91189800
H -2.91823800 -1.24331000 0.93568100
Ge 0.24517800 -0.00002300 -0.00593000




Cl

2.44261400

0.00001800

0.00180500

ClIH3GeeesO(CH3)2
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-0.01131200
-0.26717500
-0.26717200
2.02275700
2.58230200
2.11811400
2.36536300
3.67428500
-0.51918300
-2.72504000
2.58230000
2.11810200
3.67428100
2.36537000

-0.00001700
1.29182600
-1.29179600
-0.00000100
1.17829100
2.04008100
1.20923600
1.20451300
0.00000200
-0.00000300
-1.17829400
-2.04008300
-1.20452300
-1.20923500

1.33083700
-0.87651900
-0.87656000
-0.39393200

0.19882000
-0.29747700

1.28219900

0.04402100
-0.10962900

0.15520600

0.19881900
-0.29747200

0.04401000

1.28220000

CNH3sGeee«OH>
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0.46758800
0.42040400
0.42199000
2.95933800
3.48126000
3.61786000
0.03654500
-1.91719600
-3.10715400

1.43614700
-0.75562500
-0.77453500

0.03136400

0.84434800
-0.67533900
-0.02404900

0.01974200

0.04645700

0.00975500
-1.27843800
1.26545700
0.00448900
-0.01082600
-0.01060600
-0.00069400
0.00049500
0.00114200

CNH3Gee**SH>

-0.08368400
-0.06173400

-1.26828400
-0.00002700

-0.74520300
1.44848600
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-0.08368000
3.29045100
3.29044100
3.10777700

-0.49838700

-2.44594700

-3.63602200

1.26830600
-0.97542400
0.97544300
0.00000000
-0.00000100
0.00000100
0.00000300

-0.74515800
0.82080200
0.82078500

-0.09485200
-0.01103200
0.01242900
0.02805000

CNHsGeesNH:s
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0.41524900
0.41527200
0.41526200
2.90104100
3.29594100
3.29588300
3.29580400
0.05539300
-1.91370900
-3.10443100

1.46528100
-0.55870800
-0.90653900
-0.00000900

0.35588200

0.57697200
-0.93296400

0.00000900
-0.00000700
-0.00001700

0.20082800
-1.36936100
1.16855600
-0.00000600
0.87173700
-0.74414000
-0.12767100
0.00000600
-0.00000400
-0.00001100

CNHsGeeePH3
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-0.12404100
-0.12403400
-0.12403700
3.13439200
3.88990400
3.88989100
3.88988100
-0.54804400
-2.49575100
-3.68593300

-1.10074500
-0.28431000
1.38505100
0.00000000
1.14352000
-0.90879100
-0.23474400
0.00000100
0.00000200
-0.00000400

-0.96380600
1.43516700
-0.47137100
0.00000300
-0.38915300
-0.79573400
1.18491100
-0.00000400
0.00000100
0.00001100




CNHsGeeesCO
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-0.03985000
-0.04023200
-0.04028600
0.38977400
-4.13757000
-2.98840900
2.33442300
3.52458100

1.46106200
-0.77296500
-0.68736900

0.00017100
-0.00056000

0.00042700
-0.00020500
-0.00043500

0.04946500
1.24043400
-1.28975900
0.00003600
-0.00007100
0.00001400
-0.00002400
-0.00009300

CNHsGeessNCH

O =z I I T T

-0.10092800
-0.10078500
-0.10086700
-4.94767300
-2.68837200
-3.86966400
0.30075700
2.25618000
3.44650400

-0.22048700
1.36720200
-1.14654900
-0.00026600
0.00006400
-0.00011100
0.00004100
-0.00004100
-0.00010900

-1.45126500
0.53470500
0.91669500

-0.00039700
0.00014700

-0.00014200
0.00003300

-0.00005200

-0.00009200

CNH3GeeesOHCH:
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Ge

-0.15659100
-0.10421100

0.22717300
-2.37600200
-3.05982900
-2.57548400
-2.96427500
-4.12419800
-2.80186000

0.36737200

2.29962000

-0.67467700
-0.34911100
1.65621100
0.54546100
-0.71737600
-1.39302100
-1.14002700
-0.62182300
1.17249900
0.15349600
-0.17134500

1.16370500
-1.36035600
0.19272500
-0.09150300
0.02103900
-0.69553800
1.03433800
-0.24299800
0.50878000
-0.00360500
0.00489000




Ge

0.35006900

0.13947200

-0.00671200

CNH3Gee**sOCH2
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Ge

0.01033400
-0.29004400
0.01023100
-4.33820300
-2.78995600
-3.23227000
-2.52578900
0.30276200
2.23641600
3.41295700

-0.91416200
1.26671000
-0.91350000
0.48032300
1.57321700
0.55449000
-0.44774400
-0.13915600
0.15022100
0.33058500

-1.27606900
-0.00039200
1.27643800
0.00005700
-0.00005200
0.00000300
0.00000600
-0.00000500
0.00000400
0.00001200

CNH3zGeeeeC2H4

I T O I T O I I =T
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0.08373000
0.07861700
0.07862100
3.05860600
2.92974700
3.19645100
3.05861700
3.19647300
2.92975800
-0.34559700
-2.29279400
-3.48298100

0.00132800
1.26597400
-1.26738500
-0.67534100
-1.24333000
-1.24367500
0.67539000
1.24372100
1.24337500
-0.00002200
-0.00000500
0.00006400

1.45551000
-0.73949400
-0.73713000

0.01104600

0.93653700
-0.91247200

0.01104700
-0.91246900

0.93653900
-0.00632500

0.00191100

0.00447800

CNHsGee**O(CH3)2

-0.10282500
-0.34995400
-0.34997500

-0.00005700
1.28469500
-1.28462700

1.31491600
-0.88243200
-0.88254700




I T T O O

Ge

I T T O 2 O

2.01729000
2.55550200
2.10765200
2.30396300
3.65251900
-0.63358100
-2.58321900
-3.76511500
2.55548500
2.10761400
3.65250000
2.30395400

0.00000000
1.17699800
2.03927600
1.20958700
1.20733400
0.00000200
0.00000300
-0.00000300
-1.17700600
-2.03927600
-1.20736300
-1.20958700

-0.39322000
0.21712500
-0.29367800
1.29333400
0.10027600
-0.11594700
0.11506100
0.25863100
0.21712400
-0.29367600
0.10026400
1.29333500

15. Tin Bonded Complexes

FH3Sne+«OH>

m I I O I I =T

-0.20916400
-0.20893400
-0.12667800
-2.60404700
-3.06475900
-3.06524500
2.13728900

0.16543100

1.43771900
-1.43525000
-0.00280200

0.00008100

0.76566700
-0.76495600
0.00023400
-0.00006300

0.80227000
0.80691500
-1.68152600
-0.04776400
0.32187200
0.32240300
0.06392500
-0.01530300

FH3SneeeSH>

0.19469500
0.16901100
0.19470100
-2.87106400
-3.05074700
-3.05071900
2.53874200
0.57262800

1.43100600
-0.00029600
-1.43071000

0.00000100

0.97585600
-0.97588600
-0.00000300

0.00000100

-0.82921500
1.64301700
-0.82972600
-0.10076500
0.81567800
0.81565000
0.02232400
-0.00408200




FHsSneeeNH3

I T T Z m I I I

w
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-0.13374300
-0.13378300
-0.13376300
2.13779500
-2.51701200
-2.90571100
-2.90565300
-2.90559300

0.14994300

1.64949200
-0.57969700
-1.06978200
-0.00001700
-0.00000500

0.32727000

0.60334300
-0.93069300

0.00000500

-0.28295500
1.56996400
-1.28702300
0.00001400
0.00000400
-0.88565400
0.72630800
0.15941300
-0.00000400

FH3SneeePH:

T I T w n I T I

0.22143500
0.22145500
0.22145400
2.57695400
-2.89661000
-3.64135000
-3.64135100
-3.64140500
0.61032700

-0.00152800
1.42966300
-1.42813500
0.00000000
0.00000000
-1.05107900
1.05003300
0.00104500
0.00000000

-1.64994300
0.82365200
0.82629900

-0.00001000
0.00000100

-0.60565600

-0.60746500
1.21305500
0.00000300

FH3SneeeCO

-0.09266200
-0.09274900
-0.09275800
-2.46197600

3.87866300

2.73037200
-0.49951200

1.58713600
-0.41804600
-1.16917500

0.00006100

0.00005000
-0.00004000
-0.00001200

0.43365700
-1.59136100
1.15768300
0.00001300
0.00000600
0.00000000
-0.00000300




FH3SneeeNCH

O Z2 I m I I I

-0.07629100
-0.07652700
-0.07647400
-2.40731000
4.70272200
2.44456500
3.62453100
-0.43333600

-0.01524100
-1.42642100

1.44162600
0.00003900
0.00013500
-0.00005800
0.00004500
-0.00000600

-1.65580900
0.84116400
0.81478600

-0.00014100

-0.00040500
0.00016000

-0.00013800
0.00002500

FHzSnee

*OHCH3

I T T T O O m T I =T
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-0.04527600
0.02897500
0.49183900
2.41888200

-2.10758400

-2.94077700

-2.59771600

-2.82522800

-3.99665500

-2.40961900
0.48178200

-0.78131100
-0.62466600
1.75026900
-0.33856100
0.58817300
-0.58598200
-1.28425300
-1.05274000
-0.33707000
1.24680700
0.05881000

1.37390300
-1.48917400
0.10762400
0.02971500
-0.09788100
0.02679100
-0.74674800
1.01746700
-0.15413600
0.54363800
-0.00595400

FH3SneeeQOCH2

O OIT I m T T T
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0.25166800
-0.23916000
0.25167300
2.35783700
-4.12028200
-2.64235000
-3.02381800
-2.25577900
0.42934100

-0.94073600
1.49437200
-0.94074600
0.34902800
0.32010600
1.51259500
0.47113900
-0.48745100
-0.07028100

-1.44141900
0.00000400
1.44141300
0.00000000

-0.00000500
0.00000500
0.00000000
0.00000000
0.00000000




FH3SneeeC2H4

I T O T T O I T T

w
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0.04929300
0.07845800
0.07842300
-2.82223700
-2.69977200
-2.95745900
-2.82221500
-2.95741300
-2.69971200
0.46247100
2.42792400

-0.00002500
-1.42708600
1.42710300
0.67603800
1.24324400
1.24432000
-0.67604000
-1.24433500
-1.24323700
-0.00000100
0.00001000

1.63617500
-0.83825800
-0.83820800

0.01525900

0.94222900
-0.90857900

0.01526400
-0.90857000

0.94223400
-0.00805300

0.02138900

FH3SneeeO(CH3):
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w
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0.15749400
0.50215100
0.50214300
2.66395200
-1.86964300
-2.47354700
-1.97678000
-2.33455800
-3.55044600
0.70451700
-2.47353800
-1.97678000
-3.55044100
-2.33453100

-0.00000700
-1.45182100
1.45180500
0.00000800
0.00000100
-1.18154100
-2.04196700
-1.21388300
-1.20036900
-0.00000200
1.18154700
2.04196900
1.20037200
1.21390100

1.56239600
-0.90162700
-0.90164300

0.23153600
-0.38704000

0.16200300
-0.30382300

1.25740900
-0.07378300
-0.04900500

0.16200200
-0.30384000
-0.07376500

1.25740500

CIH3SneesOH>

-0.53569200
-0.49781300

1.61195600
-1.03864900

0.21295900
1.28944500




H -0.47375000 -0.65035600 -1.54361200
0] -2.91598600 0.03385300 -0.04158500
H -3.34106400 0.85364200 0.24533700
H -3.45407200 -0.66958900 0.34644700
Cl 2.26845600 0.03213300 0.02543300
Sn -0.13866900 -0.01848200 -0.01300500
CIH3SneesSH>
H -0.13547900 1.42475300 -0.83001700
H -0.15845000 0.00006600 1.63123900
H -0.13547900 -1.42481800 -0.82990600
S -3.20596800 0.00000000 -0.09435700
H -3.36230600 0.97575700 0.82647800
H -3.36230300 -0.97574400 0.82649300
Cl 2.65993800 0.00000100 0.01919500
Sn 0.26461100 0.00000000 -0.00881800
CIHsSnee*NH3
H -0.45134900 1.51100200 -0.70862300
H -0.45136200 -0.14181700 1.66286800
H -0.45135100 -1.36918200 -0.95425900
Cl 2.27500600 -0.00000200 0.00000800
N -2.82108000 -0.00000200 0.00000800
H -3.21018400 0.08046500 -0.94074500
H -3.21013100 0.77448800 0.54009700
H -3.21012200 -0.85496900 0.40071800
Sn -0.15886100 0.00000100 -0.00000500
CIH3SneesPH3
H -0.10838200 1.64312200 -0.02088400
H -0.11013900 -0.80219500 1.43262000
H -0.11011200 -0.83833000 -1.41180200
Cl 2.69756700 -0.00115900 0.00003000




P -3.24327300 -0.00027100 0.00000700
H -3.99213300 0.58985800 -1.05729100
H -3.99203000 0.61620000 1.04224000
H -3.98543800 -1.21515200 0.01528700
Sn 0.30177400 0.00060500 -0.00001600
ClH3SneeeCO
H -0.24501100 0.96555300 -1.32270900
H -0.24502200 0.66271300 1.49754600
H -0.24499800 -1.62828400 -0.17484900
Cl 2.57310900 0.00000800 0.00000600
@) -4.22265400 0.00000300 0.00001000
C -3.07424500 0.00001000 -0.00000600
Sn 0.18437700 -0.00000400 -0.00000300
CIHsSneeeNCH
H 0.25551000 0.91713600 -1.37127700
H 0.25532900 -1.64624700 -0.10862000
H 0.25542000 0.72894500 1.47998800
Cl -2.52592100 0.00009900 -0.00004900
H 5.02448200 0.00042600 -0.00024500
N 2.76612600 -0.00012200 0.00007900
C 3.94622400 0.00017000 -0.00009300
Sn -0.11780600 -0.00004200 0.00002000
CIH3Snes«OHCHs
H 0.32369200 -0.80125300 -1.32929500
H 0.25731100 -0.52908900 1.51488600
H -0.08536100 1.79409800 -0.16852000
Cl -2.56142600 -0.25266700 -0.02082300
O 2.43787500 0.52197100 0.08444500
C 3.21708900 -0.68995200 -0.02800500
H 2.83812800 -1.36681000 0.74788000




H 3.08547900 -1.15737800 -1.01635600
H 4.28222900 -0.48856400 0.15747700
H 2.76996700 1.15999300 -0.56319400
Sn -0.17465500 0.11296600 0.01007200
CIH3Snee«OCH>
H -0.11936800 -0.98150100 -1.43639500
H -0.47939000 1.46604400 0.00002800
H -0.11936400 -0.98152100 1.43638800
Cl 2.49943800 0.25717200 -0.00000300
H -4.41378200 0.47858800 -0.00000200
H -2.88374300 1.60298800 0.00000000
C -3.31154900 0.57953100 -0.00000200
0] -2.58731300 -0.41251600 -0.00000400
Sn 0.12186000 -0.12267200 0.00000100
CIH3SneesC2H4
H -0.26768100 0.00001200 1.63074900
H -0.25472200 -1.42050700 -0.83158700
H -0.25472300 1.42047700 -0.83162800
C -3.15312900 0.67600200 0.01634000
H -3.03067300 1.24334100 0.94323400
H -3.28755100 1.24418300 -0.90771500
C -3.15314100 -0.67599100 0.01633800
H -3.28757400 -1.24416700 -0.90771900
H -3.03069400 -1.24333700 0.94322900
Sn 0.15770600 -0.00000300 -0.00817800
Cl 2.55093700 0.00000400 0.01025000
CIH3SneesO(CH3):2
H -0.10589100 -0.00001100 1.53295000
H 0.16082000 -1.44762700 -0.93164100
H 0.16081200 1.44759100 -0.93167600




T T T O O
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2.80631200
-2.17777300
-2.76881400
-2.28270600
-2.60494400
-3.85076800

0.40403100
-2.76879300
-2.28270000
-3.85075400
-2.60488900

0.00000900
0.00000300
-1.18149500
-2.04209000
-1.21317400
-1.20062100
-0.00000600
1.18151300
2.04209800
1.20063600
1.21321500

0.17710200
-0.35558300
0.20759500
-0.26911900
1.29961100
-0.00355000
-0.08761400
0.20759000
-0.26915700
-0.00351900
1.29960100

CNH3Snee«OH>

I T O I T T

-0.50210500
-0.43996800
-0.44744300
-2.92091600
-3.38423700
-3.53995400
-0.07457200

2.08222500

3.27375700

1.61198900
-0.78567700
-0.92364200

0.05066500

0.87198800
-0.64940000
-0.02298000
0.03128800

0.06152600

-0.07045500
1.46524200
-1.37842700
-0.05211900
0.16048000
0.19467100
0.00085900
-0.00025500
0.00057800

CNH3SneeeSH>

I I W I I =T

0.06738400
0.08794900
0.06738300
3.22363700
3.38106500
3.38106800
-0.35422500
-2.50079000
-3.69243400

-1.41872200
-0.00003400
1.41876300
-0.00000200
-0.97565300
0.97564200
0.00000200
-0.00000300
-0.00000600

-0.82650400
1.62442000
-0.82644000
-0.09278500
0.82777600
0.82778100
-0.00885200
0.01511100
0.02992300




CNHsSneeeFH
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-0.47116700
-0.50408000
-0.47116400
-0.04512400

2.09765000

3.28916900
-3.11842000
-3.84168300

-0.83630900
1.61742600
-0.83577000
-0.00850600
0.01014300
0.01854800
0.08677900
-0.49174000

-1.41216300
-0.00029000

1.41251400

0.00001700
-0.00000100
-0.00006300
-0.00004100
-0.00009900

CNH3SneeePH3
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-0.03161900
-0.03166400
-0.03168800
-3.28950600
-4.04063000
-4.04092700
-4.04072700

0.40185800

2.54807500

3.73978700

1.56144500
-1.20017300
-0.36119700
-0.00000900
-0.26735200

1.15541100
-0.88835300

0.00001700
-0.00002600
-0.00005300

0.48440200
1.11005600
-1.59439600
-0.00001100
-1.18004100
0.35846100
0.82135600
0.00001600
-0.00001900
-0.00005100

CNH3sSneeeCO
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@)

0.17915500
0.17913300
0.17915100
4.23594500
3.08728700
-0.26608000
-2.40792000
-3.59959800

-1.39669500
1.42882300
-0.03209900
-0.00003300
0.00002000
0.00000800
-0.00001100
-0.00002900

0.84342000
0.78780700
-1.63129500
0.00003200
-0.00003200
-0.00000300
0.00001500
0.00001100




CNH3zSneeeC2H:>
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0.26328300
0.27936200
0.26329200
3.30079500
3.31614000
3.30198600
3.31705600
-0.17235600
-2.31514600
-3.50673300

-0.82300900
1.62456000
-0.82294100
-0.60573900
-1.68168300
0.62679600
1.70263000
-0.00611500
0.00908000
0.01790700

1.41509300
0.00001600
-1.41513000
-0.00000300
-0.00000800
0.00000200
0.00000500
0.00000100
0.00000500
-0.00000500

CNH3Snee«OHCH3

I T T T O OO T T =T
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0.26383000
0.20675100
-0.12704000
2.43381600
3.18921800
2.77374200
3.07820100
4.25319900
2.80132000
-0.25049900
-2.39066900
-3.56955500

-0.80785900
-0.50675800
1.79010500
0.50538900
-0.72028800
-1.40126300
-1.17189800
-0.54807700
1.14549900
0.11397300
-0.20641500
-0.38304100

-1.31778700
1.51306600
-0.18377000
0.08185200
-0.02620200
0.72726800
-1.02463700
0.19348800
-0.54378700
0.00807900
-0.01269700
-0.02703100

CNH3sSneeeOCH2?
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0.07547400
0.41767300
0.07548500
4.39430700
2.84740000
3.29010600

-0.98012500
1.46066100
-0.97988500
0.52651400
1.62555500
0.60793600

1.43055300
0.00011900
-1.43071900
0.00005300
0.00021300
0.00007900




Sn

2.58135500
-0.19414700
-2.32704900
-3.50459500

-0.39446700
-0.12221100
0.20568900
0.39025600

-0.00003700
-0.00001200
0.00001000
0.00002000

CNH3zSneesC2Ha4
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0.20703200
0.19076200
0.19076400
3.16906600
3.04036400
3.30837200
3.16907300
3.30838400
3.04037500
-0.23943500
-2.38471500
-3.57640800

-0.00010800
1.41507700
-1.41494400
-0.67567700
-1.24332900
-1.24397600
0.67565000
1.24395000
1.24330000
0.00000800
-0.00000200
-0.00002800

1.62265100
-0.82920000
-0.82940200

0.01862400

0.94446900
-0.90470900

0.01862600
-0.90470600

0.94447300
-0.00904500

0.00968100

0.01815200

CNHz3SneesQO(CH23)2
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0.03991300
-0.21460900
-0.21461900

2.15525900

2.73752200

2.25626900

2.56130200

3.82238900
-0.48701400
-2.64115200
-3.82650400

2.73754500

0.00001100
1.44144500
1.44149400
0.00000300
1.18027000
2.04140900
1.21213600
1.20357500
-0.00000600

0.00000600

0.00001400
-1.18025100

1.52557200
-0.93139100
-0.93133400
-0.35063000

0.22009800
-0.26094000

1.31047600

0.02327900
-0.08783200

0.14247600

0.27029600

0.22010500




2.56129400
2.25633400
3.82241900

-1.21212900
-2.04140000
-1.20351700

1.31047800
-0.26095500
0.02331600

16. Lead Bonded Complexes

FH3PbeeeOH>

m I T O I I =T

-0.26197300
-0.15036400
-0.14494700
-2.76152400
-3.24476700
-3.41399000

2.19143200

0.11689500

1.67147600
-0.89953900
-0.84941700

0.03584000

0.86277000
-0.65736400

0.08435700
-0.01431500

0.03124100
1.45754900
-1.48770400
-0.02950500
0.09982600
0.13622100
0.00797900
-0.00088900

FHsPbeeeSH2

0.09602600
0.06233500
0.09621800
-3.09070100
-3.26271800
-3.26283100
2.47775900
0.40759000

1.47238100
-0.00182800
-1.47064100

0.00000500

0.97599800
-0.97558300

0.00010000
-0.00001600

-0.85158600
1.69011100
-0.85471800
-0.09822200
0.81959200
0.82000200
0.03071300
-0.00400300

FH3sPbeeeNH3

I Z2 m I I T

-0.14957000
-0.14959400
-0.14958200
2.20211600
-2.72600300
-3.11851500

1.65053600
-0.44377400
-1.20675400
-0.00001100
-0.00000400

0.24506700

-0.44050900
1.64965400
-1.20915200
0.00001100
0.00000400
-0.91017900




Pb

-3.11848700
-3.11845800
0.11057500

0.66569500
-0.91080400
0.00000200

0.66735600
0.24286400
-0.00000200

FHsPbeeePH:3
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0.10999400
0.11000900
0.11000900
2.50568500
-3.12684800
-3.87266800
-3.87266900
-3.87268900
0.43462900

0.00012100
1.46971500
-1.46983500
0.00000000
0.00000000
-1.04985400
1.05011900
-0.00026600
0.00000000

-1.69714600
0.84868100
0.84847200

-0.00000900

-0.00000100

-0.60645000

-0.60599000
1.21241000
0.00000100

FH3zPbeeeCO

-0.00930500
-0.00862800
-0.00822700
-2.41395100

4.08324200

2.93498400
-0.34785500

1.65865200
-0.52825100
-1.12980400
-0.00066700
-0.00055300

0.00043600

0.00008800

0.34725200
-1.60993900
1.26253900
0.00010500
0.00001600
0.00005900
-0.00001600

FHsPbeeeNCH

O 2 I m I I T

Pb

0.00310000
0.00330600
0.00321800
2.38485800
-4.91557300
-2.65698000
-3.83729400
0.30566900

1.14433100
-1.66104500
0.51663900
0.00012000
0.00031600
-0.00011800
0.00011200
-0.00001400

1.25725400
0.36237400
-1.61968800
0.00006300
0.00018500
-0.00007100
0.00006400
-0.00000700




FHsPbee«OHCH3

I T T T O O m T T =T

o
(ox

-0.15636300
-0.08709800

0.44187300
2.38068000
-2.37998900
-3.13441900
-2.72184700
-3.01873000
-4.19991900
-2.75515900

0.35265300

-0.80740300
-0.64538200
1.77183100
-0.41410300
0.58461500
-0.64106300
-1.32312100
-1.09123200
-0.47157700
1.22935800
0.05163300

1.41107400
-1.52098000
0.10815100
0.02636300
-0.09071600
0.02268100
-0.73150200
1.02142100
-0.19256700
0.52517300
-0.00327300

FHsPbee«OCH2

O O I T m I I T

o
(ox

0.20161800
-0.36129600
0.20163600
2.32871700
-4.33062000
-2.80950300
-3.22842100
-2.49622500
0.31073200

