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Table for Deposit:  Bond parameters and their statistics

ION (symmetry)
PARAMETER

se
p
S = /se
n
SE()
Mean
Skewness 
Kurtosis 

[CdCl4]2- (Td)
M - Cl
0.0203
0.004
0.0199
5.08
27
0.0028
2.4529
0.11
0.05


Cl-M-Cl
4.27
0.3
4.26
14.23
43
0.4604
109.55
0.01
0.55


Cl-Cl-Cl-Cl
3.7695



8
0.9424
70.70
0
-1.46

[CoCl4]2- (Td)
M - Cl
0.018
0.004
0.0175
4.50
87
0.0014
2.2731
-0.35
0.43


Cl-M-Cl
3.29  
0.3
3.28
10.97
148
0.1912
109.63
0.33
1.18


Cl-Cl-Cl-Cl
2.28



34
0.2765
71.24
0.71
0.10

[FeCl4]2- (Td)
M - Cl
0.0233
0.004
0.0230
5.83
23
0.0034
2.3101
0.58
-0.37


Cl-M-Cl
4.92
0.3
4.91
16.40
40
0.5501
109.48
0.63
-0.24


Cl-Cl-Cl-Cl
4.39



8
1.0975
68.91
0.19
-1.47

[HgCl4]2- (Td)
M - Cl
0.0441
0.004
0.0439
11.03
44
0.0047
2.4789
0.17
-0.60


Cl-M-Cl
6.49
0.3
6.48
21.63
66
0.5649
106.188
-0.11
-0.58


Cl-Cl-Cl-Cl
2.76



11
0.5884
68.64
-1.27
0.85

[MnCl4]2- (Td)
M - Cl
0.0179
0.004
0.0174
4.48
25
0.0025
2.36
-0.12
-0.08


Cl-M-Cl
4.05
0.3
4.04
13.50
41
0.4472
109.46
0.95
1.42


Cl-Cl-Cl-Cl
3.88



7
1.0370
70.52
0.67
-0.19

[NiCl4]2- (Td)
M - Cl
0.0127
0.004
0.0121
3.18
25
0.0018
2.26
0.37
-0.56


Cl-M-Cl
4.28
0.3
4.27
14.27
48
0.4368
109.42
0.33
-0.93


Cl-Cl-Cl-Cl
4.67



10
1.0442
71.63
-0.52
-1.10

[ZnCl4]2- (Td)
M - Cl
0.0227
0.004
0.0223
5.68
218
0.0011
2.27
0.05
-0.03


Cl-M-Cl
3.1365
0.3
3.12
10.46
331
0.1219
109.45
0.16
0.13


Cl-Cl-Cl-Cl
2.4016



58
0.2230
71.00
0.79
0.75

[AlCl4]1- (Td)
M - Cl
0.0183
0.004
0.0179
4.58
220
0.0009
1.174
-0.70
1.11


Cl-M-Cl
1.30
0.3
1.26
4.33
333
0.0504
109.47
0.02
-0.04


Cl-Cl-Cl-Cl
0.94



58
0.0873
70.22
0.26
-0.98

[GaCl4]1- (Td)
M - Cl
0.0207
0.004
0.0203
5.18
61
0.0019
2.1567
-0.57
2,70


Cl-M-Cl
1.80
0.3
1.77
6.00
95
0.1306
109.46
-0.14
-0.43


Cl-Cl-Cl-Cl
1.27



17
0.2178
70.66
0.87
2.06

[FeCl4]1- (Td)
M - Cl
0.0159
0.004
0.0154
3.98
180
0.0008
2.1780
-0.94
1.13


Cl-M-Cl
1.68
0.3
1.65
5.60
293
0.0694
109.47
0.40
0.23


Cl-Cl-Cl-Cl
1.43



49
0.1445
70.90
1.19
1.82

[PdCl4]2- (D4h)
M -Cl
0.0110
0.004
0.0102
2.75
29
0.0014
2.3050
1.40
2.92


Cl -M- Cl cis
0.97
0.3
0.92
3.23
28
0.1296
90.01
0.42
1.08


Cl -M -Cl trans
1.84
0.3
1.82
6.13
20
0.2909
178.946
0
0.84


Cl-Cl-Cl-Cl
1.86



18
0.3100
0.0
0
4.26

[PtCl4]2- (D4h)
M -Cl
0.0097
0.004
0.0088
2.43
65
0.0009
2.3010
-0.94
0.83


Cl -M- Cl cis
1.00
0.3
0.95
3.33
71
0.0839
90.03
0.22
0.11


Cl -M -Cl trans
2.42
0.3
2.40
8.07
64
0.2139
178.16
0
-0.80


Cl-Cl-Cl-Cl
3.45



28
0.4610
0.0
0
-1.10

[AuCl4]1- (D4h)
M -Cl
0.0102
0.004
0.0094
2.55
70
0.0009
2.2771
1.38
5.46


Cl -M- Cl cis
0.57
0.3
0.48
1.90
65
0.0500
90.01
0.02
0.76