-0.93901800
1.54024800
-0.93910800
0.43226700
0.40662200
1.54173000
0.51390500
-0.47159400
-0.05867700

-1.47980700
0.00004900
1.47975400
0.00000200
0.00000000

-0.00000100
0.00000100
0.00000100
0.00000000

FHzPbeeeC2H4

O I T O T T T

-0.03091900
0.00342800
0.00342700

-2.96899200

-2.84125800

-3.11002500

-2.96899000

-0.00001500
-1.46885100
1.46886600
0.67609800
1.24300000
1.24441700
-0.67609900

1.68649100
-0.86108300
-0.86105600

0.01855800

0.94511200
-0.90449600

0.01855800




Pb

-3.11002100
-2.84125400
0.31776600
2.38863500

-1.24441900
-1.24300000
0.00000000
0.00000000

-0.90449600

0.94511300
-0.00650500
0.02946100

FHsPbeeeOQ(CH3)2

T T T o O m I I T

o
(ox

I T IT O

0.02540400
-0.38264100
-0.38261100
-2.58446300

2.17499300

2.73819600

2.27017600

2.52838400

3.82898200
-0.53065200

2.73820600

2.27019300

3.82899300

2.52840200

-0.00000400
1.48436400
-1.48435800
-0.00000700
-0.00000100
1.18034300
2.04059000
1.21297300
1.20705100
0.00000100
-1.18034100
-2.04059200
-1.20704000
-1.21297300

1.59928200
-0.91445200
-0.91445500

0.30433700
-0.39986500

0.18805300
-0.30786000

1.27269200

0.02564300
-0.04326900

0.18805100
-0.30786000

0.02563600

1.27269100

ClH3Pbee*OH2

0.48556600
0.40561900
0.40633600
2.97590700
3.46220800
3.65736400
-2.39792500
0.10415100

1.66201100
-0.87660200
-0.87447800

0.06946000

0.90379300
-0.61394000

0.06006100
-0.02167700

-0.00241300
-1.46707300
1.46779400
0.00941100
-0.03030000
-0.03988300
-0.00063200
0.00008900

ClHsPbeesSH>

-0.16165900

1.46491100

-0.85151800




H -0.18637700 -0.00007200 1.67996300
H -0.16165900 -1.46483800 -0.85164300
S -3.32331000 0.00000000 -0.09073000
H -3.48021700 0.97572900 0.83013600
H -3.48020800 -0.97573600 0.83013000
Cl 2.67753800 -0.00000100 0.02420000
Pb 0.18445000 0.00000000 -0.00727800
ClHsPbeesNH3
H -0.39359600 1.64511700 -0.44100600
H -0.39360700 -0.44063400 1.64521000
H -0.39360100 -1.20447600 -1.20421000
Cl 2.41389300 -0.00000500 0.00000500
N -2.93423500 -0.00000600 0.00000600
H -3.32684100 0.24407200 -0.91053800
H -3.32681800 0.66650400 0.66667400
H -3.32679500 -0.91061700 0.24390400
Pb -0.11384500 0.00000200 -0.00000200
ClHsPbeeePH3
H -0.14492000 1.62687000 0.45396700
H -0.14492500 -1.20654900 1.18195800
H -0.14499600 -0.42030000 -1.63584600
Cl 2.70647200 -0.00001600 -0.00005400
P -3.37627100 -0.00000500 -0.00001600
H -4.12388100 1.16691200 0.32549000
H -4.12386300 -0.86550800 0.84767400
H -4.12359600 -0.30152200 -1.17354300
Pb 0.21268600 0.00000500 0.00001800
CIHsPbeeeCO
H -0.25159400 0.91556700 -1.41571800
H -0.25159700 0.76827700 1.50075600




H -0.25154900 -1.68385000 -0.08503600
Cl 2.60764200 0.00002000 0.00000200
@) -4.31739300 0.00001300 0.00000300
C -3.16907800 0.00001600 -0.00000100
Pb 0.12168800 -0.00000700 -0.00000100
ClH3PbeesNCH
H 0.25030300 0.64542100 -1.56580100
H 0.25011800 -1.67882700 0.22395100
H 0.25024900 1.03328000 1.34191700
Cl -2.58449300 0.00010900 -0.00006700
H 5.13228400 0.00040200 -0.00030300
N 2.87358300 -0.00009300 0.00009000
C 4.05392500 0.00017200 -0.00012200
Pb -0.07786800 -0.00003100 0.00001800
ClH3Pbee«OHCH3

H -0.36188400 -0.88492900 1.33190700
H -0.28176700 -0.50874100 -1.56864400

0.08938800 1.80361900 0.22915000
Cl 2.60446400 -0.31692900 0.01908800
@) -2.61531600 0.49020200 -0.07711900
C -3.32108300 -0.76532300 0.02372700
H -2.86512000 -1.43116300 -0.71997400
H -3.20728200 -1.20855800 1.02568600
H -4.38777600 -0.63975100 -0.21414200
H -3.02377500 1.11806700 0.53522300
Pb 0.12940700 0.09523900 -0.00572100

CIHsPbee«OCH2

H -0.10697600 -0.97239100 -1.47440800
H -0.50690400 1.52719400 0.00005300
H -0.10696700 -0.97245800 1.47437400




Cl 2.55414300 0.32327700 -0.00000400
H -4.52731000 0.58197800 -0.00000500
H -2.96253000 1.65595600 0.00000600
C -3.42179700 0.64544800 -0.00000200
O -2.72913300 -0.36827500 -0.00000600
Pb 0.08724500 -0.10051800 0.00000100
CIH3sPbeeeC2H4
H -0.27317000 -0.00008700 1.67962300
H -0.25742200 -1.46172900 -0.85546300
H -0.25743400 1.46181500 -0.85531600
C -3.19956400 0.67611300 0.02196200
H -3.06875300 1.24309400 0.94804800
H -3.34385800 1.24437200 -0.90064900
C -3.19956200 -0.67612400 0.02196000
H -3.34385600 -1.24437900 -0.90065300
H -3.06875600 -1.24310300 0.94804700
Pb 0.09724700 0.00000200 -0.00735900
Cl 2.59021900 -0.00000600 0.01625200
CIHsPbeesO(CH3):2
H 0.20419600 -0.00001300 1.57825200
H -0.10158500 1.47982900 -0.93947000
H -0.10157200 -1.47979300 -0.93951500
Cl -2.80215900 -0.00001100 0.23650600
o) 2.39529000 -0.00000400 -0.34990300
C 2.94925100 1.18039800 0.24710200
H 2.48989500 2.04078700 -0.25662000
H 2.72178300 1.21283300 1.32818600
H 4.04247200 1.20635600 0.10242100
Pb -0.31007300 0.00000400 -0.07602200
C 2.94925200 -1.18041000 0.24709500
H 2.48989300 -2.04079700 -0.25662800




4.04247200
2.72179100

-1.20636700
-1.21284800

0.10240900
1.32818100

CNHzsPbee*OH?

I T O T T T

0.47359700
0.39858800
0.39858100
3.01709200
3.50817300
3.70102000
0.04952500
-2.17948600
-3.37154500

1.65109500
-0.86913600
-0.86902000

0.07082400

0.90328500
-0.61188100
-0.02013100

0.04826200

0.08432100

-0.00006500
-1.45755300

1.45762600
-0.00000600
-0.00000100
-0.00002600

0.00000200
-0.00000500
-0.00000800

CNH3PbeesSH>

I T »w I I T

-0.13393000
-0.15682900
-0.13379900
-3.38866200
-3.54636400
-3.54657000
0.25827000
2.47781400
3.67014800

1.45467200
-0.00122100
-1.45355900

0.00002000

0.97585600
-0.97520900
-0.00002500

0.00006600

0.00011300

-0.84424200
1.66749100
-0.84631100
-0.08967300
0.83061000
0.83121700
-0.00699900
0.01992200
0.03576800

CNH3PbeeeNH:

I T T z I T =T

1.29605900
0.48323200
-1.41356500
0.94552000
0.21415000
1.72335300
1.27073500

1.02184000
-1.36002400
0.83522200
1.28503200
1.82628500
1.93034400
0.60363800

-0.53525500
0.96293700
0.56094500
2.55594800
3.01977600
2.40917500
3.24364700




Pb

0.01690400
-0.68905600
-1.06348000

0.02297100
-0.93646900
-1.44533500

0.04569200
-1.86266100
-2.87480800

CNHszPbee*PH:3

I I I v I I I

0.11235100
0.11234700
0.11235200
3.45759200
4.21048400
4.21048600
4.21046700
-0.29086500
-2.51034400
-3.70276400

-1.45117000
-0.00122800
1.45239700
0.00000000
1.04742700
-1.04660700
-0.00081800
0.00000000
0.00000100
0.00000000

-0.83924800

1.67637600
-0.83712100
-0.00000300
-0.60378100
-0.60519900

1.20899500

0.00000100
-0.00000200
-0.00000400

CNH3zPbeeeCO

O O T I =T

Pb

@)

0.22534400
0.22581200
0.22597000
4.37225600
3.22353800
-0.18807300
-2.40213700
-3.59451000

1.67424600
-0.83553100
-0.83812200
-0.00071300

0.00029800

0.00012400
-0.00036900
-0.00065800

0.00144300
-1.45054900
1.44894500
0.00014000
-0.00000500
-0.00003200
0.00008700
0.00016800

CNH3zPbeeeNCH

O 2 I T I I

0.23323500
0.23323700
0.23321900
5.17401200
2.91489300
4.09576000

-0.84044000
-0.84139500

1.68182800
-0.00001200
-0.00000300
-0.00000800

-1.45677200
1.45622000
0.00055100
0.00001200

-0.00000400
0.00000300




Pb

-0.14193100 0.00000200

-2.37425700
-3.56694800

-0.00000700
-0.00001100

0.00000000
0.00000100
0.00000200

CNHsPbe«OHCH:

I T T T O O IT T T

o
(ox

-0.34388700
-0.26898100
0.10320100
-2.65284900
-3.31557200
-2.79569500
-3.24199900
-4.37206800
-3.11827100
0.19225400
2.39654900
3.57283000

0.89260600
0.46542500
-1.79603500
-0.47563400
0.80109800
1.47064700
1.21416000
0.72688600
-1.10300600
-0.09539800
0.27444900
0.47196100

-1.30785100
1.56611300
-0.25837300
0.07868300
-0.02098900
0.67625000
-1.03976000
0.27777900
-0.49143900
0.00317100
-0.00959000
-0.01838800

CNH3sPbeesOCH2

O ox T T T T

@)

0.09583400
0.48395300
0.09583500
4.54077800
2.95398700
3.43354500
2.76239900
-0.14796500
-2.34670100
-3.52250600

-0.97070900
1.51317700
-0.97055000
0.63316600
1.67215300
0.67049100
-0.35660800
-0.09739400
0.27255600
0.47195000

1.46401200
0.00008700
-1.46410600
-0.00003800
0.00000500
-0.00002000
-0.00002800
0.00000100
0.00001900
0.00002800

CNH3zPbeeeC2H4

-0.25282600
-0.23343900

-0.00001500
-1.45136800

1.66575000
-0.84935000




I T OITT T O T

-0.23344100
-3.25859400
-3.11181100
-3.41619700
-3.25859500
-3.41619900
-3.11181300

0.16503600

2.38454900

3.57695100

1.45138100
0.67564600
1.24303300
1.24403500
-0.67564300
-1.24403300
-1.24303000
0.00000000
0.00000100
0.00000200

-0.84932400
0.02487500
0.94825300

-0.89551500
0.02487500

-0.89551400
0.94825300

-0.00793200
0.01561100
0.02653400

CNHzPbeeeOQ(CH3):

I T T 0O O I T T

o
(ox

I T T O 2 0O

0.18099600 -0.00000200
-0.11926000 1.46904400
-0.11931100 -1.46908100

2.41563700
2.94998200
2.50313600
2.69320200
4.04729900

0.00001200
1.17853600
2.03966700
1.21021800
1.20974800

-0.37899500 -0.00001000
-2.59927700 0.00002200
-3.78304200 0.00004700
2.94998000 -1.17850400
2.50311100 -2.03963800
4.04729400 -1.20972900
2.69320300 -1.21015400

1.56206400
-0.93889800
-0.93888600
-0.35231900

0.26100000
-0.25292100

1.33592900

0.14864600
-0.07457300

0.20184900

0.34894800

0.26102400
-0.25287100

0.14865900

1.33595300

17. Nitrogen Bonded Complexes

F3NeeeOH2

-0.50950400 0.02088900
-0.42131600 1.13737500
-1.88728600 -0.16412600

-0.36131500
0.44475200
-0.42787600




I T O m

-0.14597600
2.47470600
3.41859600
2.44148600

-0.99179400
0.06020400
0.23538700

-0.69634200

0.52468900
-0.28398000
-0.38904300

0.31600300

FaNeeeSH>

»w I T M T 7 2

-1.10856200
-0.88243300
-2.49247700
-0.88558500
2.09688800
2.09508200
2.61952600

0.00001300
1.07367300
0.00216400
-1.07588900
0.97568600
-0.97141200
-0.00024400

-0.37254400
0.47858300
-0.45657100
0.47653000
0.58176100
0.58653100
-0.19046000

F3NeeeNH3

T I I Z2 m T 7T Z

0.56488600
0.29094400
1.95683600
0.29104400
-2.59724500
-2.54079500
-3.54133500
-2.54077900

-0.00000100
-1.07398600
-0.00006600
1.07405700
0.00001100
-0.81569200
0.00009200
0.81548800

-0.38539500
0.44954700
-0.37836300
0.44948400
-0.28232100
0.32849600
-0.66929500
0.32879700

FaNeeeNCH

T O 2 1 1 T Z

0.87712100
0.74274600
0.74270900
2.25591500
-2.17549900
-3.35801100
-4.43561600

0.00000100
-1.07302000
1.07299900
0.00002700
-0.00002600
0.00001300
0.00004600

0.33340800
-0.52997900
-0.53000300

0.55517400

0.16238000

0.15431100

0.14688400




FaNeeeCO

O O m m 7 Z

0.96062800
0.80653500
2.33608900
0.80782200
-2.36346600
-3.51220100

-0.00001800
-1.07361500
-0.00091600
1.07435100
0.00112300
-0.00062400

-0.34209500
0.52036100
-0.54076500
0.51960100
-0.18194000
-0.12580800

F3NeeeOCH2

I T OO0 m m T Z

0.92292200 -0.00000500
0.56893700 -1.07400700
0.56892800 1.07401400
2.30698200 0.00000200
-2.06160800 -0.00002200
-2.56200900 0.00001200
-1.93574400 0.00003600
-3.66341100 0.00002000

0.39064600
-0.41397800
-0.41395200

0.24954500

0.77935900
-0.33770700
-1.25540700
-0.48228000

F3Neee(C2oH4

I T OITT T O M T m2Z2

0.85872800
0.76648300
2.21828700
0.76648400
-2.48602800
-2.31145700
-2.65866700
-2.48600700
-2.65863000
-2.31141900

0.00000000
1.07406000
0.00000000
-1.07405300
0.67462600
1.24267800
1.24294800
-0.67463300
-1.24297000
-1.24267000

0.30450600
-0.56582200
0.59895600
-0.56583100
0.16642500
1.08392400
-0.75114500
0.16643200
-0.75113100
1.08393800

F3Nee«OHCH:

-1.01391100
-0.70319700

-0.05678400
-1.02131600

0.38368800
-0.55795100




T O I I T O T T

-2.39770400
-0.59904400
2.47807700
1.95083300
3.55449200
2.32303600
1.91551700
2.37592400

0.03334900
1.10212800
0.16410000
-0.35980900
-0.06230700
1.24903300
-0.31973300
0.11638600

0.23489300
-0.25824800
-0.45794500
-1.26502900
-0.53215000
-0.57968800

0.77132500

1.49988100

F3NeeeO(CH3):2

I T T O I T T O 0o m T 7T Z

-1.21587300
-1.21882000
-2.58245100
-0.85294300
1.60772000
1.96669200
3.06490000
1.51777400
1.58076900
2.13106000
1.81052300
3.23597400
1.74081400

-0.22443200
1.12837400
-0.48870300
-0.23415200
0.07913200
-1.25910300
-1.38997300
-1.91092800
-1.53916300
0.99317600
1.99850500
0.95226300
0.77315600

-0.23631600
-0.51269000
-0.14667100
1.10639500
-0.57428300
-0.24469200
-0.25100900
-1.00588200
0.75347700
0.38467800
0.08089600
0.41175500
1.39602100

FaNeeeFH

I T T 7T mm 2

-0.46771100
-1.84499100
-0.31832300
-0.31832500
2.46942200

3.38392800

0.00000000
0.00000100
1.07340300
-1.07340400

-0.00000100

0.00000400

-0.32389900
-0.52727500
0.53808900
0.53808800
-0.28090700
-0.14466800

18. Phosphorus Bonded Complexes



F3PeeeOH>

U I T O m T

-0.09767100
-2.00878400
-0.03720900
2.46002600
2.81078100
2.62919500
-0.38848100

1.23889500
-0.03496500
-1.21106800
-0.01744600

0.79707500
-0.68801200

0.00631700

0.59306400
-0.20087200
0.59508400
-0.33231300
0.05346300
0.34427800
-0.44164900

FzPeeeSH?

w U T T M T T

-0.60221500 1.22210800
-2.52133100 0.00000000
-0.60221500 -1.22210800

2.41705800 0.97444300
2.41704700 -0.97440900
-0.89638400 0.00000000
2.63397000 -0.00000200

0.60493300
-0.26501300
0.60493200
0.70178600
0.70182500
-0.43898600
-0.20765600

F3PeeeNH3

Z U T I I M T m

-0.08888900 1.22867200
-2.00212400 -0.00000900
-0.08887400 -1.22866300
2.90137100 0.81842800
2.90128600 -0.81858500
2.52549700 0.00014800
-0.36897000 0.00000000
2.40362600 0.00000100

0.60310200
-0.23020200
0.60310800
-0.59649800
-0.59624900
0.76889300
-0.44315600
-0.24469600

FsPeeeNCH

-0.46494300 -1.22306100
-0.46494000 1.22306200
-2.38129900 0.00000100

0.61146800
0.61146900
-0.25737600




T I O Z2

2.27811900 0.00000600
3.43807600 -0.00000300
4.49589800 -0.00001200
-0.75137000 -0.00000100

-0.28745200
-0.06303600

0.14335700
-0.42953500

FaPeeeCO

T O O m T T

0.50979800 -1.22154100
2.47069000 -0.00000300
0.50980500 1.22154300
-2.52351300 0.00001000
-3.63973100 -0.00000500
0.85641900 -0.00000100

0.57811900
-0.20291400
0.57811900
-0.29183200
-0.01770200
-0.44582000

F3PeesOCH:2

O T T O O m m T

-0.30453500 -1.22009500
-0.30451200 1.22010800
-2.33734400 0.00001400
2.05078800 -0.00004300
2.62596800 0.00002600
2.06153400 0.00010400
3.73314100 0.00000900
-0.76261800 -0.00001100

0.52244900
0.52239600
-0.01436600
-0.74641700
0.33703000
1.29139800
0.39793400
-0.46763200

FaPeeeC2H4

I T O I T O = T T

0.45195300
2.38093300
0.56603100
-2.66247900
-2.94109000
-2.46781500
-2.56914100
-2.29143300
-2.76578400

-0.99107100
-0.15091600
1.36424900
-0.60218300
-0.59474200
-1.57308000
0.54314800
0.53501000
1.51480000

0.92328100
-0.30700300
0.27948100
-0.47195800
-1.52911600
-0.00835000
0.23747000
1.29458400
-0.22311500




0.75103900

-0.10187500

-0.41259400

F3Peee«OHCH3

U I O I T I O M T T

-0.32093800
2.40962300
0.43800900
2.58859600
2.33683200
3.67847000
2.25399000
1.89466300
2.14149500
-0.83883600

1.26462200
0.07552500
-1.15328800
0.18957000
1.24245800
0.09269600
-0.40555600
-0.19927700
-1.11299300
-0.06943600

0.33335400
-0.00137600
0.70602600
0.42226500
0.59314300
0.29959400
1.28650800
-0.78176800
-0.98114500
-0.45464000

F3PeeePH3

U U T I I M T T

-0.66343300
-2.59668500
-0.65847500
3.61005800
3.59071500
2.82432800
-0.97471600
2.65753200

1.22337800
-0.00312000
-1.22021400

1.03474800
-1.05549500

0.01251900

0.00002300

0.00049900

0.59032100
-0.24547700
0.59259100
-0.38503900
-0.36488000
1.26275900
-0.44449600
-0.15215500

F3PeeeQ(CH3)2

O r rxrxT o m mmmm

-0.91389300
-2.63901100
-0.58052300
2.11181300
1.61174500
3.20316900
1.88847700
1.60389000

1.37911400
-0.31267400
-0.57998300

1.05168200

2.00456300

1.16597500

0.73578800

0.09674000

-0.25473000
-0.07489200
1.18199300
0.42675700
0.21553500
0.30508700
1.46109400
-0.51248000




I I T O ©

-1.02236000
2.20919100
2.02766700
1.75118800
3.29684000

-0.24771800
-1.18363200
-1.54783500
-1.87230300
-1.13075400

-0.36111000
-0.31328600

0.71379100
-1.03626200
-0.49492200

FH2PeeeSH>

I T »w U T I T

-2.66961300
2.33319300
2.57454000

-1.00639100
2.22523800

-0.70598400

-0.68317200

0.02999800
0.50197500
1.02765300
-0.03375500
-0.09690800
-0.88944500
1.14668700

0.08258200
-1.16376000
0.70233600
-0.16374700
0.04139400
0.93927500
0.57281000

FH2PeeeNH:

v I T I I T Z T

2.03583200
-2.26231600
-2.61901700
-2.61899800
-2.70836000
0.07893300
0.07893400
0.35348200

-0.00000200
0.00000200
0.81617000

-0.81618200

-0.00000700
1.03948900

-1.03956300
0.00000600

-0.07988400
-0.03429100

0.46364600

0.46363500
-0.95243800
-0.76815000
-0.76806900
0.16802400

FH2PeeeNCH

U I I T O Z2 ™M

-2.51277900
1.93772500
3.11263900
4.18483400

-0.52926400

-0.52926500

-0.85008100

0.00000000
0.00000100
0.00000000
-0.00000200
-1.03406300
1.03406500
0.00000000

-0.09294200
-0.10226100
0.01823200
0.12865700
-0.74263200
-0.74263000
0.18663500




FH2Pe+CO

T O O I I T

-2.56647500
-0.59402000
-0.59363900
2.05692400
3.19189900
-0.90605300

-0.00015500
1.03385300
-1.03247900
0.00046100
-0.00032200
-0.00001100

0.07255600
0.76543400
0.76685200
0.12791400
-0.05088500
-0.16971300

FH2Peee«OCH2

U I T T T O O =

0.75842300
-1.66040900
-2.25018200
-1.69718000
-3.35963600

1.02536700

2.72639500

1.41757400

1.10745000
-0.75792900
0.30706200
1.26192700
0.35068900
-0.99434500
-0.09173800
-0.41816800

-0.10166000
-0.07754700
0.06800400
0.17385900
0.09836400
-1.09244200
-0.33089700
0.15189400

FH2PeeeC2oH4

U I I T T O I T O =T

-2.45568800
2.13657500
2.10920700
2.10922900
2.23649100
2.28501900
2.28500100

-0.45779600

-0.45781000

-0.80067000

0.12245000
-0.66467900
-1.23299800
-1.23299600

0.68515800

1.25107100

1.25105800

0.73979700

0.73964400
-0.18270000

0.00000400
-0.00000300
0.93329100
-0.93329800
0.00000500
-0.93405900
0.93407700
-1.03533100
1.03543700
-0.00001100

FH2Pee«OHCH3

-2.52805000

0.25505100

-0.05292200




T I I T O T T I O

2.39721600
2.24798100
3.47456300
1.99674800
1.68359600
1.84610200
-0.40851900
-0.86715100
-0.89262300

0.58267100
1.15215000
0.40737200
1.16015600
-0.65804700
-1.20068600
0.79478400
-1.22382700
-0.10780400

0.02494500
-0.90088200
0.16824300
0.87438900
-0.14674700
0.63774300
-0.84014800
-0.73341200
0.15297800

FH2PeeePH3

W U I I I I I T

2.68931300
-2.70584500
-2.70643400
-3.20130300

0.74102600

0.74117500

1.01507900
-2.15324100

-0.00007800
-1.04984500
1.04902900
0.00006600
-1.03520800
1.03504000
0.00008400
0.00002400

0.04667700
-0.75212400
-0.75286100

0.99970000

0.80847600

0.80888200
-0.13676800

0.03462400

FH2PeeeC2oH:>

U I I I O I O T

-2.49291594
2.14363429
2.07413592
2.23467449
2.31484731

-0.40870928

-0.40764395

-0.86269483

0.04819023
-0.59214201
-1.54382204

0.61430235

1.56021370

0.66886710

0.66677616

0.03535750

0.00128828
0.31027599
0.79386572
-0.30581785
-0.79908987
-1.10264654
1.10204649
-0.00058923

FH2PsssO(CH3):

-2.85900100
1.32227300

0.10094400
0.01264700

0.16752900
-0.41765800




U T I r I T O I T I O

1.90549400
2.99129100
1.41774200
1.73227100
1.90547100
1.40997800
2.98864400
1.74730100
-1.01639600
-0.75505500
-1.21524900

-1.16515300
-1.19086000
-2.02467000
-1.19793900
1.19251900
2.05182600
1.22743500
1.22528800
0.95181700
0.49950200
-0.18108500

0.15113700
-0.04587400
-0.32488000

1.24257200

0.14387000
-0.32618400
-0.06774700

1.23752300
-0.95879700

1.05283500
-0.11639900

ClH2Pee«OH>

T T v T T

3.33638200
3.54679500
0.14216600
0.41315000
0.40223100
-1.97020800
2.95781000

-0.74424100
0.76766000
-0.20498900
0.46172400
0.95384300
0.06225500
0.07218900

-0.26027200
-0.22926000
-0.05686000
1.17050600
-0.84239500
0.01602100
0.09274500

CIH2PeesSH2

I T » © I I

2.91462900
3.13396000
-0.47263900
2.83181600
-0.20569500
-0.18532200
-2.58100300

-0.71780400
1.15787400
-0.19918200
0.00675200
0.16204300
1.10912200
0.06873200

-1.02245100
-0.52436300
-0.09022300
0.11378500

1.26201500
-0.57727400
0.02322700

CIH2PeesNH3

-2.86133600
-3.22885300

-0.00001200
-0.81616600

0.06959000
-0.42072100




T I I I T

-3.22888100
-3.28873500
-0.41453900
-0.41450200
-0.18041500

1.95947500

0.81632600
-0.00020400
-1.03809800

1.03803400

0.00002500
-0.00001100

-0.42039400
0.99672300
0.73485000
0.73499100

-0.20888200
0.06003900

CIH2PeesNCH

-2.57057400 0.00005000
-3.74779300 0.00006700
-4.82182600 0.00008000
0.00495200 -1.03361200
0.00491000 1.03473400
0.29669900 -0.00023800
2.40248500 0.00009500

0.12268600
0.02225100
-0.06948000
0.68583300
0.68405200
-0.24929400
0.08510000

ClHzPeeeCO

-0.07826500
-0.07825900
2.74059000
3.87328200
-0.36098500
-2.46226500

1.03318800
-1.03316800
0.00001300
-0.00001200
0.00000500
-0.00000500

0.72183900
0.72184700
0.16236800
-0.03182000
-0.21884000
0.06583900

CIH2Pee«OCH2

1.97217200
2.50130200
1.89647900
3.60491800
-0.64539800
-2.48828600
-1.11394500
-0.96727800

-0.70394300
0.36002700
1.26883100
0.45108700

-1.31625600

-1.05888200

-0.98998800
1.11626000

0.17540500
-0.12566000
-0.32183100
-0.21256600

1.14095500

0.22510200
-0.16322100

0.05690400




ClH2Peee(CoH4

U I r T T O I T O

Q

2.75774300
2.74381700
2.74383400
2.81854500
2.84910500
2.84908700
0.02476800
0.02476800
-0.28057600
-2.38143900

-0.62502000
-1.19370700
-1.19368900
0.72652000
1.29382200
1.29380500
0.67875500
0.67864000
-0.25258200
0.09541800

-0.00000800
0.93349300
-0.93352100
0.00000500
-0.93411200
0.93413400
-1.03477000
1.03484900
-0.00001200
0.00000800

CIH2Pee«OHCH3

T I T T O X T T O

Q

2.93107300
2.71366800
4.02204400
2.52663100
2.29150200
2.51089800
0.05051100
-0.31506800
-0.37299100
-2.46072200

-0.65209400
-1.24962900
-0.54231600
-1.16785000
0.62331300
1.18630400
-0.78086400

1.25810900
0.20975300
-0.17200000

-0.02239000
0.87187400
-0.12223100
-0.90899200
0.18078800
-0.57489900
0.73964000
0.76892500
-0.19106700
0.04586600

CIHzPeeePH3

W U I I T I I

3.30867700
3.30895100
3.86601600
-0.24858400
-0.24863500
-0.48929400
2.78127800

1.04775700
-1.04843600
0.00063800
1.03452400
-1.03452500
-0.00003200
0.00001400

-0.75626400
-0.75516800
0.97552700
0.78587200
0.78595600
-0.16440500
0.05127200




Cl

-2.60977600

0.00001800

0.03888700

CIH2Pee«O(CH3)2

T I T O XTI T T O

Q

I T IT O

2.40567300
1.97189600
3.50566700
2.12289000
1.88348300
-0.52915100
-0.52916000
-0.67804100
-2.81811300
2.40567300
1.97188900
3.50566600
2.12289400

1.17672300
2.03937000
1.20640700
1.20779900
0.00000100
1.03705100
-1.03700100
-0.00000800
0.00000300
-1.17672100
-2.03936800
-1.20640900
-1.20779100

0.15547400
-0.36704000
0.06640600
1.22341500
-0.47100200
-0.88243100
-0.88250300
0.08087200
0.03580000
0.15547600
-0.36703200
0.06640200
1.22341900

19. Arsenic Bonded Complexes

F3AseecOH>

T T O m =m

-0.11341900

1.98029600
-0.11339700
-2.41878700
-2.60763700
-2.60766800

0.26619100

-1.30704900
-0.00001200
1.30705600
-0.00000100
-0.76263100
0.76264800
0.00000100

0.74832000
0.02872900
0.74831900
-0.29115500
0.27561500
0.27557900
-0.36212900

F3AseeeSH>

T T T T T

-0.32324300
-2.38992900
-0.32324300
2.52254800
2.52254300

1.29889700
0.00000000
-1.29889700
0.97443100
-0.97442500

0.77278000
-0.07240800
0.77278000
0.71664800
0.71665500




As

2.75436300 0.00000000
-0.66021700 0.00000000

-0.18992800
-0.35311600

FzAseeeNH3

Z I I T m T m

-0.07866400
1.97876700
-0.07794000
-2.83778000
-2.84122800
-2.43817100
-2.34146200

0.24569500

-1.31348500
-0.00044700
1.31388500
-0.82476400
0.81863400
0.00588300
0.00004000
0.00001200

0.75794100
-0.00029500
0.75772100
-0.52573300
-0.53555700
0.83008600
-0.18651400
-0.36671200

F3AseeNCH

0.19919100 1.30001700
0.19919000 -1.30001700

2.27547200
-2.36150700
-3.49851800
-4.53591000

0.54523900

-0.00000100
0.00000300
-0.00000200
-0.00000500
0.00000000

0.77048800
0.77048700
-0.03903700
-0.32639300
-0.00867300
0.28427600
-0.34742200

F3AseeeCO

-0.21648500
-2.34114900
-0.21606300
2.64949500
3.75134300
-0.63468000

1.29787700
-0.00026700
-1.29767000

0.00019800
-0.00011000

0.00000700

0.73473800
0.02609100
0.73481100
-0.30189100
0.02324600
-0.35864800

F3Asee«OCH2

-0.04990000

-1.29497800

0.69545000




I T O O m mm

-0.04990000 1.29499600
-2.21911000 0.00000300
2.10501700 -0.00001900
2.73406400 0.00001200
2.21662800 0.00006000
3.84153700 -0.00000800
-0.55856000 -0.00000500

0.69541700

0.20559200
-0.71362400
0.34185900

1.32021200

0.33955300

-0.37485000

FsAseeeCoH4

T T O I T O =1 T =

>
»

0.20356100
2.28980600
0.34790800
-2.77982100
-3.07424300
-2.57847700
-2.68171200
-2.39130000
-2.88754300
0.54937200

-0.99942600
-0.12888900
1.49123500
-0.60571400
-0.62042500
-1.56602900
0.55461400
0.56780500
1.51639000
-0.08658800

1.12165800
-0.13411600
0.39683200
-0.44072100
-1.49375000
0.04210800
0.24510700
1.29861000
-0.23197200
-0.33032400

FzAsee«OHCH3

T O I T T O m T T

As

-0.00131100
2.27426800
0.49979700

-2.88725100

-2.85104600

-3.89847000

-2.63316400

-1.91705200

-1.90179200
0.57544300

-1.19788900
-0.32781400
1.36652500
-0.41166200
-1.07180200
0.01260500
-0.98903300
0.63168500
1.21994000
-0.00977600

0.79812300
-0.01221200
0.73426200
-0.02976400
-0.90532700
0.05923900
0.87103400
-0.27107700
0.49910600
-0.35934600




F3zAseeePH3

U I I I mMm T T

0.30414900
2.43868600
0.39208500
-3.55974900
-3.83667500
-2.92943800
-2.77187100
0.71786800

-1.27119900
-0.05435600
1.32446900
-1.17852300
0.87841500
0.19505600
0.00644000
0.00055200

0.77077700
-0.03282000
0.73742100
-0.19094500
-0.50153500
1.26688400
-0.13487300
-0.35847600

F3AseeeO(CH3):

I T T O OxT T T O T T mM

>
»

-0.64044200
-2.49573900
-0.28625300
2.29439500
1.79229600
3.37713900
2.11990800
1.72578400
2.34148200
2.22760900
1.83468600
3.41165400
-0.77524000

1.54495000
-0.20217300
-0.56468800

1.07678000

2.02531600

1.16518900

0.79525100

0.09080300
-1.18872300
-1.51181900
-1.90083600
-1.14139200
-0.19664500

-0.14891400
0.10013500
1.35256700
0.40039800
0.18018700
0.21010700
1.45240900

-0.47963900

-0.27557700
0.77329300

-0.94171600

-0.53738000
-0.29644900

FH2Asee«OH>

O I I IT I =

2.01432700
-2.98359000
-2.92783700
-0.05956300
-0.05244300
-2.48934800

0.17404800
0.83108000
-0.69673600
0.96336100
0.79894500
0.08239400

0.00369800
-0.27683100
-0.28432000
-1.02891900
1.16199100
0.08342000




As

0.23664500

-0.12491600

-0.00826000

FH2AseeeSH>

I I o I I

2.46777600
-2.69619000
-2.79109400
-2.53056000

0.39579300

0.36395100

0.69716700

0.19504100
-0.89475300
1.05332400
0.03702800
0.81529600
0.93643200
-0.12903400

0.01154600
0.85992000
0.74705000
-0.10336200
-1.15260500
1.03670500
0.00178200

FH2AseeeNH3

2.00963400
-2.38761300
-2.77692600
-2.77699100
-2.76670900
-0.05007000
-0.05005600

0.21355600

0.17496200
0.08682000
-0.38412800
-0.38545700
1.03447500
0.88416400
0.88290800
-0.12770800

-0.00009400
-0.00005000
0.81738000
-0.81668100
-0.00080500
1.10304400
-1.10405700
0.00007000

FH2AseeeNCH

2.33388300
-2.19518100
-3.37449700
-4.45133000

0.24078100

0.24081100

0.56297100

0.20799700
0.09471700
0.04096100
-0.00785100
0.86638600
0.86581100
-0.13651800

-0.00003700
-0.00001800
-0.00000600
0.00000600
1.09639600
-1.09687500
0.00002900

FH2AseeeCO

-2.37399700

-0.21480000

0.00002900




O o I =T

-0.27087800
-0.27085300
2.35777500
3.50404200

-0.86338900
-0.86385700
-0.10312300
-0.02943500

-0.61428100 0.13680800

1.09482800
-1.09444000
0.00002500
-0.00000300
-0.00002400

FH2AseeeOCH2

-0.18306900
2.00383200
2.68719000
2.21999900
3.79610400

-0.64200200

-2.35563400

-1.01589800

1.34206800
-0.79208300
0.22389800
1.22682200
0.16742200
-0.72658100
0.30074400
-0.24405300

0.05959800
0.04210000
-0.03693300
-0.09033100
-0.05696400
1.32352700
0.42666200
-0.06831800

FH2AseeeC2H4

T T T T O I T O =
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-2.30724600
2.38529300
2.36148500
2.36150800
2.48430800
2.53265100
2.53262800

-0.20419600

-0.20420100

-0.54037200

0.21800800
-0.63191000
-1.19997300
-1.19995600

0.71893400

1.28447300

1.28445600

0.86557600

0.86545000
-0.13285600

0.00001000
-0.00000200
0.93374300
-0.93375800
0.00001200
-0.93418500
0.93422000
-1.09855100
1.09865000
-0.00000800

FH2Asee«OHCH3

I T O m

-2.36468500
2.67502500
2.46546400
3.75721000

-0.30019200
-0.59561500
-1.23751100
-0.40317800

0.13139300
-0.02340300
0.84105900
-0.07539300




I I I O I

2.33901300
1.93978300
2.16628600
-0.14995700
-0.63760600
-0.61292900

-1.10249700
0.62686700
1.24015300

-0.80440000
1.32011900
0.06811500

-0.94267900
0.19720400
-0.51646200
1.04294300
0.74695800
-0.11261100

FH2AseeePH3

-2.49042700
3.11120000
3.11152600
3.38572100

-0.41307800

-0.41312700
2.47048100

-0.70986700

0.00020300
1.05064300
-1.05227800
0.00167200
1.09785300
-1.09606500
0.00005000
-0.00013400

0.16556300
-0.66243500
-0.65958300

1.14268500

0.89395400

0.89619100

0.05227300
-0.11772600

FH2AseesO(CHa)2

I T T O I T O T T IT O
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2.18967800
1.73665200
3.28444500
1.94880100
1.63998100
-0.71176900
-0.71174700
2.18968200
1.73664600
3.28444700
1.94882200
-0.84831800
-2.65753600

1.17896000
2.04018800
1.20247800
1.21103400
-0.00000200
1.10246800
-1.10241900
-1.17896200
-2.04019400
-1.20248400
-1.21102800
0.00000200
-0.00001000

0.13586400
-0.37189000
0.00146500
1.21377800
-0.46766600
-0.97016800
-0.97021000
0.13586400
-0.37187500
0.00144900
1.21378300
0.06733100
0.01585500




ClH2Ase***OH>

-3.41977900
-3.39292000
-0.38214800
-0.38412900
-2.91642000
-0.13802900

2.08619300

0.89778100
-0.62927300
0.93090100
0.77853700
0.15384400
-0.16176300
0.12526300

-0.27556200
-0.22503300
-1.03603200
1.15222400
0.08207200
-0.01121900
0.00576800

ClH2Ase*e*SH>

-3.11535900
-3.18230100
-2.96406300
0.06129100
0.03207400
0.31915900
2.53512200

-0.86010300
1.09032400
0.08351100
0.67908300
0.98176300
-0.17584700
0.15151100

0.84710600
0.76642900
-0.10698900
-1.21615200
0.95270300
0.01188300
-0.00178800

ClH2Ase**sNH3

-2.79601600
-3.19986700
-3.19994100
-3.14507800
-0.37723700
-0.37722900
-0.17077600

2.08865100

0.15060000
-0.30819600
-0.30896000

1.10998100

0.86227700

0.86184400
-0.16022300

0.11860000

-0.00001800
0.81746300
-0.81703200
-0.00045000
1.10061900
-1.10097700
0.00002200
-0.00001300

CIH2AsesNCH

I T O 2

2.64145200
3.82214300
4.89989500
0.10268300

0.13946900
0.11233800
0.08795800
0.82186900

-0.00037500
0.00016500
0.00064300

-1.09597700




As
Cl

0.10291200

-0.17712300

-2.39314400

0.82393500
-0.18944400
0.16868100

1.09419200
0.00009000
-0.00001100

ClH2Asee«CO

-0.06437300
-0.06383100
-2.84860200
-3.99527400
0.23540600
2.43609400

0.82463700
0.81999700
0.15991700
0.08827300
-0.18898100
0.17212100

1.09130300
-1.09536800
-0.00080900

0.00042300

0.00018500
-0.00003400

ClH2As*e«OCH?

2.12786300
2.85945800
2.44363800
3.96286000
-0.52045500
-2.38825700
-0.95269500
-0.36697000

-0.86931200
0.09687300
1.11684000

-0.01880300

-0.93219200

-0.33165500

-0.60034200
1.55002100

0.10961300
-0.07835800
-0.20403300
-0.12854700

1.34271900

0.36805000
-0.07290900

0.03653200

ClIH2As*eC2H4

I T T T O T T O

As
Cl

2.83770800
2.83010400
2.83012400
2.89191300
2.91976100
2.91974000
0.12001700
0.12001700
-0.16976400
-2.38325000

-0.56609900
-1.13453300
-1.13451400
0.78675800
1.35384300
1.35382500
0.82128900
0.82116600
-0.18904900
0.16668200

-0.00000500
0.93388300
-0.93390400
0.00000900
-0.93424900
0.93427900
-1.09638300
1.09647700
-0.00001000
0.00001200




CIH2As*«OHCH:

I T T O T T T O
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-3.04501600
-2.78198900
-4.13799800
-2.69498400
-2.38288500
-2.65802000
-0.16001400

0.22956600

0.24205500

2.44404700

0.69594700
1.36996600
0.57024600
1.13130400
-0.55594600
-1.19196400
0.87234800
-1.28774500
-0.15850200
0.23754600

-0.02250000
0.80210800
-0.04930100
-0.97284100
0.25544200
-0.42023800
0.89870500
0.87203000
-0.13924300
0.09153000

ClH2Ase*PH;3

3.55371300
3.55377000
3.85693700
-0.08238800
-0.08238700
2.92135800
-0.33539000
-2.56189100

-0.63475900
-0.63514500
1.16229400
0.86812300
0.86798600
0.08860800
-0.15361600
0.12421800

-1.05035000
1.05006800
0.00018300

-1.09501700
1.09513200
0.00000900
-0.00000800
0.00000600

CIH2As***O(CH3):

2.58276000
2.13149300
3.67856500
2.33521900
2.03977300
-0.36652800
-0.36652200
-2.74531700
2.58276100

1.17886900
2.04025500
1.20598100
1.20941500
-0.00000100
1.09975600
-1.09970200
-0.00000200
-1.17887000

0.13824700
-0.37107400
0.01190500
1.21483000
-0.47075000
-0.97107600
-0.97113100
0.00904600
0.13824800




H
H
H

As

2.13148300
3.67856400
2.33523400

-2.04025800
-1.20598800
-1.20940800

-0.49086200 0.00000000

-0.37106100
0.01189200
1.21483400
0.06618600

20. Antimony Bonded Complexes

F3SbeeeOH2

T T O m m T

-0.28996600

2.02691000
-0.28996300
-2.39484700
-2.52946200
-2.52947600

0.21950800

-1.43724200
-0.00000200
1.43724300
0.00000000
-0.76476300
0.76476500
0.00000000

0.84828400
0.34350200
0.84828400
-0.20432900
0.37867800
0.37867100
-0.34281100

F3SbheeeSH>

-0.06905100
-2.38506800
-0.06905100
2.55875300
2.55875100
2.81679900
-0.53878000

1.41701000
0.00000000
-1.41701000
0.97470400
-0.97470200
0.00000000
0.00000000

0.88675500
0.22016800
0.88675500
0.74326900
0.74327100
-0.15727200
-0.33163300

F3SheeeNH3

Z I I I m m T

Sh

-0.22253700

2.04347000
-0.22253400
-2.55462200
-3.05512800
-2.55460300
-2.37620300

0.20416000

-1.44530500
-0.00000200
1.44530700
-0.82214900
0.00003700
0.82211000
0.00000000
0.00000000

0.87026500
0.28680600
0.87026500
0.48100800
-0.86059700
0.48107000
-0.09885600
-0.34618700




F3SbeeeNCH

F -0.03589000 1.41867700 0.88109800
F -0.03589600 -1.41867500 0.88109800
F 2.28811000 -0.00000400 0.25804800
N -2.41845100 0.00000200 -0.33437600
C -3.53210900 -0.00000100 0.05398300
H -4.54904300 -0.00000300 0.41215900
Sb 0.44556800 0.00000000 -0.32505100
F3SbheeeCO
F 0.06044700 1.41344800 0.82818200
F -2.32170200 0.00017800 0.35650000
F 0.06016100 -1.41357700 0.82817700
C 2.71401100 -0.00011900 -0.29624100
0] 3.79869900 0.00006400 0.07999700
Sh -0.52674100 -0.00000500 -0.33290700
F3Sbee«OCH2
F 0.16856000 -1.40625100 0.81534200
F 0.16854100 1.40621900 0.81541200
F -2.20815600 -0.00002500 0.49079600
@) 2.17116700 0.00003600 -0.67538900
C 2.81394800 -0.00002300 0.37492000
H 2.30810400 -0.00009300 1.35672800
H 3.91967900 -0.00000700 0.34938100
Sb -0.46355500 0.00000900 -0.34600900

F3SbeeeCoH4




T T O I T O =1 m T
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-0.03076400
2.32536600
0.14305700

-2.85298000

-3.15897500

-2.64911000

-2.75206000

-2.45316800

-2.96323300
0.44932900

-1.08707600
-0.07809600
1.63828200
-0.58823300
-0.57545200
-1.56000600
0.55435900
0.53836700
1.52872100
-0.07816400

1.25492000
0.12535000
0.50008100
-0.42541300
-1.47542500
0.03324000
0.29168500
1.34263600
-0.15654900
-0.31107200

F3Sbee«OHCH:

I O I T T O m m T

(9]
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-0.22277000
2.28597600
0.25346400

-3.00137300

-3.00553000

-3.98895100

-2.74851400

-1.99443100

-1.93795400
0.48616900

-1.35160200
-0.30639000
1.47692300
-0.38924200
-1.07632200
0.08545400
-0.94318700
0.61322400
1.22520000
-0.00454600

0.84677400
0.31112600
0.88783700
0.03758300
-0.81722900
0.12697200
0.95164000
-0.25262800
0.49974600
-0.34073000

F3SbeeePH3

U I I I 7 m T

Sb

0.01859800
2.40596500
0.10489500
-3.63530800
-3.83880100
-2.90749600
-2.81166200
0.58414500

-1.39363900
-0.05243700
1.44035700
-1.14991400
0.94206400
0.12700100
0.00516300
0.00107600

0.86437000
0.28978800
0.84713000
-0.20762400
-0.40539200
1.30993200
-0.10221900
-0.33676900




F3SbeeeOQ(CH3)2

I T T O O T T T O T M T

-0.43877400
-2.49317000
-0.03736800
2.43836000
1.92390300
3.51614400
2.27776400
1.86432700
2.50749000
2.40714500
2.01039300
3.57184200
-0.65829600

1.72422000
-0.07576000
-0.63046000

1.09989800

2.04317000

1.19019100

0.80646100

0.10815300
-1.16583400
-1.49853500
-1.88101900
-1.08906800
-0.18044700

-0.08274000
0.33963500
1.49306000
0.43198400
0.22204200
0.22083100
1.48172300

-0.44917600

-0.26363000
0.78238600

-0.93433300

-0.53803900

-0.28237100

FH2SbeeeOH>

2.09105600
-2.95265300
-3.14993900
-0.16543200
-0.17984200
-2.59693400

0.16478100

0.30206800
1.00148100
-0.50278800
0.85699300
1.15499800
0.14032600
-0.12454700

-0.03467700
-0.19591000
-0.40047800
-1.34276200
1.08262400
0.06369800
0.01292200

FH2SbeeeSH?>

I I o I I

Sb

2.44971700
-3.00704700
-2.84162400
-2.76504500

0.15539600

0.14072600

0.54403600

0.36240200
-0.55679800
1.28703800
0.05763900
1.03622300
0.94450800
-0.13519300

0.02859400
1.08470000
0.46055100
-0.09377700
-1.18454100
1.25143200
-0.00723600




FH2SbeeeNH3

I T I T I Z T

2.09427600
-2.51632900
-2.96163100
-2.96209700
-2.76801700
-0.15273800
-0.15258800

0.15221300

0.30771400
0.16059500
-0.25554300
-0.25676500
1.14977300
1.01131500
1.01007200
-0.12847900

-0.00006300
-0.00007300
0.81871400
-0.81798300
-0.00073000
1.23063600
-1.23173000
0.00004300

FH2SbeeeNCH

-2.33919900
2.39283300
3.57220800
4.64974700

-0.04708800

-0.04701400

-0.42521400

0.35596700
0.08542500
0.12102800
0.15605700
0.99398900
0.99435300
-0.13082800

-0.00001000
0.00001500
-0.00001200
-0.00002700
-1.22234800
1.22199600
0.00000900

FH2SbeeeCO

2.35611800
0.02635400
0.02635200
-2.58273900
-3.72887900
0.47195500

0.41396200
0.96677100
0.96678400
0.07409900
0.14283000
-0.14208700

0.00000000
1.21684500
-1.21683000
0.00000300
-0.00000200
0.00000000

FH2Sbee«OCH>

I T O O =

0.23062900
2.14511100
2.92305200
2.55063400
4.02012100

1.50210600
-0.82231800
0.12764400
1.16939600
-0.03883400

0.00500500
-0.02533400
0.01680200
0.03494600
0.03784300




Sh

-0.37609400
-2.20527800
-0.79929900

-0.64240100
0.61367700
-0.17270800

1.54038300
0.55210500
-0.04134200

FH2SbeeeCoH4

I T T T O I IT O =
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2.33436200
-2.62882900
-2.70606500
-2.56048300
-2.66832800
-2.61666800
-2.76376900