Cl -M -Cl trans
1.71
0.3
1.68
5.70
68
0.1466
 179.15
0
1.36


Cl-Cl-Cl-Cl
2.22



32
0.2775
0.0
0
1.33

[SbCl6]-
M - Cl
0.0172
0.003
0.0169
5.73
261
0.0008
2.3563
-0.15
0.41


Cl -M- Cl cis
0.89
0.3
0.84
2.97
529
0.0274
90.00
0.09
0.71


Cl -M -Cl trans
1.49
0.3
1.46
4.97
254
0.0661
178.75
0
-0.14


Cl-Cl-Cl-Cl
0.86



246
0.0388
0.0
0
1.94

[TaCl6]-
M - Cl
0.0212
0.003
0.0210
7.07
17
0.0036
2.3269
-0.93
1.44


Cl -M- Cl cis
1.06
0.3
1.02
3.53
40
0.1185
90.00
-0.04
-0.50


Cl -M -Cl trans
1.94
0.3
1.92
6.47
22
0.2925
178.525
0
-0.50


Cl-Cl-Cl-Cl
1.13



18
0.1883
0.0
0
-1.05

[SnCl6]2-
M - Cl
0.0163
0.003
0.0160
5.43
73
0.0013
2.4284
0.37
2.34


Cl -M- Cl cis
1.00
0.3
0.95
3.33
156
0.0566
90.00
-0.04
0.92


Cl -M -Cl trans
1.10
0.3
1.06
3.67
29
0.1444
179.04
0
-2.00


Cl-Cl-Cl-Cl
0.80



56
0.0756
0.0
0
6.09

[TeCl6]2-
M - Cl
0.0829
0.003
0.0828
27.63
50
0.0083
2.5404
0.89
1.34


Cl -M- Cl cis
1.36
0.3
1.33
4.53
100
0.0962
90.00
0.33
0.25


Cl -M -Cl trans
2.19
0.3
2.17
7.30
40
0.2448
178.81
0
0.61


Cl-Cl-Cl-Cl
0.88



38
0.1009
0.0
0
0.66

[PtCl6]2-
M - Cl
0.0092
0.003
0.0087
3.07
60
0.0008
2.3162
-0.25
0


Cl -M- Cl cis
0.91
0.3
0.86
3.03
121
0.0585
90.00
-0.48
0.42


Cl -M -Cl trans
0.92
0.3
0.87
3.07
36
0.1084
179.48
0
2.93


Cl-Cl-Cl-Cl
0.44



30
0.0568
0.0
0
1.62

[ReCl6]2-
M - Cl
0.0078
0.003
0.0072
2.60
15
0.0014
2.3596
0.22
0.92


Cl -M- Cl cis
0.61
0.3
0.53
2.03
32
0.0763
89.98
-0.57
1.16


Cl -M -Cl trans
0.71
0.3
0.64
2.37
24
0.1025
179.52
0
-0.42


Cl-Cl-Cl-Cl
0.59



8
0.1475
0.0
0
0.30

[InCl6]3-
M - Cl
0.0265
0.003
0.0263
8.83
14
0.0050
2.5168
0.79
0.91


Cl -M- Cl cis
1.93
0.3
1.91
6.43
29
0.2534
90.00
1.05
1.12


Cl -M -Cl trans
3.22
0.3
3.21
10.73
12
0.6573
177.38
0
-1.07


Cl-Cl-Cl-Cl
2.14



14
0.4044
0.0
0
-0.70

[BiCl6]3-
M - Cl
0.0939
0.003
0.0939
31.30
16
0.0166
2.7180
0.61
0.22


Cl -M- Cl cis
2.99
0.3
2.97
9.97
32
0.3738
90.12
0.69
1.84


Cl -M -Cl trans
4.14
0.3
4.13
13.80
18
0.6900
176.75
0
-0.75


Cl-Cl-Cl-Cl
3.09



26
0.4285
0.0
0
-0.36

[MoCl6]3-
M - Cl
0.0102
0.003
0.0097
3.40
9
0.0024
2.4517
0.57
-0.92


Cl -M- Cl cis
1.35
0.3
1.32
4.50
11
0.2878
90.15
0.19
-0.62


Cl -M -Cl trans
1.13
0.3
1.09
3.77
5
0.3573
177.84
0
-1.52


Cl-Cl-Cl-Cl
0.81



6
0.2338
0.0
0
1.10

[CuCl4]2- all
Cu-Cl
0.02841
0.004
0.0286
7.10
292
0.0012
2.2532
0.84
2.93


Cl-Cu-Cl
24.79
0.3
24.79
82.63
476
0.8034
113.07
1.24
0.58


Cl-Cl-Cl-Cl
44.70



86
3.4083
82.38
1.08
0.16

[CuCl2]1-
M - Cl
0.0223
0.004
0.0219
5.58
28
0.0030
2.0856
-1.16
3.96


Cl - M - Cl
8.10
0.3
8.09
27.00
24
1.1691
177.53
0
7.83

[AlBr4]1- (Td)
M - Br
0.0116
0.004
0.0109
2.90
4
0.0041
2.2573
0.21
-1.11