0.04193000

0.03178800

0.41856800

0.32614200
-0.58352400
-1.18385300
-1.11881100

0.77053300

1.36853400

1.30569300

0.68959400

1.25351600
-0.12494100

0.07815000
0.05069000
-0.85966200
1.00210900
0.00822900
0.92174400
-0.94004500
1.41816000
-0.95994000
-0.03214200

FH2Sbee«OHCH3

I T T O T T T O M

Sh

-2.29013400
2.92336200
2.54108500
3.98510600
2.80325400
2.13104800
2.47357700
0.09679300
0.03565000

-0.50809400

-0.67303000
-0.68610600
-1.37991500
-0.47605100
-1.13600800

0.51702200

1.17528400
-0.92849100
-0.76976900

0.18730700

-0.00065100
-0.02039500
0.73772200
0.17753500
-1.01812400
0.10691400
-0.51436500
-1.14742600
1.29498500
-0.00504700

FH2SbeeePH3

I I I =

-2.47153700
3.46287700
3.46289200
3.41843600

0.35158500
-0.50905400
-0.50912800

1.31973600

0.00000100
-1.05427100
1.05422100
0.00003900




Sb

-0.16857200
-0.16857600

2.71443800
-0.55842700

0.99617200
0.99614700
0.08398100
-0.13172300

-1.21966600
1.21968900
0.00000100

-0.00000100

FH2SbeeeO(CH3)2
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2.48313200
1.97737700
3.55638600
2.36155700
1.87223200
-0.50539300
-0.50538700
2.48311500
1.97734000
3.55636700
2.36154800
-0.69721900
-2.66633000

1.18232400
2.04064100
1.20318600
1.21796800
0.00000000
1.23255700
-1.23256300
-1.18233200
-2.04064200
-1.20321600
-1.21797000
0.00000200
-0.00000400

0.09247900
-0.36812700
-0.16026800

1.19008700
-0.44574100
-1.07495700
-1.07494500

0.09247900
-0.36811900
-0.16027800

1.19008800

0.08525500
-0.11836800

ClH2Sbee*OH>

2.25690300
-3.24663500
-3.50349500
-0.39818300
-0.41120900
-2.91051300
-0.14752400

0.20403400
1.12631000
-0.36960100
0.90574600
1.08189300
0.25232800
-0.16140300

-0.01294800
-0.18191200
-0.38268600
-1.29360100
1.13759400
0.06076200
0.00891400

CIH2SbeeeSH2

2.61118200
-3.34400700
-3.11776400

0.27893400
-0.46336100
1.37496900

0.01030700
1.08559500
0.46398000




S -3.09416600 0.14509600 -0.09438500
H -0.08839600 0.93786300 -1.23454200
H -0.10163500 0.96808800 1.19702800
Sb 0.23075200 -0.19374500 -0.00347300
ClH2SbeeeNH3
Cl 2.26954000 0.19935400 0.00003000
N -2.81495400 0.26928300 -0.00016600
H -3.27922600 -0.12598200 0.81869800
H -3.27976200 -0.12694600 -0.81825800
H -3.02040800 1.26937700 -0.00067700
H -0.38463500 0.99652200 1.22642200
H -0.38445000 0.99519200 -1.22761600
Sb -0.16723600 -0.16239500 0.00004100
CIH2SbeeeNCH
Cl -2.49665800 0.27154300 0.00000200
N 2.72289800 0.16261800 0.00000200
C 3.90079000 0.23603300 0.00000100
H 4.97679400 0.30505500 -0.00000100
H 0.20173200 0.96105800 -1.21872200
H 0.20170400 0.96088000 1.21889100
Sb -0.10592300 -0.18427000 -0.00000400
CIH2SbeesCO
Cl 2.51529400 0.32829700 0.00000000
H -0.21565900 0.92487200 1.21380700
H -0.21566800 0.92489400 -1.21378500
C -2.95148500 0.16770700 0.00000500
@) -4.09492400 0.27390200 -0.00000300
Sb 0.15960000 -0.20839700 -0.00000100




CIH2Sbeee«OCH:2

0.18960900
2.16007700
3.05569900
2.82512100
4.12308900
-0.37816200
-2.33244900
-0.84462300

1.78920100
-1.07187000
-0.23231600

0.85102500
-0.53661900
-0.79366800

0.23042600
-0.39605400

0.00811900
-0.00030600
-0.00232700
-0.01522900

0.00918500

1.54310700

0.53130200
-0.04294100

CIH2SbeeeC2H4

I T I T OITIOO

(9]
(o

2.49802300 0.24818300
-2.98007400 -0.48113600
-3.05004700 -1.07655800
-2.96544900 -1.02031600
-2.96304900 0.87327400
-2.91750700 1.46782300
-3.00309200 1.41296300
-0.20239400 0.83497900
-0.20773200 1.08151600

0.10859900 -0.18181100

0.02579000
0.04334100
-0.87103800
0.99478200
0.00270100
0.91890900
-0.94707200
1.30958800
-1.11616700
-0.01968000

CIH2Sbess«OHCH3

Q

I T T O T I T O

-2.48997400 0.51370500
3.14174200 0.90581600
2.68685200 1.55842200
4.21860000 0.80747900
2.98036400 1.33841100
2.47743800 -0.37286000
2.88937000 -0.99437200
0.28799500 0.87483600
0.24379200 0.70303200

-0.00018700
0.02056200
-0.73415100
-0.18223000
1.02016200
-0.10736100
0.50990300
1.14028300
-1.29472900




Sb

-0.18916400

-0.30338800

0.00548000

CIH2SbeePH3

-2.63472100
3.81033400
3.80999400
3.74298600
0.07548400
0.07554400
3.05298200

-0.24546700

0.26836700
-0.42093000
-0.41974800

1.40734200

0.96095200

0.96136500

0.16330300
-0.18629000

-0.00000600
-1.05316300
1.05402500
-0.00060300
-1.21683700
1.21645400
-0.00001900
0.00001000

CIH2SbeeeO(CH3):

I T OxT T T O

Q

Sh

2.78929600
2.28040500
3.86087500
2.67441600
2.17547200
-0.23345600
-0.23346100
-2.82630100
2.78928900
2.28038000
3.86086400
2.67442200
-0.39201200

1.18249900
2.04115200
1.20407800
1.21685900
0.00000300
1.22858800
-1.22855100
0.00000500
-1.18249800
-2.04114600
-1.20409100
-1.21685000
-0.00000300

0.07337000
-0.38326900
-0.18602800

1.17173100
-0.46219800
-1.06355100
-1.06359700
-0.08396200

0.07336900
-0.38325900
-0.18604300

1.17173100

0.10131000

21. Bismuth Bonded Complexes

F3sBiseOH>

O m 7 mm

-0.43736900

2.04194900
-0.43746000
-2.47477200

-1.52014300
0.00002600
1.52009700

-0.00002400

0.94871400
0.54437500
0.94874200
-0.17013600




Bi

-2.57195500
-2.57196900
0.17395200

-0.76473800
0.76471900
0.00000500

0.42188200
0.42184300
-0.25854400

FsBieeeSH>

»w T I m m T

-0.13620700

2.33418500
-0.13620700
-2.62300400
-2.62300300
-2.92388800

0.40328000

-1.49703600
0.00000000
1.49703600

-0.97459000
0.97459000
0.00000000
0.00000000

1.00783000
0.37123400
1.00783000
0.74206300
0.74206400
-0.14702500
-0.24835900

F3BieesNH3

-0.36213900
2.07830500
-0.36213600
-2.63150700
-3.23861900
-2.63151300
-2.49819500

0.16629800

-1.52013000
-0.00002400
1.52013000
-0.82056500
-0.00001400
0.82053600
-0.00001300
0.00000400

0.98481200
0.46674200
0.98482500
0.51277600
-0.78409900
0.51277900
-0.08231100
-0.26015300

F3BieeeNCH

I O 2 m T T

Bi

-0.19815400
-0.19814100

2.27080500
-2.52980500
-3.61981700
-4.61525500

0.32737600

1.49780000
-1.49782800
-0.00000400

0.00002600
-0.00001600
-0.00005100

0.00000300

1.01453900
1.01450700
0.36312500
-0.37341900
0.07591200
0.49066900
-0.23929800




FzBieeeCO

O O m mm =

0.26409400
-2.26467200
0.26356200
2.79123200
3.87380000
-0.38680300

1.49430900
0.00032200
-1.49454100
-0.00017600
0.00008800
-0.00000600

0.94645200
0.50495200
0.94645000
-0.29200600
0.08854100
-0.24743300

FsBiee«OCH>2

I T O O M m T

0.34865200
0.34858400
-2.18323100
2.30363600
2.95189000
2.45086000
4.05736500
-0.35270700

-1.47758400
1.47753200
-0.00006400
0.00006900
-0.00003800
-0.00016300
-0.00001800
0.00001100

0.94308900
0.94321800
0.63537200
-0.67063300
0.37716800
1.36093200
0.34443800
-0.25660700

FzBieeeC2H4

T T O I T O =1 m T

@

-0.21760200
2.30119900
0.01438600

-2.92912900

-3.27244100

-2.69172300

-2.83104400

-2.49953600

-3.07857000
0.32796900

-1.11489500
-0.09075100
1.76120000
-0.59466700
-0.60246600
-1.55490000
0.55930700
0.56111400
1.52359200
-0.05680900

1.40561700
0.23388400
0.59816400
-0.41214100
-1.45084900
0.05540100
0.28853800
1.32995200
-0.16296400
-0.23095100

F3Biee«OHCH:3

-0.39107200

-1.47261500

0.90352900




T O I T I O m T

2.25252300
-0.01613900
-3.16742500
-3.24359200
-4.13629300
-2.86585200
-2.15922200
-2.05816200

0.38523400

-0.25022400
1.53430800
-0.38176400
-1.07905900
0.11648200
-0.92994100
0.59428000
1.22543100
-0.00120200

0.52213500
1.02719000
0.08658900
-0.75646700
0.23433500
0.98932700
-0.28148400
0.45212000
-0.25617700

FsBieeePH3

-0.26965800
2.33483700
-0.04414600
-3.63025000
-4.03309000
-3.00112200
-2.92411800

0.43779400

-1.43588100
-0.13965600
1.55228100
-1.22390900
0.82009600
0.25037100
0.00944600
0.00266300

0.98786600
0.45242700
0.95622300
-0.08118800
-0.46375600
1.30171000
-0.09490100
-0.25183000

F3Bise*O(CHz3):

I T T O O T T T O T T M

-0.24104100
-2.43969900
0.19126600
2.65646200
2.15589700
3.73750900
2.48115800
2.07502600
2.69214000
2.56380600
2.19643100
3.76275300

1.86356600
-0.04023500
-0.71523900

1.10723100

2.05366300

1.17786200

0.83439100

0.10717800
-1.17330300
-1.48163000
-1.89515700
-1.12311800

0.08266500
0.47328700
1.59079600
0.41276100
0.18374400
0.21021200
1.46578700
-0.45521600
-0.22996700
0.82003600
-0.89551500
-0.48671500




Bi

-0.52029100

-0.12048000

-0.21775100

FH2BieeeOH>

O I T T I T

-2.13060400
2.94230300
3.29249100
0.19111700
0.27585800
2.69952700

-0.10991000

0.36921200
1.09127300
-0.25093500
0.63122700
1.47160600
0.15482900
-0.09041800

0.07290700
-0.03340000
0.61056600
1.58245100
-0.79026700
-0.03653000
-0.02088300

FH2BieeeSH2

2.38720200
-3.17389600
-2.90399900
-2.95425900
-0.01202900
-0.01742700

0.38422500

0.42840100
-0.26071400
1.38230300
0.06039700
1.16710000
1.03678400
-0.09816200

0.03202300
1.21127400
0.19104700
-0.08260800
-1.19856600
1.31140000
-0.00580300

FH2BieeeNH3

2.14677100
-2.65210400
-3.13077600
-3.13080300
-2.82787500
-0.21003800
-0.21003700

0.10546200

0.36456300
0.19120100
-0.18732800
-0.18740400
1.19665600
1.12435000
1.12434000
-0.09265200

-0.00000200
-0.00000200
0.81820400
-0.81815700
-0.00004400
1.26399600
-1.26399700
0.00000000

FH2BieeeNCH

-2.31078200

0.41071700

0.00000000




I T T O Z2

2.55995000
3.73487500
4.80839100
0.07759900
0.07759700
-0.29512600

0.06111800
0.16695900
0.26730500
1.11079900
1.11078500
-0.09174600

0.00000000
0.00000000
0.00000000
-1.25945600
1.25947200
0.00000000

FH2BieeeCO

2.29950700
-0.13838700
-0.13842100
-2.74663400
-3.88352000

0.32685800

0.50782800
1.07292700
1.07305600
0.05129300
0.20994400
-0.10486400

0.00000200
1.25455100
-1.25442500
-0.00000400
0.00000200
-0.00000200

FH2Biee«OCH>2

0.55819400
2.36539200
3.15102000
2.78491300
4.24545300
-0.15975400
-2.01083200
-0.57485300

1.61481000
-0.85901000
0.08058000
1.12241100
-0.10046400
-0.51632900
0.79048000
-0.11374400

-0.02575300
-0.06062000
0.04701200
0.10920300
0.08337800
1.65973100
0.57118900
-0.02396200

FH2BieeeC2H4

T T O I T O =M

2.31232900
-2.78861400
-2.93034100
-2.67612500
-2.80055000
-2.68340200
-2.93995400

0.34051200
-0.56709800
-1.19859000
-1.06587900

0.78511100

1.41488400

1.28682600

0.14617200
0.10324200
-0.77799900
1.07047100
0.01046300
0.89609800
-0.95064000




Bi

-0.07075300
-0.08560500
0.29048400

0.55680100
1.51260900
-0.08288400

1.58748100
-0.74135400
-0.03713100

FH2Biee«OHCH3

I I T O I T I O T

2.24152100
-3.10738100
-2.70079900
-2.98298900
-4.17233600
-2.34423300
-2.72438500
-0.22586900
-0.22977600

0.36458600

0.76065600
0.72974100
1.40153800
1.19157300
0.54289600
-0.49587000
-1.13786600
1.00375500
0.95432500
-0.13510400

0.02057800
0.01515900
-0.74987200
1.00679200
-0.18854300
-0.08552800
0.53056600
-1.23858200
1.28106900
-0.00281200

FH2BieeePH3

-2.39770700
3.74320500
3.74305700
3.43241300
0.02601800
0.02605300
2.91802100

-0.39953900

0.45749300
-0.37877200
-0.37830400

1.42486000

1.09250500

1.09263500

0.09994700
-0.10204300

-0.00000100
-1.05486500
1.05518500
-0.00025900
-1.25512900
1.25499800
-0.00000400
0.00000200

FH:BisssO(CH3):

I OIT T T O

2.74877700
2.23236200
3.81730300
2.65107700
2.12899500
-0.34027000

1.18316900
2.03940400
1.20721300
1.22264400
0.00000100
1.26827900

0.08294300
-0.37011800
-0.18975800

1.18328000
-0.43985300
-1.17681200




I T T O I

-0.34026000
2.74874400
2.23228500
3.81726300
2.65106800

-0.52278100

-2.59412100

-1.26828900
-1.18318500
-2.03940500
-1.20727300
-1.22264400

0.00000300
-0.00000700

-1.17679600
0.08294300
-0.37009700
-0.18978300
1.18328200
0.05932700
-0.14376000

CIH2Biee*OH>

-2.38464900
3.13202900
3.53832400
0.33499500
0.39405300
2.90949300
0.11884000

0.24376000
1.23153400
-0.10454500
0.72412600
1.41694700
0.29000400
-0.11725300

0.03114100
-0.03551000
0.58955400
1.53543900
-0.87614200
-0.03020900
-0.01808500

CIHzBiee*SH>

2.63706300
-3.40083600
-3.08451200
-3.17646300
-0.15958100
-0.16208700

0.15422100

0.32408900
-0.15286000
1.48331100
0.16391700
1.10595100
1.06312500
-0.14014100

0.01402200
1.21242200
0.19388900
-0.08181900
-1.23575400
1.26979500
-0.00445300

ClH2Biee*NH3

I T IT T =

2.40787100
-2.85261000
-3.34441800
-3.34413500
-2.99263900
-0.34447500

0.23020600
0.31246800
-0.04973700
-0.04873800
1.32375700
1.12233300

0.00000000
0.00000200
0.81806000
-0.81866800
0.00059300
1.25932700




H -0.34450900 1.12254700 -1.25911200
Bi -0.12765500 -0.11531300 -0.00000300
CIH2BisesNCH
Cl -2.55910600 0.30410200 0.00000000
N 2.78391200 0.15572700 -0.00000300
C 3.95583800 0.29185100 0.00000200
H 5.02661900 0.41915200 0.00000600
H 0.22614700 1.09678000 -1.25519100
H 0.22614400 1.09679900 1.25516700
Bi -0.06260900 -0.12799600 0.00000000
CIHzBiee=CO
Cl 2.55296800 0.39422000 -0.00000100
H -0.27596200 1.05454900 1.25068600
H -0.27595400 1.05445900 -1.25077200
C -2.99929200 0.17140600 -0.00001200
@) -4.13017900 0.36866000 0.00000600
Bi 0.09865800 -0.15407800 0.00000200
CIH2Biee*OCH2
Cl 0.65117800 1.91575400 -0.00759900
@) 2.27314000 -1.22093700 -0.05757600
C 3.23401600 -0.46204300 0.03996100
H 3.09185800 0.63403500 0.10601500
H 4.27073900 -0.85771800 0.06416100
H -0.22207200 -0.62624000 1.65652200
H -2.12423200 0.59405800 0.56388700
Bi -0.64669300 -0.23821900 -0.02458500
ClIH2BieesC2H4
Cl 2.55956600 0.25819600 0.08367100




I T T T O I I O

@

-3.03012000
-3.19192900
-2.93864000
-2.99476100
-2.85746100
-3.11354800
-0.22106600
-0.23982700
0.06264000

-0.45678300
-1.10919700
-0.92996300
0.89179000
1.54361400
1.36876500
0.67439700
1.42669700
-0.12016500

0.14359700
-0.71881000
1.12579800
0.01011200
0.87682900
-0.96627700
1.52647600
-0.86744800
-0.04001500

CIH2Biee*OHCH3

I T IOIITIOO

@

2.53501300
-3.23141300
-2.76050200
-3.06185400
-4.30951300
-2.59353000
-3.03512600
-0.32545700
-0.32966400

0.13088700

0.59209800
0.98264800
1.60568500
1.43610600
0.90089100
-0.31385800
-0.91164100
0.95896600
0.94800200
-0.22155100

0.01106000
0.01361200
-0.75585700
1.00239100
-0.18948100
-0.07886300
0.54112500
-1.25130500
1.25985600
-0.00295800

CIH2Biee*PH3

-2.65041600
3.97995900
3.97931100
3.61680400
0.17176300
0.17183900
3.14160100

-0.16851400

0.35114800
-0.24833300
-0.24658100

1.54677100

1.07175900

1.07219100

0.20712500
-0.14785800

-0.00000200
-1.05478400
1.05602100
-0.00097600
-1.25168100
1.25126300
-0.00001600
0.00000500

CIH:2Biee*O(CH3):




I T OxT I IT O

Bi

2.95949300
2.44615300
4.02958000
2.85404600
2.34281400
-0.15213900
-0.15213100
-2.82897300
2.95947700
2.44611300
4.02955900
2.85404500
-0.29541000

1.18343300
2.04012200
1.20716000
1.22137200
-0.00000200
1.26336100
-1.26337800
-0.00000600
-1.18344600
-2.04012800
-1.20719500
-1.22137200
0.00000300

0.06836000
-0.38734700
-0.19748500

1.16796200
-0.45969100
-1.17452300
-1.17449900
-0.08924500

0.06836100
-0.38733200
-0.19749900

1.16796500

0.06695300

22. Oxygen Bonded Complexes

F20e°e«OH>

@)
=
=
@)
H
H

0.42408600
0.53528400
1.79445800
-2.33429500
-2.84284100
-2.84316100

-0.25305100

1.16690900
-0.66090400
-0.31482300
-0.00509600
-0.00595800

0.00003100
0.00003800
-0.00003700
-0.00003900
-0.76085600
0.76091400

F20eeSH>

w T T m 7T O

1.06163300
1.13157400
2.43912900
-1.98036600
-2.23169200
-2.27608300

-0.28279000
1.14099600
-0.65418600
1.06877100
0.07713800
-0.20405500

-0.02263000
0.01285000
0.00636500

-0.39271100
1.26544900

-0.05404000




F20e¢sNH3

I T T z Tm m O

-0.47971400
-0.39346300
-1.89753900
2.33984400
2.48818100
3.10144800
2.48819000

-0.32473500
1.09968700
-0.53453300
-0.30002300
0.29532800
-0.97900800
0.29532400

0.00000300
0.00000000
-0.00000100
0.00000000
-0.81544700
-0.00000500
0.81544800

F20eeeNCH

T O 2 m 7 O

0.90040300
0.98412800
2.27827200
-1.94547800
-3.12453700
-4.19925500

-0.27350900
1.14686700
-0.65636300
-0.20932600
-0.12041600
-0.03867600

-0.00001700
0.00000300
0.00002000
-0.00003100
-0.00001400
0.00023600

F20ee«CO

©C O m m O

1.00311100

-0.30235800

1.00123600 1.12092300
2.39576500 -0.60555700
-2.10887100 -0.26673800
-3.24308300 -0.07737500

-0.00001600
0.00000100
0.00001100
-0.00001000
0.00001000

F20ee«OCH>

mM m O T T O O

-1.77691600 -0.77989800
-2.45033800 0.24271400
-1.97849800 1.24817700
-3.56053700 0.20707500
0.92540300 -0.34823200
0.65180200 1.05250000
2.35410600 -0.37322200

-0.00003600
-0.00000500

0.00003100
-0.00001100
-0.00000900
0.00004900
-0.00000700




F2OeeeCoH4

mM nm O T T O T I O

-2.19299900
-2.55746500
-1.83015300
-2.19300600
-1.83016600
-2.55747900
0.84876800
0.91500100
2.22957200

-0.12757200
-0.98756100
0.73307100
-0.12762100
0.73298100
-0.98765200
-0.28739200
1.13682900
-0.65466700

-0.67499300
-1.24288500
-1.24289800
0.67504000
1.24301200
1.24286600
-0.00004100
0.00006500
-0.00007000

F20ee«OHCH3

M m O I O I T T O

-2.10042300 0.16465900
-3.13695500 -0.04683500
-1.41809000 -0.17958900
-1.97076300 1.25169500
-1.74245500 -0.56031000
-2.33005400 -0.27407800

0.92714100 -0.31623200
0.85853900 1.10402400

2.25045200

-0.51811400

-0.63124600
-0.94136000
-1.41852600
-0.50102700
0.55638000
1.26768700
0.17625800
0.27332600
-0.32670300

F20eeePH;

U T I T T T O

-1.16364400
-0.95669300
-2.58509300
2.28539200
3.60145200
2.28560100
2.20085200

-0.36937600
1.04141700
-0.46902700
0.75525700
-0.48393500
0.75611000
-0.21492900

0.00012300
-0.00001400
-0.00006400
-1.04180700

0.00000100

1.04105700

0.00003100

F20e¢¢O(CH3)2

-1.65122000

1.20088400

0.33469200




I T T O m nm oo I I T

-2.74047900
-1.16440300
-1.25157900
-1.36746400

1.26831700
1.07352700
2.69291100
-1.95500500
-3.05546400
-1.69312500
-1.56236700

1.37277000
2.11337900
0.94920300
0.16566200
0.05862700
-0.51879000
0.19946600
-1.06471900
-0.97624600
-1.81854500
-1.37794700

0.41769900
-0.03400000
1.33465300
-0.60333800
-0.33299300
0.95722900
-0.38401200
-0.18789800
-0.12274100
-0.94202500
0.79734400

23. Sulfur Bonded Complexes

F2SeeeOH>

M m I T O w”w

-0.32197700
2.32975200

-0.36265500
-0.38092100

2.65444800 0.11766800
2.65447100 0.11778200
-0.10425300 1.28250000
-1.98411500 -0.32534500

-0.00004100
-0.00000400
0.76285000
-0.76277500
0.00013100
-0.00006300

F2SeeeSH>

MM "M »w I I w»w

0.83631800 -0.36119400
-2.28757400 0.69654000
-2.28759900 0.69635600
-2.33013200 -0.23678200
0.66657100 1.28803400
2.49745100 -0.37973300