Br-M-Br
0.72
0.3
0.65
2.40
6
0.2078
109.47
-0.27
-1.37


Br-Br-Br-Br
 



1
0.0000
69.86
-
-

[FeBr4]1- (Td)
M - Br
0.0110
0.004
0.0102
2.75
28
0.0015
2.3284
-0.49
0.08


Br-M-Br
1.23
0.3
1.19
4.10
42
0.1342
109.47
-0.40
0.15


Br-Br-Br-Br
1.33



7
0.3555
70.55
-0.30
-0.23

[GaBr4]1- (Td)
M - Br
0.0128
0.004
0.0122
3.20
8
0.0032
2.3181
0.47
-1.24


Br-M-Br
2.07
0.3
2.05
6.90
12
0.4225
109.46
-0.73
-0.25


Br-Br-Br-Br
1.54



2
0.7700
72.02
0
-2.0

[TlBr4]1- (Td)
M - Br
0.0179
0.004
0.0174
4.48
4
0.0063
2.5515
0
-2.0


Br-M-Br
2.14
0.3
2.12
7.13
3
0.8737
109.73
0.44
-1.5


Br-Br-Br-Br




1
0.0000
71.42
-
-

[CdBr4]2- (Td)
M - Br
0.0448
0.004
0.0446
11.20
16
0.0079
2.5801
1.36
0.73


Br-M-Br
3.53
0.3
3.52
11.77
24
0.5095
109.36
-0.05
-0.64


Br-Br-Br-Br
0.66



4
0.2333
69.96
-1.06
-0.73

[CuBr4]2- (Td)
M - Br
0.0250
0.004
0.0247
6.25
11
0.0053
2.38
1.28
0.97


Br-M-Br
10.66
0.3
10.66
35.53
17
1.8282
110.19
0.75
-1.17


Br-Br-Br-Br
5.34



3
2.1800
85.17
-0.71
-1.50

[HgBr4]2- (Td)
M - Br
0.0193
0.004
0.0189
4.83
12
0.0039
2.5943
1.08
2.36


Br-M-Br
2.75
0.3
2.73
9.17
16
0.4861
109.61
-0.69
0.33


Br-Br-Br-Br
1.99



3
0.8124
72.06
-0.47
-1.50

[ZnBr4]2- (Td)
M - Br
0.0162
0.004
0.0157
4.05
7
0.0043
2.4023
0.09
-1.36


Br-M-Br
1.70
0.3
1.67
5.67
11
0.3624
109.53
0.58
-0.15


Br-Br-Br-Br
1.78



2
0.8900
71.14
0
-2.0

 [Ni(CN)4]2-
M - C
0.0382
0.008
0.0374
4.78
24
0.0056
1.8728.
1.76
2.79


C 
0.0231
0.011
0.020
2.10
24
0.0033
1.1355
-1.95
7.96


C -M -C cis
1.25
0.2
1.2339
6.25
24
0.1804
90
0.025
-1.26


C -M -C trans
1.12
0.2
1.10
5.60
22
0.1688
179.34
0
0.87


M - C 
2.94
0.4
2.9127
7.35
24
0.4001
177.47
0
12.81


C-C-C-C
1.00



8
0.2500
0.0
0
-0.34-

[Pt(CN)4]2-
M -C
0.0186
0.008
0.0168
2.33
36
0.0022
1.9880
-0.09
0.63


C 
0.0159
0.011
0.0115
1.45
36
0.0018
1.1443
0.21
-0.47


C -M -C cis
2.05
0.2
2.04
10.25
38
0.2352
90
-0.05
-0.71


C -M -C trans
1.36
0.2
1.35
6.80
24
0.1963
178.94
0
-0.66


M -C 
1.35
0.4
1.29
3.38
38
0.1549
177.57
0
-1.06


C-C-C-C
0.91



14
0.1720
0.62
0
0.41

[Co(H2O)6]2+
M - O
0.0315
0.005
0.0311
6.30
41
0.0035
2.0842
-0.16
-0.84


O -M -O cis
2.73
0.2
2.72
13.65
87
0.2070
89.98
0.28
0.65


O -M -O trans
3.07
0.2
3.06
15.35
24
0.4431
179.049
0
-1.10


O - O - O - O
4.82



6
1.3914
0.0
0
1.47

[Cu(H2O)6]2+
M - O
0.1922
0.005
0.1921
38.44
18
0.0320
2.0890
0.82
-1.15


O -M -O cis
2.72
0.2
2.71
13.60
36
0.3206
90.0
0
-0.78


O -M -O trans
0.03
0.2
-
15.00
6
0.8660
179.97
0
-1.88


O - O - O - O
4



2
2.0000
0.0
0
-2.00

[Ni(H2O)6]2+
M - O
0.0178
0.005
0.0171
3.56
26
0.0025
2.0505
0.07
-0.489


O -M -O cis
1.74
0.2
1.73
8.70
54
0.1674
89.93
0.09
-0.76


O -M -O trans
0.02
0.2
-
1
16
0.3536
179.99
0
-1.89


O - O - O - O
3



6
0.8660
0.0
0
-1.88

[Mg(H2O)6]2+
M - O
0.0254
0.005
0.0249
5.08
60
0.0023
2.0656
0.42
0.57


O -M -O cis
2.12
0.2
2.11
10.60
117
0.1386
92
-0.08
-0.24


O -M -O trans
3.53
0.2
3.52
17.65
44
0.3763
178.71
0
3.59


O - O - O - O
1.71



16
0.3023
0.0
0
1.39

[Zn(H2O)6]2+
M - O
0.0314
0.005
0.0310
6.28
16
0.0056
2.0843
-0.037
-1.16


O -M -O cis
2.25
0.2
2.24
11.25
33
0.2770
90.0
0
-0.06


O -M -O trans
3.58
0.2
3.57
17.90
12
0.7308
179.2
0
2.98


O - O - O - O
3



6
0.8660
0.0
0
-1.88

[Au(mnt)2]1-
M - S
0.0064
0.003
0.0057
2.13
14
0.0012
2.3101
1.19
1.74


S - C
0.0176
0.012
0.0129
1.47
14
0.0033
1.7416
-0.40
-0.53


C = C
0.0117
0.017

0.69
7
0.0031
1.3334
-0.24
-0.84


C - C
0.0196
0.017
0.01
1.15
14
0.0037
1.4371
-0.85
0.67


C 
0.0142
0.016

0.89
14
0.0027
1.1434
-1.08
1.15


S - M -S
0.22
0.3

0.73
7
0.0588
90.48
-0.86
-0.28


S - C -C
1.24
1.0
0.74
1.24
14
0.2343
115.11
0.06
-0.30


S - C = C
0.93
1.0

0.93
14
0.1758
123.97
0.38
-0.51


M -S -C
0.58
0.5
0.29
1.16
14
0.1096
100.74
-0.84
0.32


C - C 
0.99
1.0

0.99
14
0.1807
177.30
0.63
-0.23


C -C -C
1.50
1.1
1.02
1.36
14
0.2835
120.87
0.07
-1.00


S'- M -S
0.68
0.5
0.46
1.36
7
0.1817
89.52
0.45
-0.54


M - S -C - C
2.39



28
0.2988
1.44
0
0.41


S-S-S-S
1.70



7
0.4250
0.0
0
0.22

[Ni(mnt)2]1-
M - S
0.0054
0.003
0.0045
1.80
24
0.0008
2.1436
0.06
-0.86


S - C
0.0114
0.012

0.95
24
0.0016
1.7149
0.86
0.27


C = C
0.0139
0.017

0.82
12
0.0028
1.3594
-2.20
4.16


C - C
0.0100
0.017

0.59
24
0.0014
1.4370
0.13
0.20


C 
0.0077
0.016

0.48
24
0.0011
1.1321
-0.66
0.76


S - M -S
0.21
0.3

0.70
12
0.0429
92.58
0.91
-0.12


S - C -C
0.82
1.0

0.82
24
0.1184
118.18
-0.90
2.70


S - C = C
1.01
1.0
0.14
1.01
24
0.1458
120.48
0.68
1.76


M -S -C
0.37
0.5

0.74
24
0.0534
103.23
-0.69
1.67


C - C 
0.75
1.0

0.75
24
0.1083
178.61
-0.48
-1.06


C -C -C
0.83
1.1

0.75
24
0.1198
121.33
2.24
6.36


S'- M -S
0.70
0.5
0.49
1.40
12
0.1429
87.44
0.40
-0.79


M - S -C - C
1.48



48
0.1511
0.64
0
0.41


S-S-S-S
2.17



8
0.5425
0.0
0
0

[Pt(mnt)2]1-
M - S
0.0065
0.003
0.0058
2.17
14
0.0012
2.2642
-032
-0.89


S - C
0.0200
0.012
0.0160
1.67
14
0.0038
1.7113
0.38
0.68


C = C
0.0156
0.017

0.92
7
0.0039
1.3709
-0.50
-0.72


C - C
0.0145
0.017

0.85
14
0.0027
1.4286
-1.23
0.62


C 
0.0147
0.016

0.92
14
0.0028
1.1406
1.18
0.60


S - M -S
0.36
0.3
0.20
1.20
7
0.0962
89.9969
0.11
-0.75


S - C - C
1.17
1.0
0.61
1.17
14
0.2211
117.51
0.66
-1.07


S - C = C
0.52
1.0

0.52
14
0.0983
122.33
0.75
1.35


M -S -C
0.37
0.5

0.74
14
0.0699
102.64
-0.08
-1.48


C - C 
1.26
1.0
0.77
1.26
14