-0.00002900
-0.97525900
0.97544500
0.00000500
0.00007300
-0.00005200

F2SeeeNH3

I

-0.29241400 -0.39554200
2.46906400 0.26160300
2.46909100 0.26151100

0.00001600
0.82054900
-0.82049400




m M I Z

2.18473200 -0.27389800
2.72162900 -1.14134100
-0.05788900 1.25568100
-1.97258800 -0.27077100

0.00005300
0.00011000
-0.00007100
-0.00001700

F2SeeeNCH

m T T O Z u»w

-0.73444300
2.06874500
3.23497100
4.29909500

-2.39598100

-0.54169100

-0.35990700
-0.28573000
-0.10003500
0.07101900
-0.36157600
1.28244300

0.00002400
0.00069800
-0.00040900
-0.00144300
-0.00021400
0.00006000

F2SeeeCO

mT m O O »w

0.81802100
-2.25674600
-3.39049300

0.59185000

2.47215800

-0.36915600
-0.27124400
-0.08508600
1.26793200
-0.35519200

-0.00015000
-0.00002300

0.00041000
-0.00000900
-0.00007200

F2See«OCH>

M m I T O O w

0.74852200
-1.83818200
-2.57957200
-2.17265100
-3.68088500
0.28704200
2.38629900

-0.40549400
-0.74649500
0.23221500
1.26226300
0.10964900
1.19171400
-0.11452900

-0.00000700
-0.00000400
0.00000600
0.00001200
0.00000800
0.00001700
-0.00000800

F2SeeeCoH4

0.65284200
-2.24457900

-0.35581200
-0.14926100

-0.00002300
-0.67696000




mM m I I O I =T

-2.42139800 -1.06670000
-2.08040900 0.77072700
-2.24456300 -0.14931700
-2.08037900 0.77062400
-2.42136800 -1.06680300
0.51688100 1.29510900
2.31566700 -0.39770800

-1.24454100
-1.24377800
0.67699400
1.24388500
1.24450400
0.00005200
-0.00004200

F2See«OHCH:

mM m I O I I I O »

-0.77412600 -0.39398100
2.43636600 0.17694900
3.52118600 0.08840000
2.18357500 -0.23438300
2.13237900 1.23391200
1.70462800 -0.61502300
1.89315200 -0.26496000

-2.40005000 -0.17846700

-0.44433800 1.21615600

-0.02849800
0.51531300
0.35147400
1.50007600
0.47447800

-0.44603100

-1.32869200
0.27559900

-0.28282100

F2SeeePH3

M m 9 I T I w»

0.90124200
-2.85174500
-2.85266400
-3.37335900
-2.31209400

0.69739000

2.56253300

-0.37375200
0.63620400
0.63352900

-1.10964200

-0.15980800
1.27074700

-0.35773900

0.00000900
-1.04953400
1.05109200
-0.00166300
0.00000300
0.00000000
-0.00001000

F2SeeeO(CHz)2

I I O »u

-1.03324100
1.94632400
3.03744000
1.46840700

-0.00006600
-1.18235900
-1.21779800
-2.03927900

-0.39676100

0.03724300
-0.12313800
-0.45393500




H 1.72924000 -1.20264500 1.11895400
@) 1.39755300 -0.00006100 -0.56370600
F -2.69436400 -0.00003900 -0.19645500
F -0.69160200 0.00016300 1.23304100
C 1.94622800 1.18239400 0.03702500
H 1.46821500 2.03918500 -0.45428700
H 1.72916700 1.20284700 1.11873700
H 3.03733600 1.21790800 -0.12339200
Cl2See«OH>
S -0.03322600 -0.53478000 -0.00001000
@) 2.73699000 -1.04357300 -0.00002100
H 3.15421300 -0.61795300 0.76176100
H 3.15421600 -0.61758200 -0.76159400
Cl -2.10345300 -0.40676200 0.00000300
Cl 0.47564500 1.47385600 0.00000600
Cl2SeesSH>
S -0.40862900 -0.47139400 0.00001300
H 2.85738000 0.34826500 0.97415200
H 2.85735100 0.34799100 -0.97438800
Cl -2.47738500 -0.63223800 -0.00000600
Cl -0.17555400 1.58749500 -0.00000200
S 2.87020600 -0.58708200 0.00001000
Cl2SeeeNH3
S -0.02954800 -0.57324300 0.00003400
H 2.99068400 -0.45228700 0.81832200
H 2.99071200 -0.45237800 -0.81821100
Cl -2.11535500 -0.33849700 0.00000800
Cl 0.53678900 1.42609300 -0.00008600
N 2.61654100 -0.93395200 0.00007600
H 3.01120800 -1.87491400 0.00013500




Cl2SeesNCH

S -0.30519100 -0.49292100 -0.00005600
Cl -2.37647800 -0.61263300 0.00004500
Cl -0.02856000 1.55448400 0.00000200
N 2.60142400 -0.59478800 -0.00010800
C 3.78303200 -0.56951900 0.00009500
H 4.86052700 -0.54409300 0.00027500
Cl2SeeeCO
S 0.38569800 -0.51773600 -0.00046300
Cl 0.02311300 1.51626000 -0.00004800
Cl 2.45117600 -0.56912800 0.00030500
C -2.79471400 -0.64894800 -0.00043600
o) -3.93322600 -0.49047200 0.00070500
Cl2See«OCH:>
S 0.38864800 -0.55163100 0.00001200
O -2.32896400 -1.05617300 -0.00001900
Cl 2.45686700 -0.37791200 -0.00000300
Cl -0.16425400 1.44590400 -0.00000400
C -3.21590600 -0.20916700 0.00000800
H -2.97903700 0.87446500 0.00002500
H -4.28660200 -0.49984200 0.00001600
Cl2SeeeC2H4
S 0.26982700 -0.47564100 -0.00003400
Cl 2.34548000 -0.59041600 0.00000800
Cl -0.00562500 1.57713300 0.00001300
C -2.75508800 -0.57285000 -0.67656900
H -2.89117500 -1.49743300 -1.24385100
H -2.62585200 0.35287800 -1.24330600
C -2.75505200 -0.57291400 0.67659200




H -2.62578700 0.35275900 1.24341100
H -2.89111100 -1.49755200 1.24379300
Cl2Ses«OHCH3
S -0.37188400 -0.47368500 -0.25423500
Cl -0.00075100 1.54992700 0.02201300
Cl -2.40666800 -0.53974900 0.16873400
C 2.84220500 -0.54621500 0.67998800
H 3.94243800 -0.49867700 0.65747300
H 2.53348800 -1.47261700 1.18006500
H 2.44236000 0.31525600 1.23880900
o) 2.29405900 -0.60777700 -0.65193000
H 2.55227600 0.20146400 -1.11578200
Cl2SeesPH3
S 0.48258500 -0.52419300 -0.00000600

-3.24323800 0.35108100 -1.04711600
H -3.24321500 0.35105600 1.04714700
Cl 2.55736400 -0.52777400 0.00000400
Cl 0.08986400 1.51077600 0.00000000
H -4.00378800 -1.30280500 0.00000400
P -2.81559900 -0.51488400 0.00000000

Cl2See«O(CH3)2

S -0.65861900 -0.51072200 -0.00000400
Cl -0.27098800 1.52774600 0.00000900
Cl -2.74581700 -0.48508300 -0.00000300
C 2.53121000 -0.23295600 1.17924400
H 3.59687000 -0.51932100 1.22728500
H 199368700 -0.65734100 2.03734500
H 2.44657800 0.86824000 1.19666200
0 1.92184300 -0.76770800 -0.00000700
C 2.53121700 -0.23292900 -1.17924300




3.59687600 -0.51929500
1.99369700 -0.65729300
2.44658600 0.86826700

-1.22728500
-2.03735600
-1.19663400

O2See*OH>

I T O O O wm

0.64108500 0.00003400
0.77012200 1.28533800
0.77063400 -1.28519800
-2.21129300 -0.00016100
-2.44671400 -0.76305000
-2.44633900 0.76267100

0.39147600
-0.37899000
-0.37902300

0.08928700
-0.45678100
-0.45702600

O2SeesSH>

w T T O O w

-1.20072500 0.00000600
-1.27877600 1.28705100
-1.27886400 -1.28703400
1.89795600 -0.97548600
1.89786400 0.97543100

2.24230600

-0.00001200

-0.39763600
0.37917400
0.37917300
0.78878600
0.78878500

-0.08013500

O2SeesNH3

I I IT 2 O O w

0.62045300
0.80762600

0.80765600
-2.18181700
-2.31525200
-2.94631400
-2.31521800

-0.00000200
-1.28265700
1.28264900
0.00001100
-0.81898300
0.00006800
0.81893800

-0.39788300
0.36549500
0.36549500
0.00040900
0.59535900

-0.67546600
0.59545800

O2SeesNCH

-1.06427700 0.00002800
-1.19699200 1.28658700

-0.37086100
0.39800000




T o Z2 O

-1.19768300
1.96193300
3.06390000
4.06891100

-1.28632300
-0.00043000
0.00000800
0.00040500

0.39822600
-0.27224600
0.15426200
0.54412900

O2See«CO

O O O 0 u»w

-1.19053600
-1.26494800
-1.26494700
2.17745000
3.27787900

0.00000000
1.28901300
-1.28901300
-0.00000300
0.00000100

-0.38052500
0.39279400
0.39279400

-0.20367900
0.12822200

O2See«OCH>

O xxT 0o OO0 w

-0.99801600
-0.61087500
-1.40419600
2.25032200
1.68908600
3.32960900
1.69602400

0.02192200
1.37002500
-1.03133500
0.16278100
1.00282100
0.07081300
-0.63882400

-0.38041800
0.17090300
0.61284100
0.31795200
0.77833900
0.55324500

-0.42782000

O2SeeeCoH4

I T O I T O O O u»v

-1.04388300
-1.21416500
-1.21428800
2.25792500
1.95194800
2.56483800
2.25803600
2.56504500
1.95215300

0.00004200
1.28760500
-1.28761400
-0.67537900
-1.24428500
-1.24366300
0.67530300
1.24318600
1.24460900

-0.39926500
0.36030800
0.36012100
0.03924200
0.92131100

-0.84306200
0.03897500

-0.84355500
0.92081800




O2See«OHCH:

I OIxT T T OO0 O W’m

1.09165000
0.77969300
1.30290600
-2.16308500
-3.22994800
-2.06228700
-1.63348400
-1.57395200
-1.63134900

0.00663800
1.38745600
-1.07074700
0.30291800
0.07252300
1.31918900
0.24469200
-0.57666800
-1.48045500

-0.36577100
0.14314600
0.66387100
0.39825600
0.54335800

-0.00134600
1.36280500

-0.58223900

-0.24025300

O2SeePH3

U I I I O O w»m

1.29829700
1.37459600
1.37357900
-3.23750900
-2.19594900
-3.23869000
-2.27240000

0.00007100
-1.28788500
1.28808300
1.04647300
-0.00012000
-1.04582700
-0.00021700

-0.39446500
0.38052200
0.38053200

-0.11952700
1.36313100

-0.11933300

-0.06008400

O2See*O(CH3)2

I T T O O T T T O O O w»w

1.28700800

1.60098200

1.10009700
-1.50462300
-2.57937000
-0.97116600
-1.09162100
-1.31442600
-1.94888400
-3.03573900
-1.76414300
-1.52226300

-0.22673700
1.20437300
-1.17826100
1.22029000
1.44285200
2.11712400
0.88856600
0.21301600
-1.01159500
-0.85920900
-1.73779600
-1.38894500

-0.35896000
-0.01622000
0.79379400
0.46353900
0.58019900
0.12443100
1.43345900
-0.53868300
-0.15002200
-0.03084300
-0.95252100
0.79640900




24. Selenium Bonded Complexes

F2SeeesOH:
0 -2.34870200 -0.32968900 0.00001300
H -2.65156600 0.18285800 -0.76388700
H -2.65154000 0.18290500 0.76389300
Se 0.21153200 -0.29350000 -0.00001700
F -0.10643900 1.45739000 0.00007600
F 1.98428900 -0.09619500 -0.00002600
FoSeeesSH
H 2.44303200 0.72283000 0.97589100
H 2.44291500 0.72308100 -0.97576200
Se -0.59350200 -0.29060800 0.00001500
2.47548700 -0.21088600 -0.00005700
-0.33003200 1.46740400 -0.00001900
F -2.37159900 -0.15530200 0.00004800
F2SeeesNH3
H -2.48975100 0.34111300 -0.82202700
H -2.48975000 0.34110900 0.82203000
N -2.21107500 -0.19539000 0.00000000
H -2.74106600 -1.06753300 -0.00000200
Se 0.19135800 -0.32122800 -0.00000100
-0.12348200 1.43985600 0.00000600
1.97813900 -0.03154600 -0.00000300
F2SeeesNCH
N 2.18330300 -0.26528100 0.00001000
C 3.34637500 -0.06729800 0.00000300
H 4.40861300 0.11616600 -0.00000500
Se -0.50813600 -0.28795200 -0.00001200
F -0.21571400 1.46006900 0.00005300




-2.28354800 -0.13396400

-0.00001500

F2SeeeeCO

-2.39635000 -0.24852000
-3.52857000 -0.05766500
0.57229500 -0.29292400
2.33678800 -0.12181700
0.23528300 1.44535700

0.00007600
0.00010900
-0.00000800
-0.00006000
-0.00005500

F2SeeeeOCH?

I T O O

-1.95700800 -0.69418100
-2.74654200 0.24919000
-2.38780300 1.29482900
-3.83735800 0.06320500

0.53396500 -0.31832900
-0.01810600 1.37613200
2.26318100 0.12647500

0.00000800
0.00003200
0.00004600
0.00004100
-0.00001000
0.00002100
-0.00002000

F2SeeeeCoH4

I T O T T O

2.24917700
2.41093700
2.12597300
2.24918200
2.12598200
2.41094500
-0.41737300
-0.22308200
-2.20728700

-0.11305500
-1.03427400
0.81390500
-0.11303600
0.81393900
-1.03424000
-0.29244900
1.47509100
-0.17059500

0.68068700
1.24665200
1.24584600
-0.68067300
-1.24580700
-1.24666200
-0.00000600
0.00002000
-0.00001100

F2Seee«OHCH3

2.61918700
3.69015900

0.17085300
0.06196500

0.53105200
0.30612500




I O T T

T

2.39471500
2.33761900
1.82508400
1.98540600
-0.55740500
-0.13706300
-2.28204000

-0.30304200
1.23293200
-0.53883300
-0.13304800
-0.31491400
1.40199100
0.05732200

1.49377200
0.56773000
-0.45323100
-1.31886600
-0.02410300
-0.26524300
0.28860700

F2SeeeePH3

U I I I

3.43593900
2.91195300
2.91193500
2.39502600
-0.61841100
-2.39256400
-0.29179700

-1.09845800
0.66396100
0.66401100

-0.12908200

-0.30869900

-0.08539300
1.44122400

-0.00003100
1.05941300
-1.05938400
0.00000000
0.00000000
0.00000000
0.00000000

F2SeeeeO(CH3):2

W O T I I O

I T I O T m

2.16562900
3.24449900
1.66305300
2.00389500
1.58028700
-0.77902900
-0.34613300
-2.53892900
2.16560900
3.24448300
1.66303100
2.00386000

-1.18758100
-1.21109200
-2.04235100
-1.20608400
0.00000800
0.00000500
-0.00002700
-0.00000400
1.18758400
1.21112000
2.04236400
1.20606400

0.05514100
-0.16927300
-0.41348600

1.14512900
-0.51485400
-0.31806100

1.41433000

0.04634800

0.05517700
-0.16922400
-0.41343100

1.14516300

Cl2SeessOH2




0] 2.68138800 -0.96039100 -0.00000100
H 3.07254700 -0.50977100 0.76228500
H 3.07253000 -0.50986500 -0.76235100
Cl -2.19442500 -0.18675600 -0.00000600
Cl 0.59403700 1.64216200 -0.00000100
Se -0.01145800 -0.47173900 0.00000600
Cl2SeeesSH>
H 2.90196700 0.38103300 0.97469300
H 2.90166000 0.38124200 -0.97456300
Cl -2.49868400 -0.44183100 -0.00002800
Cl 0.01808300 1.75695600 0.00000000
Se -0.29423800 -0.41904500 0.00002600
S 2.89816600 -0.55449300 -0.00003500
Cl2SeeeeNH3
H 2.89942900 -0.34295200 0.82057300
H 2.89942400 -0.34295900 -0.82058000
Cl -2.20189400 -0.11441200 0.00000000
Cl 0.63843600 1.60903200 0.00000000
N 2.52572800 -0.82133100 0.00000000
H 2.89663600 -1.77219700 0.00000300
Se 0.00597700 -0.50591500 0.00000000
Cl2SesesNCH
Cl 2.41720600 -0.40803400 0.00002100
Cl -0.15041000 1.72512100 -0.00005900
N -2.61070700 -0.58398200 0.00000900
C -3.78943700 -0.50912300 0.00000700
H -4.86504800 -0.43741400 0.00000400
Se 0.21591400 -0.43560200 0.00001500




Cl2SeeesCO

Cl -0.15273700 1.69998300 -0.00005400
Cl 2.46759100 -0.38080900 -0.00006300
C -2.83507000 -0.59443800 0.00010500
@) -3.97567400 -0.45622100 0.00012200
Se 0.27833200 -0.44734000 0.00001100
Cl2SeeesOCH:
@) 2.35691700 -0.99495000 -0.00002100
Cl -2.46574200 -0.17638900 0.00005100
Cl 0.33621100 1.63265700 -0.00003800
C 3.26324800 -0.16617900 -0.00003300
H 3.04841400 0.92056300 -0.00004500
H 4.32424100 -0.48658900 -0.00002500
Se -0.28251300 -0.47746600 0.00000600
Cl2SeeeeC2H4
Cl 2.38425900 -0.40245400 -0.00000100
Cl -0.16616300 1.75096700 -0.00000400
C -2.71618100 -0.53814700 -0.67845200
H -2.80465900 -1.46915600 -1.24493000
H -2.64522700 0.39424600 -1.24440200
C -2.71619600 -0.53812500 0.67844600
H -2.64525300 0.39428500 1.24436800
H -2.80468600 -1.46911700 1.24495200
Se 0.17019000 -0.42109800 0.00000400
Cl2Seee«OHCH3
Cl 0.19097300 1.70612900 -0.02610000
Cl -2.44757100 -0.30764800 0.24256200
C 2.95307400 -0.41973800 0.70864000
H 4.04509000 -0.42216500 0.57147900
H 2.66628100 -1.25746300 1.35579600




H 2.63037900 0.52608200 1.17068300
0] 2.27732700 -0.63899300 -0.55104700
H 2.50656800 0.09370500 -1.14248200
Se -0.27715400 -0.44364600 -0.16114100
Cl2SeeePH3
H 3.33593800 0.34263700 1.05379800
H 3.33595100 0.34264800 -1.05378200
Cl -2.54363700 -0.34128100 0.00000300
Cl 0.10234800 1.70204200 0.00000000
H 3.90134200 -1.40025000 0.00000300
P 2.82641500 -0.46577200 0.00000100
Se -0.33728100 -0.45386500 -0.00000200
Cl2SeeesO(CH3)2
Cl -0.05198900 1.70709200 -0.00002000
Cl -2.71214600 -0.29339500 0.00000100
C 2.61534000 -0.20508300 1.18476900
H 3.66475000 -0.54313900 1.22682500
H 2.05686100 -0.60641800 2.04004100
H 2.57665800 0.89748700 1.19760800
@) 1.98273200 -0.71478300 0.00001400
Se -0.49565100 -0.45143600 0.00000700
C 2.61533300 -0.20514800 -1.18477300
H 3.66474400 -0.54320200 -1.22681400
H 2.05685200 -0.60653400 -2.04001900
H 2.57664500 0.89742200 -1.19767600
O2Seee*OH>
Se 0.46656400 0.00000400 -0.28764000
@) 0.53567900 -1.39050000 0.60023800
O 0.53562100 1.39051100 0.60023500
H -2.57565200 0.76325000 0.47540700




o

-2.57568100
-2.41028100

-0.76329700
-0.00002000

0.47538900
-0.09685300

O2SeeesSH>

»w I T O O

-0.93129400
-0.93128500
2.19177800
2.19178600
2.55939300
-0.89509500

1.39239600
-1.39239600
-0.97537800

0.97536800
0.00000200
-0.00000100

0.60033000
0.60033100
0.77964900
0.77966900
-0.08079600
-0.29034900

O2SeeeeNH3

0.58749900
0.58748800
-2.32863700
-2.44207000
-3.10245200
-2.44206300
0.43785700

-1.38605100
1.38605300
-0.00000400
-0.82106500
0.00000100
0.82105400
0.00000100

0.58696400
0.58696600
0.01106700
0.60811200
-0.65420400
0.60811700
-0.29502700

O2SeeesNCH

0.93519000
0.93510600
-2.31079300
-3.40131300
-4.39615400
0.76521200

-1.39210500
1.39212900
-0.00003400
-0.00001000
0.00001200
0.00000300

0.59997900
0.59996500
-0.27502500
0.17933300
0.59480200
-0.27485800

O2SeeCO

@)

0.95354200
0.95047500
-2.57186300

-1.39582000
1.39638900

-0.00098800

0.60345600
0.60324300
-0.21655600




Se

-3.66257900
0.86763700

-0.00037200
0.00012800

0.14578700
-0.28001600

O2SeeesOCH>

O T xrx o OO

-0.23131900
-1.18284800
2.53010200
1.98621000
3.61467600
1.94759700
-0.73673300

1.46083500
-1.10384100
0.10791900
0.94188300
-0.00072300
-0.67628600
0.02840200

0.37427700
0.83626400
0.31723500
0.80811800
0.51424100
-0.42771500
-0.27907000

O2SeeeeCoH4

I T OITT T O O O

w
@D

0.93822200
0.91971600
-2.60427100
-2.22199300
-2.99783400
-2.59325200
-2.97731800
-2.20186100
0.78590100

-1.39509500
1.39170600
0.67024000
1.25862900
1.21880800

-0.68038600

-1.26739600

-1.23060200
0.00319300

0.57134600
0.58984500
0.03619300
0.87491200
-0.82407300
0.06160500
-0.77730500
0.92177000
-0.29622400

O2Seee«OHCH3

T O IT T T O O O

Se

0.38740000
1.08027400
-2.54942400
-3.52144500
-2.71220300
-2.00083600
-1.77683500
-1.65743600
0.81358100

1.47670000
-1.18628700
0.29050300
-0.10971100
1.08530900
0.70534400
-0.73045100
-1.46749500
0.04599600

0.43452900
0.79533100
0.24134100
0.56717300
-0.49645600
1.10154500
-0.43084400
0.18842000
-0.27061300




O2Seee*PH3

-0.46523400
-1.45176400
3.92758700
2.37910800
2.91989700
2.57931900
-0.95824700

U I T I O O

1.35383400
-1.25480500
-0.66113500
-0.29768600

1.18210200
-0.20078700

0.05871500

0.61678700
0.59024200
-0.04280100
1.32917800
-0.04461100
-0.07832400
-0.28597500

O2See**O(CH3s):2

-1.25731800
-0.74890100
1.85456300
2.93681100
1.30550300
1.50237400
1.59168300
-0.99781100
2.21224800
1.98731700
1.80497600
3.30402700

O r r T O OO

w
@D

I T T O

-1.41793700
1.17296100
-1.22638900
-1.43544500
-2.12347800
-0.90389300
-0.20869900
0.15375900
1.03029100
1.75683600
1.38928300
0.89487000

0.17237500
1.01786400
0.44443800
0.48225200
0.13280700
1.44011700
-0.53706300
-0.25815000
-0.15785200
-0.94976400
0.80342200
-0.07665200

25. Tellurium Bonded Complexes

F2TeeeeOH>

2.41636000
H 2.70232800
H 2.70227900
-0.16873500
F 0.29557200
-2.06904600

-0.26932700
0.25409200
0.25441600

-0.27401700
1.61244300
0.15366400

-0.00001500
0.76423200
-0.76405800
-0.00000500
0.00000600
0.00001500




F2TeeeeSH>

S 2.60272300 -0.17916000 0.00000100
H 2.57977400 0.75544900 0.97609900
H 2.57977500 0.75545500 -0.97608700
Te -0.47720000 -0.27388200 -0.00000100
F -0.05710300 1.62130200 -0.00000100
F -2.38609000 0.11175400 0.00000400
F2TeeeeC2H2

C -2.50251400 -0.11215400 -0.61937400
H -2.57679900 -0.09212300 -1.69371500
C -2.50250900 -0.11213900 0.61938900
H -2.57675300 -0.09214400 1.69373400
Te 0.28367200 -0.25173100 -0.00000400
F 0.04803300 1.66694100 -0.00000300