0.2381
178.36
-0.50
-0.55


C -C -C
1.36
1.1
0.80
1.24
14
0.2570
120.13
-0.32
-1.17


S'- M -S
0.79
0.5
0.61
1.58
7
0.2111
90.15
0.10
-1.24


M - S -C - C
1.72



50
0.1720
0.76
0
-0.53


S-S-S-S
0.62



4
0.2192
0.0
0
-1.92

[Cu(mnt)2]2-
M - S
0.0136
0.003
0.0133
4.53
12
0.0028
2.2612
0.38
-0.51


S - C
0.0111
0.012

0.93
12
0.0023
1.7353
0.82
-0.20


C = C
0.0115
0.017

0.68
6
0.0033
1.3500
0.24
-1.57


C - C
0.0156
0.017

0.92
12
0.0032
1.4388
1.04
0.37


C 
0.0082
0.016

0.51
12
0.0017
1.1325
-0.20
-0.42


S - M -S
0.95
0.3
0.90
3.17
6
0.2742
92.09
-0.56
-1.33


S - C -C
0.78
1.0

0.78
12
0.1592
116.46
-1.07
1.15


S - C = C
0.78
1.0

0.78
12
0.1592
123.29
0.20
-1.33


M -S -C
0.71
0.5
0.50
1.42
12
0.1449
100.61
0.07
-1.15


C - C 
1.24
1.0
0.73
1.24
12
0.2531
178.21
-0.61
-1.02


C -C -C
0.94
1.1

0.85
12
0.1919
120.20
0.06
-1.69


S'- M -S
3.91
0.5
3.88
7.82
6
1.1287
93.97
-0.49
-1.46


M - S -C - C
4.21



32
0.5263
0.56
0
-1.59

[Ni(mnt)2]2-
M - S
0.0094
0.003
0.0089
3.13
18
0.0016
2.1758
0.35
0.88


S - C
0.0019
0.012

0.16
18
0.0003
1.7342
-0.07
-0.86


C = C
0.0039
0.017

0.23
9
0.0009
1.3642
0.64
-0.85


C - C
0.0033
0.017

0.19
18
0.0006
1.4283
0.29
0.59


C 
0.0035
0.016

0.22
18
0.0006
1.1426
0
1.21


S - M -S
0.19
0.3

0.63
9
0.0448
92.09
0.70
-0.36


S - C -C
1.30
1.0
0.83
1.30
18
0.2167
117.98
1.06
2.18


S - C = C
0.91
1.0

0.91
18
0.1517
120.64
-0.69
1.36


M -S -C
0.57
0.5
0.27
1.14
18
0.0950
103.27
1.33
2.40


C - C 
0.97
1.0

0.97
18
0.1617
178.26
-0.29
-0.20


C -C -C
1.12
1.1
0.21
1.02
18
0.1867
121.36
1.12
1.25


S'- M -S
0.19
0.5

0.38
9
0.0448
87.91
-0.70
-0.36


M - S -C - C
2.76



36
0.3253
1.59
0
-1.08

[Mo2Cl9]2-
M - M
0.0737
0.002
0.0737
36.85
6
0.0213
2.7048
0.23
-1.13


M - Clt
0.0238
0.004
0.0235
5.95
36
0.0028
2.4160
0.89
0.52


M - Clbr
0.0199
0.004
0.0195
4.98
36
0.0023
2.4644
0.42
-0.33


Cl - M - Cl
1.70
0.1
1.70
17.00
36
0.2003
90.72
0.59
-0.53


M - Cl - M
2.03
0.1
2.03
20.30
18
0.3383
66.58
0.48
0.20


Clt - M - Clbr trans
1.11
0.1
1.11
11.10
36
0.1308
177.64
0
-1.27


Clt - M - Clbr cis
1.33
0.1
1.33
13.30
72
0.1108
88.27
-0.04
-0.72

[Re2Cl8]2-
ReRe
0.0068
0.001
0.0067
6.80
6
0.0020
2.2275
-0.045
-1.92


Re-Cl
0.0092
0.003
0.0087
3.07
30
0.0012
2.3249
0.13
0.49


Cl-Re-Cl (tr)
1.21
0.1
1.21
12.10
12
0.2470
153.76
0.55
-0.88


Cl-Re-Cl (cis)
0.66
0.1
0.65
6.60
24
0.0953
87.05
-0.67
0.71

[Re3Cl12]3-
Re-Re
0.0255
0.001
0.0255
25.50
17
0.0044
2.4622
-0.03
0.10


Re-Clb
0.0082
0.003
0.0076
2.73
34
0.0010
2.3996
0.06
0.24


Re-Clt
0.0172
0.003
0.0169
5.73
34
0.0021
2.3134
0.01
-1.08


Re-Clt,eq
0.0156
0.003
0.0153
5.20
17
0.0027
2.5775
-0.05