2.22227000 -0.04249500 0.00001200

F2TeeeeNH3

H -2.59313500 0.42544600 -0.82068200
H -2.59297900 0.42585800 0.82047100
N -2.33046100 -0.12179700 0.00000700
H -2.88917400 -0.97626500 0.00027400
Te 0.16152800 -0.29575400 -0.00000400

-0.28480100 1.60228500 -0.00000400

2.06136200 0.21512900 0.00001300

F2TeeeeO(CH3):

C 2.38062800 0.07863900 1.18954100
H 3.45712500 -0.15507200 1.19716500
H 1.88363700 -0.39289700 2.04569600
H 2.22269900 1.16831800 1.21188700
@) 1.78015400 -0.48320600 -0.00010200
Te -0.66298600 -0.29173700 -0.00006200




I T IT O T T

-0.07890300
-2.52781300
2.38063100
1.88364300
2.22270100
3.45712900

1.56573800
0.30611000
0.07915000
-0.39201900
1.16883800
-0.15455600

0.00032800
0.00006600
-1.18950300
-2.04586200
-1.21138100
-1.19722400

F2TeeeeCO

2.44776700
3.57518100

-0.23124500
-0.01828100

-0.44253000 -0.27424000
0.07701900 1.58835500
-2.32996500 0.16655500

0.00000600
-0.00000500
0.00000100
0.00000200
-0.00000400

F2Teee«OCH>2

T T 0o O

2.09015000
2.89837700
2.55596200
3.98252500
-0.43450000
0.25825100
-2.26446800

-0.64937500
0.28141900
1.33075200
0.06624300

-0.29015600
1.52775500
0.38309100

-0.00000200
0.00000000
-0.00002400
0.00002500
0.00000000
0.00000200
0.00000000

F2Teee«OHCH:

I O xT T T O

T

2.79609900
3.85984200
2.59392100
2.50723300
1.98116400
2.13136900
-0.46204000
0.10801500
-2.29603500

0.19458700
0.09382200
-0.31218500
1.25218800
-0.48950600
-0.05970600
-0.28947200
1.55337900
0.31628400

0.54384300
0.28616300
1.49441200
0.61430100
-0.44892200
-1.30562200
-0.01609200
-0.27543900
0.28386800




F2TeeeePH3

H -2.95788500 0.70524400 -1.06949800
H -2.95798400 0.70529400 1.06941200
H -3.48103000 -1.07835600 -0.00002500
P -2.46597600 -0.08448400 -0.00000200
Te 0.48566000 -0.29743700 0.00000500
-0.01939300 1.58393100 0.00000700
F 2.36742100 0.23849200 -0.00002100
F2TeeesNCH
N -2.27785600 -0.24023100 0.00000300
C -3.43714000 -0.02745200 0.00000600
H -4.49695700 0.17060900 0.00000800
Te 0.39792800 -0.26862100 -0.00000100
F 2.30628500 0.12282200 -0.00000100
F -0.04267200 1.61540300 0.00000000
Cl2Teee*OH2
@) -2.65965000 -0.85045000 0.00000000
H -3.02873000 -0.38018600 -0.76299900
H -3.02872900 -0.38017700 0.76299400
Cl 2.33805400 0.06164500 0.00000000
Cl -0.74188700 1.80426200 0.00000000
Te 0.00384300 -0.46454700 0.00000000
Cl2TeeeSH2
S 2.95597700 -0.50686500 0.00000100
H 2.96707100 0.42948600 0.97470500
H 2.96707000 0.42950900 -0.97468000
Cl -2.62276900 -0.20215600 -0.00000500
Cl 0.22014400 1.91951500 0.00001000
Te -0.23817600 -0.42200500 -0.00000200




Clz2TeeesNH3

H -2.91510300 -0.17017600 -0.82019800
H -2.91510600 -0.17019000 0.82020400
cl 2.34344200 0.10281900 -0.00000100
cl -0.72987900 1.79330800 0.00000000
N -2.56951800 -0.67090900 -0.00000100
H -2.99082600 -1.60120600 -0.00000900
Te -0.01197900 -0.49223500 0.00000000
Cl2TessNCH
cl -2.54106700 -0.16771300 0.00000100
cl 0.34174600 1.89268800 0.00000000
N 2.61081100 -0.54549400 0.00000200
C 3.78672800 -0.44896100 0.00000000
H 4.86090600 -0.35553800 -0.00000100
Te -0.16285600 -0.43186200 -0.00000100
Cl2Tes**CO
Cl -0.37316900 1.85995300 0.00000000
cl 2.57791500 -0.12569400 -0.00000100
C -2.84586300 -0.55093800 -0.00000600
0 -3.98494000 -0.40649600 0.00000200
Te 0.22065400 -0.44086200 0.00000100
Cl2Tes**OCH>
0 -2.39317000 -0.92483700 -0.00000200
cl 2.56089200 0.05330700 0.00006400
cl -0.50708700 1.80869400 -0.00013100
C -3.30953200 -0.10325900 -0.00007900
H -3.10270900 0.98303800 -0.00014200
H -4.36255700 -0.44366100 -0.00008400
Te 0.22217600 -0.46490700 0.00003500




CloTeeeeC2H4

Cl -2.51220200 -0.17343200 -0.00008100
Cl 0.31568600 1.91853000 0.00027900
C 2.69133800 -0.46189800 0.68204800
H 2.79131900 -1.39262100 1.24736100
H 2.63754600 0.47262000 1.24626200
C 2.69134000 -0.46171900 -0.68207500
H 2.63754000 0.47294800 -1.24604100
H 2.79131600 -1.39229300 -1.24763300
Te -0.11178900 -0.42857000 -0.00006100
Cl2Teee«OHCH3
Cl 0.37833200 1.86331500 -0.07417300
Cl -2.56697400 -0.04532800 0.27181100
C 3.06731800 -0.30719800 0.72449800
H 4.14558100 -0.34647000 0.51250800
H 2.80538000 -1.08601100 1.45029300
H 2.78631200 0.68000600 1.11982300
0] 2.30993200 -0.61130500 -0.47655400
H 2.50838900 0.07555200 -1.13298000
Te -0.22927100 -0.45183100 -0.11238600
CloTeesePH3
H 3.36057800 0.38332000 1.06373600
H 3.36078700 0.38294100 -1.06366400
Cl -2.63865700 -0.08301400 -0.00000600
Cl 0.31000900 1.86586900 -0.00031500
H 3.84025600 -1.40524800 0.00040000
P 2.83646700 -0.39724000 0.00012300
Te -0.26003100 -0.45598000 0.00006000




Cl2Teee*O(CH3):

0.14535500
-2.79611200
2.73028200
3.77649900
2.17755400
2.69186400
2.08476900
-0.41674000
2.73028000
3.77649800
2.17755800
2.69184200

1.87486800
-0.06252400
-0.15773600
-0.50370700
-0.56459600

0.94361000
-0.65973800
-0.44981600
-0.15766600
-0.50362800
-0.56448800

0.94367900

0.00001900
0.00000600
1.18854700
1.21214100
2.04440800
1.20427800
-0.00001100
-0.00000800
-1.18854000
-1.21214700
-2.04442500
-1.20421800

O2Tee*OH?

0.24765100
0.24757000
-2.57543200
-2.57544900
-2.46595000
0.40224500

-1.52804500
1.52804800
0.76434100

-0.76441700

-0.00003300
0.00000600

0.78521000
0.78521200
0.39889700
0.39888100
-0.18819600
-0.22799200

O2TeeesSH>

0.60615800
0.60612300
-2.38600500
-2.38601000
-2.78488300
0.76215200

-1.52949900
1.52949800
0.97515600

-0.97516200

-0.00000700
0.00000200

0.78387100
0.78387400
0.73220400
0.73221600
-0.11571100
-0.23375000

O2Teee*NH3

0.38030200
0.38030100

-1.52425100
1.52425200

0.77769200
0.77769200




I I I Z

-2.33747800
-2.46568900
-3.07135100
-2.46568700

0.35154300

0.00000000
-0.82523400
0.00000200
0.82523100
0.00000000

-0.01929600
0.57081700
-0.72897400
0.57082100
-0.24462800

O2TeessNCH

0.80607600
0.80486000
-2.56479100
-3.65671200
-4.65302300
0.60883400

-1.53001500
1.53036100
-0.00049300
-0.00016100
0.00013700
0.00002900

0.77308600
0.77287700
-0.25671100
0.19333400
0.60564200
-0.23723800

O2Teee=CO

0.70565500 -1.53524200
0.69748100 1.53602700
-2.86960800 -0.00265100
-3.93900500 -0.00116500
0.72124200 0.00036400

0.79099900
0.79072000
-0.27108500
0.14998200
-0.23513600

O2Tee*OCH2

0.10395600
-1.07800200
2.72549400
2.22199400
3.80997500
2.09161400
-0.60241300

1.54246300
-1.23167400
0.02246300
0.86377100
-0.13480000
-0.72827500
0.04761800

0.57924600
1.00043700
0.29453700
0.81462200
0.44876800
-0.44677700
-0.23257400

O2TeeeeC2H4

-0.83043800

1.56970800

0.62976500




I T o I T O O

-0.41218300
2.94611700
2.53506100
3.49770000
2.78230300
3.19253800
2.23818600

-0.69025100

-1.45036500
-0.54348300
-1.35823000
-0.81271400
0.74740700
1.56425200
1.01857600
-0.04981100

0.92395100
-0.17355900
0.42934700
-1.07883100
0.18945700
-0.41084600
1.09881100
-0.24160800

O2Teee«OHCHs

I O T T T O O O

0.12630500
0.75659600
-2.76004700
-3.64795900
-3.06194800
-2.23913000
-1.86990900
-1.68256400
0.67476800

1.57052900
-1.40303500
0.26410000
-0.22219500
0.91060300
0.86362700
-0.73291700
-1.39593300
0.05351300

0.66771600
0.90393100
0.14623200
0.57511700
-0.68629400
0.90899300
-0.42017600
0.26798200
-0.21451800

O2TeeesPHj3

-0.03448900
-1.43547000
4.21364100
2.69724300
3.14652900
2.85232800
-0.79005100

1.37563400
-1.34939100
-0.69273800
-0.41081100

1.12119000
-0.27083400

0.07374800

0.82726300
0.74700600
-0.11653200
1.31697400
-0.03516000
-0.09178100
-0.23812900

O2Tee**O(CH3):

1.01596600
0.46028100
-2.10212400

1.63026700
-1.21852500
1.22780000

0.29709900
1.22191400
0.43651600




4 O I T I
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-3.17675200
-1.49826600
-1.86512500
-1.75951500

0.83751400
-2.40672800
-3.49867500
-2.14305300
-2.04960500

1.45635100
2.11299100
0.87694800
0.21361300
-0.12637000
-1.03390300
-0.88646400
-1.74588900
-1.40894500

0.35366200
0.20216200
1.45508400
-0.53374100
-0.20812100
-0.21007500
-0.18984900
-1.00345700
0.76385000

26. Polonium Bonded Complexes

F2PoeeeOH>

TmIdITITO

2.50172500
2.79670600
2.79543400
-0.12450800
0.43107600
-2.11411000

-0.26165000
0.25589000
0.26165000

-0.19865400
1.76023400
0.26894800

-0.00028100
0.76451000
-0.76165400
-0.00004300
0.00011400
0.00022200

F2PoeesSH>

TmIIITO®”

2.75355400
2.72678200
2.72680000
-0.35335300
0.15036500
-2.35356600

-0.17530900
0.76018500
0.76013200
-0.19858300
1.77352000
0.22265700

0.00000300
0.97554700
-0.97559400
0.00000000
0.00000000
0.00000000

F2Poee*NH3

g'n'nIZII

2.95619800
2.54186000
2.46378300
2.95622100
0.41986600
-2.11324200
-0.12452800

-0.46737500
0.89917500
-0.12123000
-0.46745100
1.75772400
0.33149200
-0.21331800

0.82387700
-0.00004300
0.00000200
-0.82382700
-0.00000100
0.00000300
0.00000000

F2PoeesNCH

MmMITOZ

2.40201700
3.56024900
4.61944800
-2.29423400

-0.24068100
-0.02479800
0.17724800
0.19387400

-0.00000300
-0.00000700
-0.00001300

0.00000300




0.19825300 1.77899600
-0.28489600 -0.19166100

-0.00002700
0.00000300

F2Poee«OCH>

g'n'nIIOO

-2.23388200 -0.63842900
-3.05513900 0.28167000
-2.72465100 1.33479700
-4.13578000 0.04990900
-0.46326200 1.67257200
2.23847900 0.50851800
0.32244500 -0.20948900

0.00000700
-0.00001100
-0.00002200
-0.00001900

0.00000900
-0.00000900

0.00000100

FaoPoeeeC2H2

'n'ngIOIO

-2.57686700 -0.11347000
-2.68652900 -0.08918900
-2.57688000 -0.11345400
-2.68649000 -0.08915500

0.19460600 -0.17490900
-0.02436300 1.83953700

2.24087200 -0.03595100

-0.62056100
-1.69217000
0.62056800
1.69218100
-0.00000100
-0.00000700
0.00000600

F2Poee«OHCH3

STMTMIOIIIO

2.96622100
4.03031400
2.76597500
2.67306100
2.15215900
2.31568300
0.32099000
-2.26887300
-0.34843700

0.19624300
0.10008200
-0.31857800
1.25216700
-0.48200800
-0.05200300
1.69962900
0.43921300
-0.20896000

0.55817600
0.30028600
1.50494500
0.63550900
-0.44064300
-1.29454800
-0.27349900
0.29573500
-0.01393100

F2PoeeePH:

MTMOUIIT

o)
o

3.13141100 0.71560000
3.13145000 0.71562000
3.68117800 -1.05910800
2.65100500 -0.08100000
0.26088000 1.72452700
-2.33087000 0.38767900
-0.36999100 -0.21627300

1.06898200
-1.06889300
0.00003400
0.00002800
0.00003000
0.00000700
-0.00001000

F2Poee«O(CHz).

IITTO

2.59811600 0.08165600
3.67614200 -0.14551900
2.10902100 -0.39478300
2.43251600 1.17015000

1.18840600
1.19129700
2.04656500
1.21372400




ITTOoNmTnIO

1.99462200
-0.51136100
0.17237400
-2.46300000
2.59814000
2.10906200
2.43254000
3.67616600

-0.48070000
-0.21043100
1.71153900
0.43037900
0.08216900
-0.39390000
1.17067300
-0.14500600

-0.00008100
-0.00004800
0.00034700
0.00006500
-1.18831300
-2.04668800
-1.21316600
-1.19128000

F2PoeecCO

ONg]

m T

2.53310200
3.66175400

-0.21988100
-0.01592100

-0.31326600 -0.19915000
0.27332800 1.74239700
-2.29314300 0.27707800

0.00000000
-0.00000300
0.00000100
0.00000100
-0.00000500

Cl2Poee*OH?

2.64065200
3.02176900
3.02179500
-0.00308800
0.84173100
-2.42463700

-0.81070900
-0.34919800
-0.34941800
-0.35911000
1.97563300
0.22139900

0.00015900
0.76295600
-0.76275900
0.00004900
-0.00025500
-0.00007500

Cl2PoeeSH>

2.97824800
3.01200500
3.01198700
-0.17584200
0.36825100
-2.65679500

-0.49662100
0.43973300
0.43975000
-0.32614100
2.09540900

-0.06821200

-0.00000700
0.97483400
-0.97483000
0.00000300
0.00000100
-0.00000700

Cl2PoeesNH3

JooTxzIx

2.95009100
2.95006700
2.61023400
3.05432500
0.83942300
-2.43920500
-0.00035500

-0.12924800
-0.12897000
-0.63756900
-1.55717000

1.96590400

0.26280900
-0.37630700

0.81805700
-0.81794000
-0.00002300
-0.00018500

0.00012500
-0.00001000
-0.00002100

Cl2PoeesNCH

OITOZ2

-2.61336200
-3.78872000
-4.86332600

2.58968100

-0.53067200
-0.43806400
-0.34745800
-0.05985700

0.00000400
0.00000500
0.00000700
-0.00000400




Cl -0.44162900 2.08206800 0.00000000
Po 0.11157500 -0.32960800 0.00000000
Cl2PoessOCH>
0] -2.42267000 -0.89185600 -0.00002300
C -3.35762100 -0.08977000 0.00005600
H -3.17276900 0.99990600 0.00013200
H -4.40083900 -0.45716400 0.00005100
Cl -0.64944700 1.98612300 -0.00001600
Cl 2.59574400 0.20434900 0.00002900
Po 0.16682900 -0.35842000 -0.00000700
Cl2PoeeeC2H4
C -2.66385700 -0.45317100 -0.68502400
H -2.74897900 -1.38576400 -1.25009800
H -2.65250600 0.48440400 -1.24698500
C -2.66385800 -0.45315800 0.68502800
H -2.65250800 0.48442800 1.24697000
H -2.74898200 -1.38573900 1.25012000
Po 0.07273500 -0.32778900 0.00000300
Cl -0.42196000 2.10162800 -0.00002100
Cl 2.57840400 -0.05604500 0.00000300
Cl2Poss*OHCH:

C 3.15342500 -0.26774500 0.74424200
H 4.22702600 -0.34457900 0.52042800
H 2.88127500 -1.00611000 1.50754300
H 2.90007200 0.74343500 1.09427600
0] 2.37320700 -0.60747200 -0.43473500
H 2.58871800 0.03935200 -1.12575700
Cl 0.53750900 2.02983100 -0.08358000
Cl -2.60897500 0.11758600 0.29451500
Po -0.18200500 -0.35085600 -0.07821400
Cl2PoeesPH3
H 3.41573600 0.38476800 1.06796600
H 3.41580600 0.38490500 -1.06777200
H 3.83568000 -1.42518300 -0.00000600
P 2.87611600 -0.37634400 0.00003100
Cl 0.47612900 2.04119300 0.00017000
Cl -2.66913300 0.07223600 -0.00004400
Po -0.19676100 -0.35271000 -0.00003300
Cl2Poee*O(CH3)2
C 2.85397700 -0.14842200 1.18865700
H 3.89830600 -0.49995600 1.20373000




ITITOQO0IJFOITT

2.30478400
2.81930600
2.19845600
-0.33149100
0.32911300
-2.80174900
2.85397100
2.30477100
2.81930200
3.89829900

-0.55659900
0.95281500
-0.64230000
-0.34540600
2.04999100
0.07594300
-0.14840700
-0.55657100
0.95283000
-0.49994300

2.04603400
1.20832200
-0.00000800
0.00000300
0.00000600
-0.00001000
-1.18867100
-2.04605000
-1.20832000
-1.20375500

Cl2PoeeeCO

Po
Cl

2.78192700
3.92369900
-0.14958000
0.51311300
-2.60231400

-0.51633400
-0.40191400
-0.34178400
2.04072200
0.01946500

0.00000100
0.00000000
0.00000000
-0.00000200
0.00000000

O2Po***OH?

codxTxTO

2.74334000
3.70279000
2.57173800
-0.19864900
0.69622300
-2.13806500

-0.36069500
-0.46551200
0.59939200
-0.13633200
1.59614700
0.17929900

-0.00003600
0.00016000
0.00000100
0.00000300
0.00000200

-0.00001400

O2Poe**SH>

codrxIw

3.15462000
3.35102200
2.46959100
-0.46457400
0.26241600
-2.42120200

-0.20620100
-0.21599100
0.96507400
-0.12910500
1.68344900
-0.00908000

-0.06901700
1.26715500
-0.02398300
-0.00636300
0.00027500
0.04916800

O2Poe*NH3

JooIzIzx

3.38288600
2.69482700
2.81462000
3.38290900
0.52611100
-2.16569100
-0.19102800

-0.57614800
0.67214200
-0.34506500
-0.57612000
1.68700500
0.01519900
-0.12764300

0.81627700
0.00002800
0.00000600
-0.81625800
0.00000000
0.00001700
-0.00000300

O2Pos*NCH

-2.76551900
-3.87682400

-0.47826600
-0.07941300

-0.00003400
0.00005100




JTooT

-4.89051900
2.30112100
-0.02412400
0.34874000

0.28888900
-0.35253900
1.81689200
-0.09737300

0.00012900
0.00011200
0.00002100
-0.00001500

O2Po*sOCH>

JOOIIOO

-2.52726900
-3.22170300
-2.75323400
-4.32746200
-0.41103600

2.33758700

0.37162700

-0.79849800
0.21770500
1.22137500
0.14121900
1.66459800
0.06856700

-0.12078800

0.00000400
-0.00001400
-0.00005300

0.00001200

0.00001000
-0.00001600

0.00000200

O2PoeeeC2H4

coJITrxoxITO

3.07461600
3.44550300
2.71982200
3.07461600
2.71982300
3.44550300
-0.37502200
0.12092400
-2.33645200

-0.17693800
-1.03411300
0.69382600
-0.17692200
0.69385700
-1.03408200
-0.11193700
1.77389400
-0.24809800

0.67626800
1.24543700
1.23485400
-0.67626600
-1.23483000
-1.24545600
-0.00000200
0.00001300
0.00000500

O2Po*sOHCH:

JOOIOIIIO

3.84233100
4.29041400
4.05015400
4.29038400
2.41316700
2.17733400
0.22682100
-2.43684300
-0.47008900

-0.23756400
0.21356600
-1.31513000
0.21354900
-0.09046500
0.85615300
1.68895000
-0.02936200
-0.13209200

0.00000900
-0.89964600
0.00000200
0.89968700
-0.00001400
-0.00000800
0.00000100
0.00000400
0.00000000

O2Poe+*PH3

JOOUDTIIT

3.30130900
3.30130800
4.41345100
3.08497000
0.40098100
-2.43044000
-0.48874900

0.73021000
0.73005400
-0.72350000
-0.20515700
1.59760800
0.15203700
-0.13876900

1.04869000
-1.04878300
0.00006100
0.00002300
-0.00011500
-0.00009500
0.00001600




O2Po°*O(CH3)>

ITT0O00JOITITITO

2.78476500
3.88430900
2.35398100
2.49343900
2.26579300
-0.58479100
0.07906700
-2.56463700
2.78476500
2.35398100
2.49343800
3.88430900

-1.17665000
-1.20789300
-2.04600800
-1.18874200
-0.00378800
-0.00070800
0.01057500
-0.00034700
1.17692000
2.03988300
1.20207400
1.20705200

0.02953500
-0.06078600
-0.48609000

1.09383100
-0.61690400
-0.11500200

1.71757500
-0.05654100

0.01509100
-0.51116400

1.07915900
-0.07560500

O2PoeCO

©)

2.97886700
4.01423500
-0.41325200
0.44502100
-2.35426200

-0.48297000
0.01479500
-0.13231600
1.61979800
0.11695600

0.00000100
0.00000300
0.00000000
-0.00000200
0.00000200

27. Fluorine Bonded Complexes

CNFeeeOH>

Z O I T O T

-0.17001200
2.75205100
3.36030500
3.33616300

-1.45177100

-2.63887700

0.00073500
-0.00200800
-0.75258300

0.76750700
-0.00010300
-0.00069400

0.03330100
-0.01301500
-0.01621100
-0.01661500

0.00251500
-0.02540700

CNFeeeSH>

Z O 0w I T T

0.97728600
-2.90673300
-2.92694100
-2.54097400
2.26040500
3.44732300

-0.01255300
0.99539600
-0.95354500
0.00036500
-0.00036200
0.00963600

-0.03063700
0.74106300
0.77907900

-0.09410800
0.00323200
0.03456100




CNFeeeNH:3

Z O T T T =z ™M

-0.23803800
2.90350800
3.30285600
3.29570600
3.29377400

-1.52015200

-2.70766200

-0.00234100
0.00037300
-0.93623800
0.53031500
0.41371200
-0.00026600
0.00175100

0.00020900
0.00007400
0.06676300
0.77886000
-0.84727900
0.00003600
-0.00013700

CNFeeeNCH

Z O m 2 I O

3.44648500
4.52439200
2.26397400
-0.73054500
-2.01261900
-3.20007200

0.00144600
0.00355300
-0.00086100
-0.00233300
-0.00004900
0.00215500

0.00016200
0.00062500
-0.00042700
0.00021500
0.00003800
-0.00011100

CNFeeeOCH:?

Z O I T O O =7

0.83411600
-2.00512300
-3.22633500
-3.74331700
-3.87157500

2.10013200

3.27229200

0.22252800
-0.10332300
-0.02047700
0.96274600
-0.92439500
0.01806700
-0.17143800

-0.00505600

0.02390800
-0.01186800
-0.01372000
-0.04512100
-0.00243300
-0.00016000

CNFeeeC2H4

I T O I T O

-2.57614900
-2.59556000
-2.58309800
-2.55119700
-2.53702200
-2.54948200

-0.67052100
-1.23871800
-1.23864700
0.67876400
1.24661100
1.24755800

-0.00552600
0.92820900
-0.93948200
-0.00532100
-0.93936700
0.92821300




Tn

0.72857300
2.01241600
3.19965500

-0.00672300
-0.00237300
0.00121100

0.02115200
0.00150800
-0.01598600

CNFee«OHCH:3

Z O T T T O I O M

-0.80623400
2.02344500
2.77096400
2.55003200
1.68401300
3.12414100
3.18447900

-2.06480800

-3.22948400

-0.24040900
-0.66711900
-1.27775900
0.66864800
1.34180400
0.88927100
0.85397200
0.00539800
0.23558100

-0.02878200
0.00926500
0.04545100
0.00069300

-0.04163400
0.91593400

-0.88193200

-0.00238300
0.02246300

CNFee-PH:s

Z O W I I I T

1.05740700
-3.23199900
-3.45569400
-3.22185500
-2.54369900

2.33096900

3.50893600

-0.01629500
-0.93854800
-0.04551900

1.13821600

0.03975600
-0.03642400
-0.05504200

-0.13278200
1.09556000
-0.77381900
0.92506600
0.31916500
-0.29263300
-0.44049200

CNFeeeCO

Z O O O T

0.00000000
-0.00974300
-0.03318200
0.01660700
0.03203900

-0.82761000
2.42934200
3.57899400

-2.11141500

-3.29871800

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000




CNFe++O(CHz):

Z O I T T O I T T O O mm

1.12735000
-1.74530600
-1.96367900
-1.77872900
-1.27326000
-3.00300800
-1.96281500
-1.27235700
-1.77724900
-3.00210700

2.40226100

3.58120100

-0.00094700
0.00011100
-1.17092500
-2.03466200
-1.20740900
-1.21142100
1.17145600
1.20760700
2.03493300
1.21278200
-0.00022200
0.00056500

-0.15514300
-0.56770200
0.21283500
-0.43928400
1.07707400
0.58888500
0.21261000
1.07683100
-0.43967900
0.58867000
-0.00469200
0.13727000

NCFeeeOH>

O Z2 I I O =

0.14465600
-2.62901900
-3.25990000
-3.18603500

1.45791700

2.66179400

-0.00888800
-0.00138800
-0.73205300
0.78681700
-0.00072000
0.00689600

0.00031000
-0.00987800
0.03540200
0.03283600
0.00111700
0.00002900

NCFeeSH>

0.91427800

-2.76654100

-2.75977600

-2.43173100

2.22917700

3.43354500

-0.00353300

0.97175600

-0.97772800

0.00118200

-0.00005200

0.00320200

0.00449200

0.77290600

0.76617000

-0.10311500

0.00446900

0.00650800




NCFeeNH3

O 2 I I I 2 T

-0.19081300
2.73273400
3.13111400
3.12506300
3.12384200

-1.50528900

-2.70913700

0.00173200
-0.00032200
0.86017100
-0.76027800
-0.10560900
0.00012200
-0.00141200

-0.00044800
-0.00007000
-0.37702000
-0.55666000

0.93651700
-0.00004000

0.00032600

NCFeeeNCH

O zZ2 nm 2 I O

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

-3.32884900
-4.40679300
-2.14645200
0.68634800
2.00031200
3.20428900

NCFeeeFH

O 2 I m T

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

-0.12310400
2.60790700
3.53273200

-1.43628000

-2.64033200

NCFe+OCH?

O Z T T O O =T

0.79026300
-1.91988700
-3.14426000
-3.72302900
-3.72987300

2.10323100

3.30709500

-0.00036400
-0.00264800
0.00177100
0.95002100
-0.94226300
0.00027400
0.00069200

0.00006400

0.00007500
-0.00006900
-0.00012500
-0.00012900
-0.00001600
-0.00006600




NCFeeeC2Hs

O 2 nmn T T O I IO

2.43262600
2.44004000
2.43815200
2.42361200
2.42148200
2.42337400
-0.66037400
-1.97620200
-3.18061600

-0.67412100
-1.24221500
-1.24225000
0.67562600
1.24375400
1.24376200
0.00079300
-0.00092700
-0.00212100

0.00000400
-0.93394300
0.93394300
0.00000700
0.93396300
-0.93394500
0.00019000
-0.00014600
-0.00012800

NCFee«OHCH:

O 2 T T T O I O m

-0.78686100
1.90766000
2.61174000
2.52190000
1.70148300
3.14265100
3.13424500

-2.06633300

-3.23945300

-0.27355100
-0.64277000
-1.30402600
0.65557100
1.38481200
0.81562400
0.81842900
0.02552600
0.29619500

-0.00026000
0.00070200
-0.00258500
-0.00011700
0.00488000
0.89696900
-0.90246900
-0.00007100
0.00018800

NCFeeePH3

O 2 W I I IT T

0.99828000
-3.20689200
-3.20974400
-3.20798000
-2.44379300
2.31313900

3.51750200

-0.00020000

1.07028300
-1.01226600
-0.05526800
-0.00012200
-0.00001000

0.00015900

-0.00018100
0.55238700
0.64969900

-1.20246700
0.00006800

-0.00000100
0.00016500

NCFeeeCO

0.00000000

0.78551800

0.00000000




O 2 0O O

0.00198500
0.00406900

-2.31440800
-3.46410200

-0.00332900 2.10030300
-0.00352600 3.30458000

0.00000000
0.00000000
0.00000000
0.00000000

NCCCFe*OH?

Z O 0O O I T O mm

-1.16891200
-4.08050600
-4.65903900
-4.69467700
0.11352400
1.34207700
2.72571500
3.91858200

-0.00041400
-0.00225400

0.77154600
-0.74807400
-0.00033200
-0.00024200
-0.00002400

0.00026800

0.01803100
-0.01331400
-0.01293100
-0.01316700

0.01049800

0.00309200
-0.00512600
-0.01149200

NCCCFeeSH>

Z O O O O T I

0.35657900
4.27755200
4.27352400
3.81909200
-0.92767600
-2.15590800
-3.53960800
-4.73237200

0.00169900
-0.97353000
0.97621500
-0.00073100
0.00069600
-0.00049700
-0.00087400
-0.00031900

-0.01565300
0.72610200
0.72340100

-0.08922800

-0.00814700

-0.00065200
0.00901000
0.01682300

NCCCFee*NH3

O O I T T =z T

1.12009200
4.24764700
4.63989200
4.63773700
4.64777100
-0.16227200
-1.39099600

-0.00186800

0.00119000
-0.73434200

0.87783500
-0.13726800
-0.00123100
-0.00059800

-0.00076000
-0.00034400
0.58811700
0.34675000
-0.92872100
-0.00001100
0.00054500




-2.77459300
-3.96751400

0.00053900
0.00142800

0.00022300
-0.00020500

NCCCFeeeNCH

I 022 00 0 m

0.64369300
-0.63855700
-1.86715700
-3.25071100
-4.44360900

3.60676600

4.78934600

5.86714900

-0.00479600
-0.00268900
-0.00043700
0.00161500
0.00335100
-0.00028200
0.00385700
0.00760200

0.00009800
0.00001700
-0.00033500
-0.00006700
0.00018900
0.00001200
0.00001200
-0.00005500

NCCCF+OCH2

Z O O O T T O O ™M

-0.51753800
-3.32584900
-4.54596500
-5.12673900
-5.12620100
0.76465900
1.99310300
3.37669800
4.56951500

0.00070100
-0.00010600
-0.00044600

0.94540000
-0.94661600

0.00040700

0.00016600
-0.00021200
-0.00053200

-0.02348600
0.07257100
-0.02891200
-0.07742500
-0.07755500
-0.01462100
-0.00708200
0.00261100
0.01054400

NCCCFeeeC2Hs

O M I T O I T O

-3.84044400
-3.84184400
-3.84252200
-3.84281600
-3.84689400
-3.84621500
-0.59737300

0.68708300

0.67511100
1.24335300
1.24335700
-0.67435000
-1.24258500
-1.24258900
-0.00041200
-0.00029800

0.00000600
-0.93386000
0.93386700
0.00000900
0.93387100
-0.93385200
0.00052200
0.00024800




1.91529300
3.29919200
4.49199800

-0.00029000
-0.00003000
0.00018800

-0.00001800
-0.00033100
-0.00060200

NCCCFe*OHCH:

Z OO O IT T T O I O m

0.49658900
3.29316300
4.05387100
3.78916000
2.90722700
4.39000700
4.38780300
-0.78550300
-2.01316600
-3.39621800
-4.58845000

-0.08452800
-0.68499000
-1.28026200
0.66226000
1.31563600
0.87849500
0.87949500
-0.04452800
-0.00444300
0.03853000
0.07662900

0.00156500
-0.00067400
-0.00164400
-0.00051500

0.00093600

0.89840400
-0.90065900

0.00090000

0.00031300
-0.00044300
-0.00103700

NCCCFe+PH3

T Z2 O O O T T T M

0.29064600
4.60069200
4.62160400
4.67507200
-0.99358500
-2.22182600
-3.60572200
-4.79854400
3.86689500

-0.00022400
-0.83753300
1.16656200
-0.32862600
-0.00013400
-0.00012100
0.00003200
0.00023600
0.00008600

-0.00495800
0.88831500
0.31925000

-1.13062700

-0.00294800

-0.00078000
0.00135100
0.00317300

-0.00268500

NCCCFeeCO

O O o m

-0.57866900 0.00460100
-3.77967300 0.00354400
-4.92955000 -0.00581700

0.70584100 0.00244500

-0.00125700

0.00242500
-0.00064000
-0.00060100




1.93400000 0.00054000
3.31796500 -0.00166300
4.51080300 -0.00343800

-0.00022100
0.00034000
0.00068200

NCCCFeeFH

F
C
C
C
N
F

H

-1.20412900
0.07813600
1.30552600
2.68832200
3.88021600

-3.98317500

-4.90767300

0.11800500
0.06972900
0.02413400
-0.03044800
-0.07765000
-0.09068900
-0.08277600

0.00002400
-0.00001200
0.00030600
-0.00022300
-0.00031000
0.00208700
-0.01725800

28. Chlorine Bonded Complexes

CIClee«OH>

0O0OITO

-2.90348000
-3.28542500
-3.28772100
-0.14822900

1.90122800

-0.00111700
0.76131300
-0.76341900
0.00159600
-0.00094700

-0.07445300
0.38096000
0.37922600

-0.03105200
0.02137200

CICleeSH>

Cl

Cl

2.82025900 -0.97043900
2.81882300 0.98058200
-0.40983400 -0.00213500
2.70574500 0.00027100
-2.46846000 0.00128300

0.83895800
0.82902300
-0.03216300
-0.09294600
0.02152400

CICleeeNH3

QoIxIT=z

2.75131300 0.00000700
3.12587600 -0.82673100
3.12575200 0.81613900
3.12625000 0.01069700
0.20085400 -0.00001900
-1.88538800 0.00000900

-0.00002400
0.46509100
0.48355800

-0.94841400
0.00000000

-0.00000400

CICleeeNCH

0OZIO

0.01152100 -3.70281800
0.01125500 -4.78058300
0.01076400 -2.52116400
0.00000000 0.28844200

0.00000000
0.00000000
0.00000000
0.00000000




Cl

-0.00916100 2.33777200

0.00000000

CICleeeCO

0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000

-2.69738800
-3.84685600
0.35884500
2.40345900

CIClee«OCH:?

QOO0TTOOo

2.41652800 -0.54408200
2.88245700 0.59042100
2.22530900 1.48529800
3.97839500 0.76273800
0.25944800 -0.27293200
2.26000400 0.18834900

0.00002500
0.00013000
0.00024200
0.00020200
0.00002600
-0.00011000

CICleeeC2H4

OO0OITIITOITO

2.65285500 -0.67704400
2.65745200 -1.24380200
2.65700800 -1.24379300
2.65286000 0.67703900
2.65701800 1.24378700
2.65746200 1.24379600
-0.21577800 0.00000500

-2.28205900

-0.00000200

0.00001400
-0.93464700
0.93468100
0.00001400
0.93468100
-0.93464700
-0.00049100
0.00047700

CIClee«OHCH3

O0TITITOITO

2.26198500
2.52866400
2.78845400
2.47294500
2.37927300
3.88897200
-0.35200500
-2.35955200

-0.63690000
-1.12390000
0.70049000
1.22112600
1.23150700
0.69502900
-0.25419100
0.18763200

-0.08245700
0.70951900
0.01818500

-0.89437600
0.89292000
0.06741200

-0.03844000
0.02520900

CICleeeFH

Cl
Cl

-0.91837800 2.87637800
-1.81003400 3.12485900
0.00000000 0.12389100
0.59267300 -1.83049400

0.00000000
0.00000000
0.00000000
0.00000000

CIClee«O(CH3):

@N®)

1.87333000 -0.00000100
2.30147000 1.17773300

-0.47189200
0.21890500




1.93081600 2.03739600
1.88298600 1.20528900
3.40406700 1.21466500
-0.66096200 -0.00000100
-2.69433600 0.00000000

2.30147400
1.88299600
1.93082000

-1.17772900
-1.20528700
-2.03739600

ITITIOOOTITITIT

3.40407200 -1.21466200

-0.35391500
1.24147100
0.27498300

-0.21190700
0.14268300
0.21890500
1.24147400

-0.35390900
0.27498000

FCleeeOH>

OTTOm™

-1.99234700 -0.00001500
2.23464100 0.00000300
2.57056800 -0.76402700
2.57081200 0.76386000

-0.29925800 0.00001600

0.02885500
-0.09108900
0.39824300
0.39834500
-0.01926900

FCleeSH>

2.51048100 -0.00001200
-2.11924600 0.97683800
-2.11913100 -0.97693400
0.79569500 0.00001300

-1.99267300 -0.00000100

0.03140900
0.82816400
0.82807600
-0.02243400
-0.09734700

FCleeeNH3

-1.97307900 0.00005400

Z T

OxxITT

2.04897000
2.40450500
2.40417700
2.40380200
-0.22338600

0.00000900
-0.64396600
-0.28904400

0.93348900
-0.00006000

0.00002900
0.00001200
-0.70575500
0.91076800
-0.20485500
-0.00002900

FCleeeNCH

OmzZzITO

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

3.02062600
4.09847500
1.84033000
-2.45647500
-0.76448600

FCleeeCO




OO0

0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000

2.50078400
-1.94009700
-3.08836000

0.81414100

FCleeeOCH>

OTTOOT

-2.35115500
1.72177500
2.34169900
1.81453000
3.44922000

-0.70163200

0.24931200
-0.56941300
0.49130600
1.46669400
0.50083400
-0.15316900

-0.00025200
-0.00022300
-0.00006100
0.00011300
0.00034200
0.00023300

FCleeeC2H4

OMIIOIITO

1.94715400
1.96002800
1.96023400
1.94715300
1.96023300
1.96002700
-2.32871800
-0.60281800

0.68017500
1.24514500
1.24515600
-0.68017500
-1.24515600
-1.24514500
0.00000000
0.00000000

-0.00000900
0.93518400
-0.93519200
-0.00000900
-0.93519200
0.93518300
0.00012700
-0.00006000

FClee«OHCH:

OrTTTOoIxTOmM

-2.43716300
1.56794600
1.75006300
2.27728200
2.04492500
1.93656100
3.36307400

-0.78631900

0.27307300
-0.65196200
-1.18087300

0.60133600

1.16922300

1.16857800

0.43035500
-0.14336800

0.03764300
-0.10011300
0.69032500
0.02259900
-0.88602800
0.90271300
0.07930500
-0.02704700

FCleeeFH

IO

-2.02551000
-0.34555200
2.36598700
2.81009300

0.04065200
-0.02770500
-0.07079600

0.74226800

0.00002000
-0.00001700
0.00001300
-0.00000900

FCleecQ(CH3)2

ITIOOm

-2.73522300
1.24903900
1.76166900
1.31948800
1.47438200
2.86071200

-0.00000100
-0.00000200
1.18421300
2.03964600
1.20893700
1.21239200

0.18306000
-0.45654100
0.17515000
-0.34999400
1.24080600
0.08446600




ITTOO

-1.04852500
1.76171300
1.47440300
1.31958700
2.86076000

-0.00001000
-1.18419400
-1.20893700
-2.03964600
-1.21231800

-0.12044800
0.17515500
1.24080400

-0.35000300
0.08449600

NCClee*OH>

ZOOQOITIO

-2.87688600
-3.47157500
-3.46972000
0.00516400
1.65645400
2.84712500

-0.00011500
0.76128600
-0.76296200
0.00030700
-0.00006000
-0.00032400

-0.00013100
0.00252000
0.00250900

-0.00059800
0.00043700
0.00050900

NCCleesSH>

ZOWOTT

2.96758200
2.96820700
-0.68100800
2.76908000
-2.33319400
-3.52353800

-0.97659300
0.97397500
0.00041700

-0.00003000

-0.00010400

-0.00048100

0.81785000
0.82034200
-0.02785100
-0.09292300
0.00942000
0.03793200

NCCleeeNH:3

ZOOIIITZ

2.93064600
3.32636100
3.32420000
3.32250400
-0.02129600
-1.67612500
-2.86697400

-0.00013600
0.63261100
0.28543800

-0.92105700
0.00044700

-0.00005800

-0.00047000

-0.00007800
0.69614300
-0.89743500
0.20001800
0.00021300
-0.00005400
-0.00021000

NCCleeeNCH

ZOQZIO

-0.00388900
-0.00361800
-0.00413000
0.00000000
0.00300000
0.00540800

-3.67527600
-4.75296700
-2.49358500
0.48192600
2.13320200
3.32396600

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

NCCleeeCO

0.05395700 2.68821700
0.07443300 3.83724600
0.00000000 -0.56806600
-0.05037300 -2.21844400
-0.08813900 -3.40849800

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000




NCCleecOCH>

ZOOIITOO

-2.39078300
-2.95917900
-2.38956600
-4.06618700
0.47230200
2.08927800
3.25318400

-0.51298300
0.57272100
1.52660800
0.64721500

-0.25654100
0.08461200
0.33532000

-0.00028100
-0.00004200
0.00113500
-0.00081800
0.00028800
0.00002800
-0.00041200

NCCleeeC2H4

IOIITO

Z0oOT

2.76897300
2.77407100
2.77281900
2.76885200
2.77259300
2.77384400
-0.48318900
-2.13625400
-3.32693500

-0.67527600
-1.24328900
-1.24325500
0.67539000
1.24340000
1.24337600
-0.00012400
0.00020600
-0.00000600

0.00046100
-0.93361000
0.93455700
0.00043800
0.93451600
-0.93364900
-0.00104300
0.00051100
0.00106600

NCClesOHCH3

ZOOITIOIO

2.22461200
2.80096600
2.84330100
2.17533500
2.95199200
3.82767700
-0.58342600
-2.19689200
-3.35901100

-0.59056500
-1.22909000
0.70544900
1.40141400
1.03377100
0.71899100
-0.26284200
0.09374100
0.35323100

-0.07434000
0.36560100
0.01423900

-0.50927500
1.06083400

-0.48030000
0.00203400
0.00259500
0.00318300

NCCleseFH

Z0IT0

-0.01210600
2.92178000
3.84696100

-1.66180100

-2.85233900

0.00292500

-0.00340100

0.00579500
-0.00046300
-0.00316200

0.00000000
0.00000000
-0.00000100
0.00000000
0.00000000

NCCle+*Q(CH3),

O0TTITOO

1.87553400
2.27981100
1.94053500
1.82076800
3.37901000
-0.91083600
-2.53629300

0.00000000
1.17475100
2.03705700
1.21013600
1.21133000
-0.00000500
-0.00000100

-0.46715500
0.23701800
-0.35187300
1.24284100
0.34365900
-0.23740500
0.06856300




N -3.70582100 0.00000500 0.29260400
C 2.27982000 -1.17474500 0.23702200
H 1.94054800 -2.03705500 -0.35186500
H 3.37901900 -1.21131700 0.34366000
H 1.82078000 -1.21012900 1.24284600
29. Bromine Bonded Complexes
FBreeeOH>
F 1.99052100 -0.00000700 0.03938200
o) -2.34726100 -0.00000300 -0.08350000
H -2.67948600 0.76540900 0.40760800
H -2.67946900 -0.76543200 0.40759300
Br 0.17778100 0.00000300 -0.01433300
FBreesSH>
F 2.38721500 -0.00001400 0.03968000
H -2.39821200 0.97718300 0.82864000
H -2.39816400 -0.97724300 0.82858300
Br 0.55411700 0.00000600 -0.01445100
S -2.25516700 -0.00000200 -0.09428500
FBreeeNH3
F -1.94466300 0.10488000 0.45696700
Br -0.13653600 0.00735600 0.03208800
N 2.12371400 -0.11451800 -0.49905200
H 2.25372500 -0.12124900 -1.51048700
H 2.53596200 -0.96505900 -0.11619300
H 2.62502700 0.68654600 -0.11573600
FBreeeNCH
F -2.03316100 -0.41175500 1.00672000
Br -0.43302000 -0.08766400 0.21442500
N 1.80189900 0.36491700 -0.89221300
C 2.84147100 0.57532500 -1.40703300




3.79204400

0.76767600

-1.87768400

FBreecOCH>

I T 0o O m

-2.24787500
1.93916200
2.60523500
2.11949300
3.71051000

-0.47839500

0.31418900
-0.52772400
0.50671300
1.50210700
0.46136200
-0.10313300

-0.00000300
-0.00000100
0.00000000
0.00000900
-0.00001000
0.00000100

FBreeeC2H4

2.11984800
2.14587900
2.14592300
2.11984800
2.14592300
2.14587900
-2.24500200
-0.39476500

0.68319200
1.24663100
1.24663500
-0.68319200
-1.24663500
-1.24663100
0.00000000
0.00000000

0.00000400
0.93562400
-0.93561300
0.00000300
-0.93561300
0.93562300
0.00003500
-0.00001100

FBree«OHCH:

-2.31642900
1.80221800
1.98451600
2.55940900
2.32472700
2.25609500
3.63719900

-0.54653900

0.33882900
-0.61503500
-1.15804500

0.61539900

1.19450400

1.18477200

0.39826500
-0.09831600

0.04888000
-0.08989100
0.69190000
0.02371900
-0.87674500
0.91523100
0.05418900
-0.01850500

FBreeeO(CH3):

2.58512200

0.00000100

0.23043800




O -1.53315300 0.00000000 -0.42088500
C -2.08235400 -1.18801000 0.18130700
H -1.61293700 -2.04155200 -0.32209800
H -1.85120900 -1.21267600 1.25985300
H -3.17368300 -1.20812500 0.02775300
Br 0.77893900 -0.00000200 -0.08038700
C -2.08233800 1.18801800 0.18130500
H -1.61292600 2.04155300 -0.32211600
H -3.17366900 1.20813700 0.02776900
H -1.85117500 1.21269300 1.25984700
FBreeeFH
Br 0.00000000 0.21507900 0.00000000
H 0.48225900 -3.00864000 0.00000000
F 0.23902700 1.99741100 0.00000000
F -0.29261100 -2.49953600 0.00000000
FBreeeCO
F 0.00000000 0.00000000 2.31575000
Br 0.00000000 0.00000000 0.50397500
C 0.00000000 0.00000000 -2.09309400
O 0.00000000 0.00000000 -3.24028800
CIBre-*OH?
@) -2.86180900 -0.00002400 -0.06565000
H -3.22691200 0.76351300 0.40290200
H -3.22662500 -0.76382000 0.40270500
Br -0.15364200 0.00003100 -0.02171500
Cl 2.04267600 -0.00003400 0.02821300
CIBreeSH>
H -2.86928100 0.97620200 0.84869700




H -2.86927400 -0.97617700 0.84872100
Br 0.24120400 0.00000000 -0.02905400
S -2.77830600 -0.00000200 -0.08104100
Cl 2.45584100 0.00000000 0.03624300
ClIBreesNH:3
Br 0.20459400 0.00000300 0.00000200
N 2.66131400 -0.00000300 0.00000000
H 3.02506700 -0.82137500 0.48297500
H 3.02509100 0.82895500 0.46981600
H 3.02505400 -0.00760600 -0.95282400
Cl -2.05089300 -0.00000300 -0.00000200
CIBreeeNCH
Br 0.00000000 0.00000000 -0.15631200
N 0.00000000 0.00000000 2.58175300
C 0.00000000 0.00000000 3.76248600
H 0.00000000 0.00000000 4.84045700
Cl 0.00000000 0.00000000 -2.35392400
ClIBrees OCH2
@) -2.46879400 -0.47128000 -0.00006000
C -3.01652200 0.62817200 0.00003900
H -2.42506500 1.56649600 0.00013900
H -4.12119600 0.71402500 0.00003400
Br 0.14821500 -0.18613600 -0.00001400
Cl 2.30636600 0.24914400 0.00003200
ClIBreeeC2H4
C 0.00000000 -2.65552300 0.67957800
H -0.93538500 -2.66685900 1.24486600
H 0.93538500 -2.66686600 1.24486600