-0.58


Clax-Re-Clax (tr)
0.50
0.1
0.49
5.00
17
0.0857
158.74
0.20
-0.51


Cleq,t-Re-Clt,ax (tr)
0.87
0.1
0.86
8.70
34
0.1055
79.41
-0.23
-0.01


Cleq,t-Re-Clb
1.47
0.1
1.47
14.70
99
0.1045
90.40
0.59
1.82


Re-Clb-Re
0.44



17
0.0755
61.73
-0.22
0.13

[Cu2Cl6]2-
Cu-Clt
0.0128
0.004
0.0122
3.20
32
0.0016
2.1978
-0.17
0.22


Cu-Clb
0.0140
0.004
0.0134
3.50
32
0.0017
2.3043
0.58
-1.01


Cl-Cu-Cl
2.55
0.1
2.55
25.50
18
0.4250
99.23
0.24
0.14


Cu-Cl-Cu
1.59
0.1
1.59
15.90
18
0.2650
93.94
0.81
1.47

[Mo4(OH)4(CO)12]4-
Mo - O
0.0140
0.019

0.74
40
0.0016
2.2403
-0.47
0.64


Mo - C
0.0329
0.016
0.0287
2.06
60
0.0030
1.8880
-0.58
-0.22


Mo - O - Mo
1.13
0.15
1.12
7.53
20
0.1787
103.39
-0.16
-0.76


Mo ... Mo
0.0238
0.003
0.0236
7.93
20
0.0038
3.5160
-0.10
-1.07


C - Mo - C
2.59



60
0.2364
84.64
-0.21
-0.86


C 
0.0566
0.032
0.0467
1.77
60
0.0052
1.2070
3.27
17.81


Mo - C 
4.10
0.6
4.06
6.83
60
0.3743
174.11
0
-2.00

[Fe4S4(Cp)4]+
Fe - S
0.0241
0.003
0.0239
8.03
12
0.0049
2.2127
0.30
-1.60


Fe – C
0.0330
0.009
0.0317
3.67
20
0.0054
2.1171
0.28
-0.62


Fe - X
0.0120
0.009
0.0079
1.33
4
0.0043
1.7568
-0.12
1.76


S - Fe - X
1.09



12
0.22
125.05
-0.29
-1.03


Fe - S - Fe
9.69
0.2
9.6879
48.45
24
1.40
87.48
-0.65
-1.65


S - Fe - S
8.56
0.3
8.5547
28.53
24
1.24
89.66
0.41
-1.56


Fe ... Fe
0.3181
0.002
0.3181
159.05
18
0.0601
3.032
-0.55
-2.19

[Fe4S4(NO)4]-
Fe - S
0.0087
0.003
0.0082
2.90
36
0.0010
2.2271
-0.05
0.24


Fe - N
0.0099
0.009
0.0041
1.10
12
0.0020
1.6511
-0.34
0.06


N = O
0.0148
0.011
0.0099
1.35
12
0.0030
1.1741
-0.11
-0.24


Fe - N = O
1.96



12
0.4001
176.78
-0.28
-0.94


S - Fe - N
2.10



36
0.2475
114.73
0.05
2.11


Fe - S - Fe
0.42
0.2
0.37
2.10
33
0.0517
74.29
-0.09
-0.31


S - Fe - S
0.51
0.3
0.41
1.70
36
0.0601
103.72
-0.05
0.02


Fe ... Fe
0.0088
0.002
0.0086
4.40
18
0.0015
2.6887
0.01
-1.16

[Li(thf)4]+
Li - O
0.0571
0.018
0.0542
3.17
28
0.0076
1.9252
0.83
1.00


O - Li - O
4.30
1.03
4.17
4.17
42
0.4692
109.35
0.06
-0.45


O-O-O-O
1.96



7
0.5238
70
0.23
-1.36

[SbPh4]+
Sb - C
0.0175
0.007
0.0160
2.50
19
0.0028
2.0946
1.22
1.50


C - Sb - C
3.22
0.2
3.21
16.10
30
0.4157
109.25
-0.29
0.09


C - C -C -C
1.41



6
0.4070
71.80
0.73
-1.17

[FeCp2]+
Fe - C
0.0201
0.007
0.0188
2.87
110
0.0014
2.0671
-0.38
0.56


Fe - X
0.0130
0.008
0.0102
1.63
22
0.0020
1.6982
-2.39
4.51


X -Fe - X
1.10
0.4
1.02
2.75
11
0.2345
178.34
0.44
-1.35

[K(18-crown ether)]+
K - O
0.0651
0.007
0.0647
9.30
192
0.0033
2.8332
0.51
-0.36


O - M - Oacute
1.34



192
0.0684
59.29
-0.20
-0.77


O - C - C - O
5.40



192
0.2756
64.00
-4.12
20.74

[Cr(benzene)2]+
Cr - C
0.0152
0.010
0.0114
1.52
72