C 0.00000000 -2.65552300 -0.67957800
H 0.93538500 -2.66686600 -1.24486600
H -0.93538500 -2.66685900 -1.24486600
Br 0.00000000 0.08911700 0.00000000
Cl 0.00000000 2.31850700 0.00000000
CIBres«OHCH;3
O 2.32771400 -0.56983900 -0.06780900
H 2.57087300 -1.07142600 0.72390200
C 2.94064800 0.73580100 0.02038200
H 2.64488900 1.26974600 -0.89060600
H 2.57601300 1.29036400 0.89923000
H 4.03769800 0.65224600 0.05445300
Br -0.21749000 -0.18073600 -0.02656300
Cl -2.38134900 0.25463100 0.03311300
CIBre+sO(CH3)2
@) -2.00018800 -0.00000200 -0.41264200
C -2.49054300 -1.18317600 0.23706000
H -2.06636300 -2.03968400 -0.30145300
H -2.16663700 -1.20768800 1.29246600
H -3.59233000 -1.21373800 0.18564500
Br 0.46613800 -0.00001200 -0.14605400
C -2.49046100 1.18321500 0.23704500
H -2.06619800 2.03968700 -0.30146100
H -3.59224400 1.21386500 0.18560500
H -2.16657500 1.20770400 1.29245800
Cl 2.66017800 0.00000300 0.18912600




CIBreeFH

Br 0.00000000 0.12834700 0.00000000
1.43486100 3.30259000 0.00000000
F 0.57804900 2.95068300 0.00000000
Cl -0.39043000 -2.02063900 0.00000000
ClBree«CO
Br 0.00000000 0.00000000 0.20187000
C 0.00000000 0.00000000 -2.75249100
O 0.00000000 0.00000000 -3.90106200
Cl 0.00000000 0.00000000 2.39164700
BrBreeOH:>
O 3.43584500 0.00001300 -0.05450900
H 3.80278500 -0.76311900 0.41288200
H 3.80276700 0.76318100 0.41283800
Br 0.66743400 -0.00001100 -0.02802100
Br -1.67007100 0.00000600 0.01688800
BrBreeeSH>
H -3.46351500 0.97582200 0.86135100
H -3.46351300 -0.97583300 0.86134000
Br -0.30164300 0.00000100 -0.04079700
S -3.39569600 -0.00000100 -0.07045300
Br 2.05187600 -0.00000100 0.02378400
BrBreesNH3
Br 0.71728700 0.00000400 0.00000200
N 3.23339000 -0.00000600 -0.00000100
H 3.60029700 -0.81825600 0.48597800
H 3.60032800 0.82999100 0.46560900
H 3.60027700 -0.01177300 -0.95162300




Br -1.67256200 -0.00000200 -0.00000100
BrBreeeNCH
Br 0.00000000 0.00000000 -0.39770700
N 0.00000000 0.00000000 -3.18994000
C 0.00000000 0.00000000 -4.37110900
H 0.00000000 0.00000000 -5.44899300
Br 0.00000000 0.00000000 1.94071300
BrBree«OCH:?
@) -3.07939100 -0.42054800 -0.00000100
C -3.54276700 0.71635700 -0.00000700
H -2.88210600 1.60781400 -0.00001400
H -4.63798000 0.88775500 -0.00000600
Br -0.39055800 -0.25004100 0.00000100
Br 1.91661000 0.15206000 0.00000100
BrBreeeC2Hs

C 0.00000000 -3.25392500 0.67877800

H -0.93526100 -3.26257100 1.24445800
H 0.93526100 -3.26257200 1.24445800
C 0.00000000 -3.25392500 -0.67877800
H 0.93526100 -3.26257200 -1.24445800
H -0.93526100 -3.26257100 -1.24445800
Br 0.00000000 -0.43893600 0.00000000
Br 0.00000000 1.92743300 0.00000000

BrBree«OHCH3

O 2.94299300 -0.52962800 -0.05287100
H 3.20821000 -0.99815400 0.75155700

C 3.46525300 0.81436900 0.01800200

H 3.14629700 1.31157300 -0.90604900




H 3.05288400 1.36025700 0.88136700
H 456523500 0.80881300 0.06670300
Br 0.32398800 -0.24033100 -0.03256800
Br -1.98993300 0.15085400 0.01889300
BrBree«O(CH3):

@) -2.60281700 -0.00001000 -0.39907100
C -3.05300900 -1.18133000 0.27869800
H -2.66061400 -2.03884500 -0.28219800
H -2.66789600 -1.20559100 1.31367600
H -4.15622400 -1.21533000 0.29399800
Br -0.07639900 -0.00000800 -0.19792600

-3.05285500 1.18138300 0.27867900

-2.66030000 2.03883600 -0.28219900
H -4.15606600 1.21555800 0.29393100
H -2.66778400 1.20558500 1.31367400
Br 2.26001600 -0.00000500 0.11785200

BrBreeeFH
Br 0.00000000 0.64477900 0.00000000
H 0.91805800 4.08506000 0.00000000
Br -0.06297800 -1.68167700 0.00000000
F 0.14290700 3.57848800 0.00000000
BrBree«CO

Br 0.00000000 0.00000000 -0.35580800
C 0.00000000 0.00000000 -3.39401600
O 0.00000000 0.00000000 -4.54293400
Br 0.00000000 0.00000000 1.97602400

30. lodine Bonded Complexes

FIeecOH>




I T O m

-2.09645600 -0.00000400
2.48034700 0.00000000
2.84236200 -0.76672700
2.84240700 0.76669200

-0.12565000 0.00000100

0.04437200
-0.07434400
0.39367900
0.39370000
-0.01116900

FleeeSH>

T I O»W T

-2.43008300 -0.00000100
2.51365100 -0.00000100
2.67611400 -0.97741200
2.67610700 0.97742600

-0.44716800 0.00000000

0.04319000
-0.09277600
0.82699800
0.82698500
-0.01053400

FleeeNH3

T I I Z T

-0.15699200 -0.87336200

0.17575000
-0.68240500
0.94299000
0.34826300
-0.00804100

0.97790400
0.84323300
0.56338300
1.98121800
-0.04477200

1.91815600
-2.14770600
-2.68284000
-2.67727900
-2.08036800
0.09832100

FIeeeNCH

I O Z2 m

0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000

0.00000000 0.00000000

-2.33884400
2.20778100
3.38585700
4.46400500

-0.36196300

FIeeeOCH>

2.30325000 0.34709100
-2.14056500 -0.49343700
-2.85175400 0.51184100

0.00000200
-0.00000500
0.00000800




-2.40946100 1.52664300
-3.95276400 0.41449700
0.37486800 -0.07902800

0.00001900
0.00000700
-0.00000100

FleeeC2H4

m T T O I T O

0.00000000
-0.93582900
0.93582900
0.00000000
0.93582900
-0.93582900
0.00000000
0.00000000

-2.31783200
-2.35491400
-2.35491500
-2.31783200
-2.35491500
-2.35491400
2.31047200
0.31017700

0.68484200

1.24750100

1.24750100
-0.68484200
-1.24750100
-1.24750100
0.00000000
0.00000000

FIe=«OHCHs

I T T O T O m

-2.36391800
2.01953300
2.23061200
2.81872200
2.55948700
2.57269000
3.88839700

-0.43480200

0.36683800
-0.58514200
-1.15956400

0.62182500

1.22832400

1.17570300

0.36922500

-0.07481200

0.05504300
-0.08164500
0.67008700
0.02485600
-0.85034500
0.94299400
-0.00055400
-0.01421800

FleeeC2H2

-2.55204100

-0.61844700

-2.55206300 0.61844200

2.26580500 0.00000200

-2.60695300 -1.69419600

-2.60698200 1.69419100

0.00000700

-0.00000400

-0.00000100

-0.00000300

0.00000700




0.29144000

0.00000000

0.00000000

FlI+++O(CHz):

I T I O I T IT O O mm

2.61050700
-1.78661800
-2.37341600
-1.88383200
-2.19771600
-3.45489000
-2.37346200
-1.88386400
-3.45492500
-2.19781900

-0.00000600
0.00000200
-1.18942600
-2.04328200
-1.21990200
-1.20016500
1.18940300
2.04328200
1.20013300
1.21985000

0.64816400 0.00000500

0.24640800
-0.38845300
0.17924200
-0.30384300
1.26783900
-0.03153200
0.17924800
-0.30378300
-0.03158200
1.26785500
-0.05898000

FleeeFH

2.10860800 0.06324700
0.15433700 -0.01586100
-2.66976800 -0.05345100
-3.12943900 0.75248400

0.00000400
-0.00000100
0.00000300
-0.00000400

ClI*=~OH>

Tr T O

-2.23440500 -0.00000900
2.88473000 -0.00000800
3.26329200 -0.76546800
3.26335100 0.76539500

0.15812100 0.00000500

0.03054500
-0.05672700
0.39926300
0.39930800
-0.01630200

ClIe-SH>

Cl

-2.57792100 -0.00000300

2.92193400 -0.00002100

0.03998500

-0.07712200




3.03724900 -0.97672000

3.03714600 0.97703700

-0.16982400 0.00000100

0.85011600

0.84976000

-0.02161700

ClleeeNH3

I T I =2

-2.25570200 -0.00001100
2.72863600 -0.00001300
3.09505600 -0.45480800
3.09506000 -0.49726900
3.09513600 0.95197200

0.18794800 0.00000700

0.00001500
0.00002400
-0.83669400
0.81222500
0.02453700
-0.00000900

ClIeeeNCH

I O =2

0.00000000 0.00000000
0.00000000 0.00000000
0.00000000 0.00000000
0.00000000 0.00000000
0.00000000 0.00000000

-2.47524900
2.63263600
3.81213600
4.89030600

-0.07759100

ClIeee OCH2

I T O O

2.45029700 0.27720000
-2.55447200 -0.41681300
-3.17286900 0.64664300
-2.64269300 1.61965400
-4.27937100 0.65443400
0.08943400 -0.14211000

0.00000500
0.00000300
0.00000200
-0.00004000
0.00004300
-0.00000200

ClIeeeeC2H4

0.00000000 -2.74041400
-0.93576600 -2.76145200
0.93576600 -2.76145600

0.68182100
1.24619600
1.24619700




0.00000000 -2.74041400
0.93576600 -2.76145600
-0.93576600 -2.76145200
0.00000000 2.46547900
0.00000000 0.03806900

-0.68182100
-1.24619700
-1.24619600
0.00000000
0.00000000

ClI*esOHCH:

I T T o I O

-2.51585100
2.42303800
2.67477100
3.12116200
2.81800300
2.82940600
4.20922700

-0.14855100

0.28327000
-0.51842500
-1.05502400

0.74890700

1.31552800

1.30351800

0.58913600

-0.13801500

0.03644300
-0.05888500
0.70779700
0.02329800
-0.86484700
0.92810500
0.00559700
-0.02009200

ClIsseFH

2.24747400 0.04202900
-0.12739000 -0.02183600
-3.09320300 -0.03222600

-3.61657800 0.73283800

-0.00058900
0.00034300
-0.00098600

0.00072500

ClI*==O(CHa)2

Q

I T T oI T T O O

2.76347600
-2.14875700
-2.69909400
-2.23485200
-2.46460000
-3.79139900
-2.69908000
-2.23482600
-3.79138400
-2.46458600

0.00000200
-0.00000100
-1.18723600
-2.04237500
-1.21583400
-1.20597500

1.18724500

2.04237400

1.20599700

1.21584900

0.20233700
-0.36398800
0.23788900
-0.26819900
1.31592200
0.08980300
0.23788000
-0.26821600
0.08979300
1.31591200




0.36946500

-0.00000200

-0.10674400

ClIeeeC2H2

-2.98701700
-2.98701700

2.41188800
-3.02006600
-3.02006500

-0.61769200
0.61769200
0.00000000

-1.69405000
1.69405000

0.01664600 0.00000000

0.00000500
-0.00000100
-0.00000200
-0.00000200

0.00000600
0.00000000

Brlee«OH:>

I T O

-1.92250200 0.00000500
3.39641800 0.00000900
3.77762100 -0.76479000
3.77755100 0.76487700

0.61435900 -0.00000600

0.01822300
-0.04397200
0.41047600
0.41042000
-0.02088500

BrleesSH>

I T »

-2.24598900 0.00001200
3.45596800 0.00000700
3.54948800 -0.97642600
3.54931000 0.97668900

0.30595000 -0.00001500

0.02649500
-0.06443900
0.86528900
0.86504900
-0.03069100

BrleeeNH3

I T T =2

-1.58358100
2.63603500
3.21100200
3.20998500
2.38719600

-0.59529300
0.99092700
0.19882600
1.59504100
1.51726700

0.94560400
-1.57405300
-1.86242700
-0.98515800
-2.41203700

0.53141400 0.19976700 -0.31732300




BrieeeNCH

I o 2

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

-2.14108500
3.17097300
4.35103100
5.42916300
0.40011000

Brlee«OCH2

I T O O

2.13240800
-3.08769600
-3.63707600
-3.04617700
-4.74119700

-0.38345100

0.17093200
-0.35275400
0.74723800
1.68512900
0.82806500

-0.19164600

0.00000700
0.00001400
0.00000500
-0.00012700
0.00013200
-0.00000800

BrleeeC:H4

0.00000100
0.93568100
-0.93567900
0.00000100
-0.93567900
0.93568100

3.26708400
3.28348200
3.28349000
3.26708400
3.28349000
3.28348200

0.00000100 -2.14231500
-0.00000100 0.42720900

0.68080800
1.24565300
1.24565300
-0.68080800
-1.24565300
-1.24565300
0.00000000
0.00000000

Brlee«OHCH3

I T o I O

-2.19635600 0.17170700
2.95748900 -0.46481700
3.23094200 -0.97034900
3.57861200 0.84147600
3.25115800 1.37433600
3.24649500 1.39517300

0.02060400
-0.04331700
0.73666000
0.02177300
-0.87873400
0.91340300




4.67485300 0.74897000
0.32712200 -0.18656900

0.01617500
-0.02439200

BrleeeFH

-1.93470500 0.02375400
0.58642500 -0.02627600
3.60842100 -0.01845500
4.15835600 0.72734500

0.00012400
-0.00015100
0.00044500
-0.00032900

BrlIeecO(CH3)2

I T T oI T I oo

2.43519600
-2.66976800
-3.18911400
-2.74737600
-2.90489400
-4.28749500
-3.18914400
-2.74743600
-4.28752700
-2.90491600

-0.00000200
0.00000000
-1.18596900
-2.04159700
-1.21339800
-1.20898100
1.18595000
2.04159400
1.20893000
1.21338200

-0.10801000 0.00000500

0.12919300
-0.34148300
0.28656800
-0.23876900
1.35284200
0.19084900
0.28657700
-0.23876000
0.19086700
1.35284900
-0.14789900

BrleeeCyH>

-3.51240200 -0.61745500

-3.51240200 0.61745500

2.08888200 0.00000000

-3.53918900 -1.69383800

-3.53918800 1.69383800

-0.45063500 0.00000000

0.00000400

0.00000000

-0.00000100

-0.00000200

0.00000600

0.00000000

31. Astatine Bonded Complexes



FAteeeOH:?

I T O m

-2.13943100 -0.00002700
2.54225200 -0.00000700
2.92799400 -0.76718500
2.92818400 0.76702000

-0.08163900 0.00000500

0.04624700
-0.06804700
0.37953600
0.37963100
-0.00742400

FAteeeSH>2

-2.38604300
2.66623600
2.85079800
2.85077900

-0.31631700

0.00000500
0.00000000
-0.97757800
0.97760800
-0.00000100

0.04431000
-0.09202600
0.82363100
0.82360300
-0.00674800

FAteeeNH:s

-2.16319100 -0.00002200
2.46365600 -0.00001400
2.83485000 0.47058200
2.83486000 0.47973200
2.83479500 -0.95039200
-0.07389900 0.00000400

-0.00000100
-0.00000100
0.82567900
-0.82039500
-0.00528200
0.00000000

FAteeeNCH

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

0.00000000
0.00000000
0.00000000
0.00000000
0.00000000

2.31325300
-2.31848600
-3.49593500
-4.57413600

0.24658700

FAteeeOCH:?

2.28244500 0.37264500
-2.27712900 -0.46557900

-0.00000300
0.00000500




At

-3.02438400
-2.61932900
-4.12060200

0.26542700

0.51360300
1.54356900
0.37483200
-0.05446100

-0.00000300
-0.00001500
0.00000400
0.00000000

FAteeeC2H4

m I T O I I O

0.00000000
-0.93616300
0.93616300
0.00000000
0.93616300
-0.93616300
-0.00000100
0.00000000

-2.41723500
-2.46783200
-2.46783600
-2.41723500
-2.46783600
-2.46783200

2.30356300

0.21348300

0.68704800
1.24810300
1.24810300
-0.68704800
-1.24810300
-1.24810300
0.00000000
0.00000000

FAtee«OHCH3

-2.32713600
2.18134200
2.41713900
2.99994100
2.72178100
2.78904500
4.06451500

-0.31174900

0.39914500
-0.56263000
-1.15818500

0.63261200

1.25657900

1.17331100

0.36601900
-0.05323100

0.05755100
-0.07612700
0.65107100
0.02508900
-0.83183000
0.95958600
-0.03772600
-0.00941800

FAteeeC2oH>

I I 1 O O

At

-2.61574700
-2.61574700
2.25826800
-2.70014600
-2.70014400
0.19370400

-0.61935500
0.61935500
0.00000000

-1.69358700
1.69358700
0.00000000

0.00001000
-0.00000700
-0.00000100
-0.00000400

0.00000800

0.00000000




FAteesO(CHs)>

F 253112500 0.00000600 0.26662500
0 -2.00070200 0.00000000 -0.36800800
C -2.60546900 -1.18958700 0.18134900
H -2.10746700 -2.04376500 -0.29253800
H -2.45621600 -1.22384200 1.27380500
H -3.68149700 -1.19593300 -0.05562700
C -2.60545800 1.18959500 0.18134600
H -2.10744000 2.04376700 -0.29253500
H -3.68148300 1.19595600 -0.05564000
H -2.45621400 1.22384700 1.27380300
At 0.48213400 -0.00000200 -0.04097600
FAtesFH
F -2.13713200 0.06487300 0.00000400
F 2.69685100 -0.04964500 0.00000400
H 3.17632500 0.74535300 -0.00000200
At -0.09663300 -0.01038100 -0.00000100
ClAte+*OH>
Cl ~2.35858100 -0.00002300 0.03189700
0 2.82246800 -0.00002400 -0.04976600
H 3.21572600 -0.76649200 0.39234500
H 3.21587500 0.76630200 0.39245800
At 0.13040600 0.00000900 -0.01092800
ClAtes*SH?
Cl -2.61190400 -0.00000400 0.04119600
S 2.95175700 -0.00000500 -0.07512400
3.09634100 -0.97731600 0.84785000
H 3.09639300 0.97732100 0.84784500
At -0.10610000 0.00000200 -0.01404700




ClAteeeNHs

Cl -2.38885400 0.00000300 0.00000100
N 2.71764500 0.00000300 0.00000200
H 3.08785200 0.46988300 0.82675900
H 3.08785400 0.48106800 -0.82029600
H 3.08787900 -0.95091800 -0.00645600
At 0.14498100 -0.00000100 0.00000000
ClAteeeNCH
Cl 0.00000000 0.00000000 -2.53066000
N 0.00000000 0.00000000 2.60718800
C 0.00000000 0.00000000 3.78558700
H 0.00000000 0.00000000 4.86388200
At 0.00000000 0.00000000 -0.03301800
ClAteee OCH2
Cl 2.51285400 0.30325100 -0.00000600
@) -2.57207800 -0.37072100 0.00000700
C -3.23999900 0.66349500 0.00000000
H -2.75578900 1.65944100 -0.00000600
H -4.34469600 0.61550600 0.00000000
At 0.05174800 -0.09935800 0.00000100
ClAteeeeC2H4
C 0.00000000 -2.70748700 0.68484300
H -0.93629100 -2.74431000 1.24732800
H 0.93629000 -2.74431200 1.24732800
C 0.00000000 -2.70748700 -0.68484300
H 0.93629000 -2.74431200 -1.24732800
H -0.93629100 -2.74431000 -1.24732800
Cl 0.00000000 2.53504700 0.00000000
At 0.00000000 0.00436800 0.00000000




ClAtee«OHCH:3

Cl -2.56167400 0.31947200 0.03823800
O 2.47130800 -0.47450200 -0.05222600
H 2.74203100 -1.03195300 0.69292000
C 3.20115400 0.77747300 0.02432700
H 2.88402500 1.36094300 -0.84771800
H 2.94786000 1.32454400 0.94480300
H 4,28331200 0.59019300 -0.02823200
At -0.09748400 -0.10051200 -0.01341100
ClAteeCoH>
C -2.92478100 -0.61863600 0.00000800
C -2.92478100 0.61863600 -0.00000400
Cl 2.48262400 0.00000000 -0.00000100
H -2.98512000 -1.69434200 -0.00000300
H -2.98512000 1.69434200 0.00000700
At -0.01337700 0.00000000 0.00000000
ClAtee«O(CH3)2

Cl 2.76008900 0.00001200 0.22663300
O -2.26179900 -0.00000100 -0.33103300
C -2.83647600 -1.18857400 0.24912000
H -2.36032500 -2.04340500 -0.24609500
H -2.63525400 -1.22110000 1.33354100
H -3.92318600 -1.20002600 0.06575300
C -2.83638800 1.18862600 0.24910000
H -2.36014300 2.04341300 -0.24609900
H -3.92309100 1.20017600 0.06569700
H -2.63519800 1.22113500 1.33352700
At 0.27114400 -0.00000800 -0.07647200




ClAteeeFH

Cl -2.35799900 0.04378600 0.00000200
F 3.01252300 -0.02658300 0.00000400
H 3.53602300 0.73928100 -0.00000300
At 0.11102700 -0.01464000 -0.00000100
BrAteesOH>
Br -2.13962600 -0.00000300 0.01895200
@) 3.22374200 -0.00000900 -0.03633400
H 3.61704600 -0.76593200 0.40641500
H 3.61706000 0.76589300 0.40644000
At 0.49250400 0.00000300 -0.01394700
BrAteeeSH>
Br 2.38332300 -0.00000600 0.02776100
S -3.36699400 -0.00000300 -0.06063600
-3.49069100 0.97696800 0.86552800
H -3.49067000 -0.97708400 0.86541600
At -0.26544800 0.00000400 -0.02038100
BrAteeeNH:s
Br -0.97035800 -0.64761000 -1.82404600
N 1.39362700 0.93009800 2.61969400
H 0.82393700 1.61321000 3.11987800
H 2.29626900 1.36447000 2.42493900
H 1.55863800 0.14495400 3.25032200
At 0.22974500 0.15333000 0.43186600
BrAteeeNCH
Br 0.00000000 0.00000000 -2.30014600
N 0.00000000 0.00000000 3.02260900
C 0.00000000 0.00000000 4.20151800




H 0.00000000 0.00000000 5.27981000
At 0.00000000 0.00000000 0.33950500
BrAteeeOCH:>
Br 2.29670100 0.19081600 0.00000000
@) -2.98968500 -0.28996500 0.00000100
C -3.59282900 0.78275600 0.00000000
H -3.04845700 1.74754600 0.00000000
H -4.69880000 0.80492600 0.00000000
At -0.31956300 -0.13656300 0.00000000
BrAteeeC2Hs
C 0.00000000 3.12115800 0.68364000
H 0.93624800 3.15177100 1.24675100
H -0.93624800 3.15177400 1.24675200
C 0.00000000 3.12115800 -0.68364000
H -0.93624800 3.15177400 -1.24675200
H 0.93624800 3.15177100 -1.24675100
Br 0.00000000 -2.30960000 0.00000000
At 0.00000000 0.36205900 0.00000000
BrAteecOHCH3
Br -2.34564900 0.19899200 0.02161300
@) 2.88989000 -0.40103400 -0.03600900
H 3.18336800 -0.92694900 0.72319400
C 3.54537600 0.89118800 0.02332400
H 3.20202500 1.44076400 -0.86086400
H 3.25398900 1.43974400 0.93177300
H 4.63740100 0.76828100 -0.01843200
At 0.27564200 -0.13912200 -0.01628200

BrAteeeC2H>




C -3.34163400 -0.61830400 0.00000700
C -3.34163400 0.61830400 -0.00000300
Br 2.25937800 0.00000000 -0.00000100
H -3.39234500 -1.69435700 -0.00000300
H -3.39234500 1.69435700 0.00000700
At -0.37875200 0.00000000 0.00000000
BrAteesO(CHz)2
Br 2.53525900 0.00000100 0.14938700
O -2.66828900 0.00000000 -0.29569000
C -3.21586700 -1.18770100 0.30926300
H -2.75892200 -2.04278400 -0.20353800
H -2.97003500 -1.21880900 1.38467500
H -4.30957400 -1.20317800 0.17210000
C -3.21585200 1.18770800 0.30926000
H -2.75889500 2.04278400 -0.20354200
H -4.30955900 1.20320000 0.17209500
H -2.97002200 1.21881500 1.38467200
At -0.10259300 -0.00000100 -0.10918400
BrAteeeFH
Br -2.14133100 0.02562000 0.00000100
F 3.42737700 -0.00952200 0.00000500
H 3.97021600 0.74231500 -0.00000300
At 0.47211700 -0.01827400 -0.00000100