0.0013
2.1307
-0.77
-0.33


Cr - X
0.0120
0.010
0.0066
1.20
12
0.0024
1.6152
0.27
-1.34


X -Cr - X
1.11



6
0.3204
179.30
0
-2.00

[SnCl4Me2]2-
M - Cl
0.0139
0.002
0.0138
6.95
8
0.0035
2.6226
0.47
0.034


M - C
0.0054
0.008

0.68
4
0.0019
2.1133
0.33
-1.43


Cl - M -Cl cis
1.41
0.2
1.3957
7.05
8
0.3525
90
0
0.39


Cl - M - C
0.96
0.2
0.9389
4.80
32
0.1200
90
0
-1.18


C -M - C trans




4
0.0000
180




Cl - M -Cl trans




4
0.0000
180




Cl-Cl-Cl-Cl




2
0.0000
0.0



[Co(CO)4]-
M -C
0.0279
0.008
0.0267
3.49
60
0.0026
1.7457
-1.54
1.98


C 
0.0128
11
0.0065

60
0.0012
1.1520
0.32
0.10


C-M-C
3.18
0.2
3.17
15.90
98
0.2271
109.51
0.38
1.00


M- C 
2.56
0.4
2.53
6.40
116
0.1681
177.88
0
-0.23

[V(CO)6]-
V - C
0.0357
0.008
0.0348
4.46
24
0.0052
1.9117
-0.40
-1.32


C 
0.0349
0.010
0.0349
3.49
24
0.0050
1.1778
0.99
0.54


V - C 
7.66
0.5
7.64
15.32
48
0.7818
174.53
0
2.45


C - V - C cis
3.72
0.9
3.61
4.13
36
0.4384
90.16
-0.04
-0.20


C - V - C trans
6.36
1.1
6.26
5.78
24
0.9180
174.84
0
-0.45


C - C - C - C
6.50



8
1.6250
0.0
0
-1.12


O -O - O - O
7.84



8
1.9600
0.0
0
-0.69

[Rh(CO)2Cl2]2-
Rh - C
0.0147
0.006
0.0134
2.45
12
0.0030
1.8126
0.38
-0.52


Rh - Cl
0.0122
0.007
0.0100
1.74
12
0.0025
2.3417
1.17
0.54


C 
0.0396
0.018
0.0353
2.20
12
0.0081
1.1192
-2.44
4.91


Rh - C 
2.72
0.2
2.7
13.60
24
0.3926
177.58
0
-1.38


Cl-Rh-Cl
0.66
0.3
0.59
2.20
6
0.1905
91.46
-0.42
-0.76


C-Rh-C
1.14
0.3
1.10
3.80
6
0.3291
90.73
0.18
-0.88


C-Rh-Cltrans
2.71
0.3
2.70
9.03
48
0.2766
177.55     
0
-1.40


C-Rh-Clcis
1.07
0.3
1.03
3.57
12
0.2184
99.00
0.32
-0.77

[I3]-
I-I
0.468
0.006
0.4680
78.00
417
0.0162
2.9214
-0.98
0


I-I-I
3.27
0.04
3.27
81.75
394
0.1165
178.01
3.26
-0.11

[PF6]-
P-F
0.0371
0.008
0.0362
4.64
2703
0.0005
1.5514
-1.08
1.96


F-P-F cis
2.20
0.6
2.12
3.67
5553
0.0209
90
0.27
2.67


F-P-F trans
2.09
0.6
2.00
3.48
1485
0.0384
177.66
0
1.72


F-F-F-F
1.74



1413
0.0327
1.42
0
6.10

[BF4]-
B - F
0.0297
0.009
0.0286
3.30
944
0.0007
1.3499
0.09
0.17


F -B -F
2.81
0.4
2.78
7.03
1484
0.0516
109.43
-0.04
3.64


F - F - F - F
1.53



252
0.0682
70.41
-0.23
3.79

[Ph3P=N=PPh3]+
P - N
0.0111
0.010
0.0048
1.11
322
0.0004
1.5757
-0.60
1.15


P -N -P
8.30
0.7
8.27
11.86
161
0.4625
143.24
2.51
8.02


C - P - C
1.17
0.3
1.13
3.90
966
0.0266
107.53
-0.19
0.61

[PPh4]+
P - C
0.0132
0.008
0.0105
1.65
1429
0.0002
1.7914
0.07
2.04


C - P - C
1.82
0.6
1.72
3.03
2210
0.0274
109.45
-0.09
-0.20


C-C-C-C
1.59



380
0.0577
70.56
-0.32
0.06

[BPh4]-
B - C
0.0217
0.018
0.0121
1.21
616
0.0006
1.6548
0.61
0.33


C -B -C
3.15
0.9
3.02
3.50
952
0.0722
109.49
-0.59
-0.36


C-C-C-C
3.01



181
0.1582
70.20
-0.57
-0.67

[SO3CF3]-
S = O
0.0299
0.007
0.0291
4.27
630
0.0008
1.4201
-0.60
4.72


C - F
0.0388
0.011
0.0372
3.53
630
0.0011
1.3081
-0.38
4.62


S - C
0.0383
0.010
0.0370
3.83
210
0.0018
1.7948
-1.30
5.76


F -C F
2.98
1.2
2.73
2.48
630
0.0837
107.17
-0.13
2.60


O = S = O
2.23
0.3
2.21
7.43
630
0.0628
114.74
0.32
2.94

[NMe4]+
N - C
0.0392
0.03
0.0245
1.31
698
0.0010
1.4823
-0.63
4.96


C - N - C
2.7058
0.9
2.55
3.01
1044
0.0592
109.44
-0.36
3.14


C - C - C - C
1.3347



198
0.0671
70.43
-0.18
3.26

[NEt4]+
N - C
0.0238
0.02
0.0129
1.19
1195
0.0005
1.5160
-0.05
3.25


C - N - C
2.81
0.8
2.69
3.51
1839
0.0463
109.47
-0.33
0.29


C - C - C - C
2.41



322
0.0950
70.64
-0.87
0.55

[NPr4]+
N - C
0.0266
0.02
0.0175
1.33
90
0.0020
1.5267
0.53
2.23


C - N - C
2.5267
0.8
2.40
3.16
140
0.1510
109.4917
-0.53
1.11


C - C - C - C
1.8291



24
0.2640
70.6561
-0.51
-0.20

[NBu4]+
N - C
0.0222
0.02
0.0096
1.11
667
0.0006
1.5253
00.09
5.08


C - N - C
2.5979
0.8
2.47
3.25
1024
0.0574
109.48
-0.48
-0.60


C - C - C - C
2.2592



174
0.1211
70.89
-0.83
-0.18

[ClO4]-
Cl-O
0.0289
0.009
0.0275
3.21
3096
0.0004
1.4064
-1.12
3.31


OClO
1.78
0.5
1.71
3.56
4644
0.0185
109.46
0.45
1.15


OOOO
1.20



774
0.0305
70.49
0.39
0.98

[2,4,6-(NO2)3C6H2O]-
N-O
0.0185
0.005
0.0178
3.70
606
0.0007
1.2167
-2.36
8.35


C-O-
0.0152
0.004
0.0147
3.80
101
0.0011
1.2480
2.08
7.18


C-N
0.0132
0.005
0.0122
2.64
303
0.0005
1.4533
-0.13
2.60


C-C
0.0367
0.006
0.0362
6.12
606
0.0011
1.3988
0.51
-1.13


ONO
1.43
0.4
1.37
3.58
304
0.0580
122.59
-0.74
1.48


ONC
1.18
0.3
1.14
3.93
610
0.0338
118.67
0.29
3.65


OCC
1.52
0.3
1.49
5.07
202
0.0756
124.23
-0.26
0.45


NCC
1.76
0.3
1.73
5.87
610
0.0504
118.28
0-0.03
-0.18


CCC
4.56 
0.3
4.55
15.20
610
0.1306
119.95
-0.74
-0.34


CCNO 
25.9



1212
0.5261
26.40
0
0.41


CCCO
5.62



404
0.1977
175.07
0
-0.87

[H3CCO2]-
C-O
0.0249
0.015
0.0199
1.66
62
0.0023
1.2503
1.91
7.94


C-C
0.0185
0.017
0.0073
1.09
31
0.0023
1.5114
1.34
1.67


OCO
2.22
1.1
1.93
2.02
31
0.2819
123.72
-0.86
2.45


OCC
1.86
1.1
1.50
1.69
31
0.2362
117.93
-0.51
2.74


CCOO
2.53



56
0.2391

0
10.43

[F3CCO2]-
C-O
0.0285
0.007
0.0276
4.07
40
0.0032
1.2232
-0.81
0.90


C-C
0.0224
0.007
0.0213
3.20
20
0.0035
1.5141
-1.43
1.63


C-F
0.0581
0.006
0.0578
9.68
60
0.0053
1.2937
-1.82
4.97


OCO
1.96
1.1
1.62
1.78
20
0.3099
128.57
-0.78
0.76


OCC
2.34
1.1
2.07
2.13
40
0.2616
115.67
0.09
-0.76


FCF
5.06
1.4
4.86
3.61
60
0.4581
104.96
-1.09
5.39

[SO4]2-
S-O
0.0154
0.005
0.0146
3.08
357
0.0006
1.4698
-0.30
1.90


OSO
1.22
0.4
1.15
3.05
716
0.0322
109.46
0.19
1.43


OOOO
0.82



124
0.0521
70.52
-0.18
1.50

