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Fig. S1. '"H NMR spectrum of 2 in thf-ds
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Fig. S2. °Be NMR spectrum of 2 in thf-dg
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Fig. S3. 3C NMR spectrum of 2 in thf-ds
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Fig. S5. °Be NMR spectrum of 4 in thf-ds
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Fig. S6. °Be NMR spectrum of 5 in thf-ds
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Table S1. Crystallographic details of 2.

2
Empirical formula C17H26BBelN6O2
M 493.16
Crystal size [mm] 0.280 x 0.170 x 0.120
T K] 100(1)

Crystal system

orthorhombic

Space group Pnma

a[A] 14.4590(6)

b [A] 9.8300(4)

c[A] 15.3574(6)

a=B8=y["] 90

V [A3] 2182.78(15)

z 4

Dealc [g-cm™'] 1.501

p(MoKa [mm-]) 1.491

Transmissions 0.75/0.43

F(000) 992

Index ranges -20sh<11
“11<k<14
21/ 21

Omax [°] 30.506

Reflections collected 14005

Independent reflections 3429

Rint 0.0331

Refined parameters 160

R1 [ > 20(1)] 0.0343

wR [all data] 0.0743

GooF 1.190

Dptinal (Max/min) [e-A3] 0.597/-1.150

B R1 = 3(||Fol - |Fel])/Z|Fo| (for | > 24(1)). - BIwR2 = {Z[w(Fo? - F2)?J/Z[w(Fo?)?]}"2. - 91 Goodness of
fit = {Z[w(]Fo?| -|F ?|)?)/(Nobservns = Nparams)}2. W' = 62(Fo?) + (aP)? + bP with P = [F,?2 + 2F2)/3, a
and b are constants chosen by the programme.



O(1)-Be(1)-N(1)#1
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Table S2: Bond lengths [A] and bond angles [°] for 2.

N(3)-N(4)
N(4)-C(6)
C(1)-C(2)
C(2)-C(3)
C(4)-C(5)
C(5)-C(6)
C(7)-C(8)
C(8)-C(8)
C(8)-C(7")
0(2)-C(10)
0(2)-C(11)
0(2)-0(2
C(9)-C(10)
C(9)-C(10)
c(11)-
C(4)-N(3)-
N(4)-N(
C(6)-N(4)-
C(6)-N(4)-B
N(3)-N(4)-
N(1)-C(1)-
C(3)-C(2)-
N(2)-C(3)-
N(3)-C(4)-
C(4)-C(35)-
N(4)-C(6)-
C(8)-C(7)-
c(7)- C(8)
)

1

O
—
S
H
[N

1.370(4)
1.341(5)
1.395(4)
1.372(5)
1.388(5)
1.402(5)
1.426(7)
1.515(9)
1.562(7)
1.380(6)
1.410(9)
1.780(11)
1.512(5)
1.512(5)
1.583(9)

141.0(3)
111.5(3)
109.4(3)
133.2(3)
117.5(3)
110.2(3)
105.1(3)
109.0(3)
109.9(3)
105.2(3)
108.0(3)
104.7(5)
105.5(3)
104.5(3)
104.2(5)
99.7(6)



C(1)-N(1)-Be(1)
N(2)-N(1)-Be(1)
C(3)-N(2)-N(1)
C(3)-N(2)-B(1)
N(1)-N(2)-B(1)
C(4)-N(3)-N(4)
#1x,-y+1/2,z

141.6(3)
111.4(2)
109.3(2)
133.6(3)
116.7(2)
107.5(3)

C(10)-0(2)-O(2)#1

C(11)-0(2)-O(2)#1
C(10)#1-C(9)-C(10)

0(2)-C(10)-C(9)

)-
0O(2)-C(11)-C(10)#1

Table S3: Hydrogen bonding interactions in TpBe(THF)I 2

102.9(3)
20.9(4)

104.7(4)
112.3(4)
112.0(7)

# D-H--A d (D-H) d (H--A) <DHA D (D---A) symmetry operation

I C2-H2--11 0.950 3.200 143.16 4.001 1 [-x+2, —y+1, —z+1]
I C4-H4--11 0.951 3.011 177.20 3.961 11 [x=1/2, y, —z+3/2]
1 C5-H5-+11 0.049 3.220 120.17 3.786 -

v C6-H6-11 0.050 3.240 120.10 3.806 -

\Y, C7-H7A-11 0.960 3.038 150.66 3.904 11 [-x+3/2, -y, z-1/2]
W C7-H7B--I1 0.991 3.277 137.38 4.062 11 [x-1/2, y, -z+3/2]
Vil C8-H8C:--11 0.960 3.324 136.80 4.077 11 [x=1/2, y, —z+3/2]
VI C7’-H7’A---11 | 0.960 3.173 123.26 3.786 1 [-x+3/2, -y, z-1/2]
IX C9-H9---11 0.990 3.220 170.75 4.200 1 [x, y, z-1]




Figure S7: Hydrogen bonding interactions in TpBe(THF)I 2. Hydrogen atom an disordered parts
omitted for clarity were suitable. For labeling see Table S2.




Quantum Chemical Calculations

All geometries were optimized with TURBOMOLE using RI-DFT (resolution of identity
density functional theory) methods, employing the B3-LYP functional, including a third
generation Becke-Johnson dispersion-correction at TZVPP basis set levels, using
effective core potential (ECP) for I.

Additionally, single-point counterpoise corrections were performed to calculate the bond
dissociation energies using the same methods.

Atomic coordinates, energies and LOL plots are presented below.

Fig. S8. LOL plot of TpBeF through the N-Be-F plane.
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Fig. S9. LOL plot of TpBeCl through the N-Be-Cl plane.

!0_960
- - 0.880
;0_800
;0_720
;0.640

r0.560

- 0.480

- 0.400

Er0.320

0.240

0.160

0.080

3 0.000
0.00 1.80 3.59 5.39 7.19 8.98 10.78 12.58
Length unit: Bohr

Fig. $10. LOL plot of TpBeBr through the N-Be-Br plane.
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Fig. S11. LOL plot of TpBel through the N-Be-I plane.
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Fig. S12. LOL plot of TpBe(THF)* through the N-Be-O plane.
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Table S4. Data of the BDE calculations.

def2-TZVPP, B3LYP, m4, ri, marij, d3

Hartree TpBeF TpBeCl TpBeBr TpBel TpBe THF
_plus
Dimer -817,06010 | -1177,36619 | -3291,2463 | -1014,9036 | —949,3861
23 5 84 41 793
Ghost1 -716,86912 | -716,873359 | -716,87492 | -716,87631 | -716,8844
55 3 98 28 304
Ghost2 -99,860362 | -460,102555 | -2574,0021 | -297,68439 | -232,4055
87 9 63 72 817
Monomer1 -716,86878 | -716,873042 | -716,87458 | -716,87601 | -716,8836
94 9 49 56 103
Monomer2 -99,838782 | -460,101785 | —2574,0015 | -297,68422 | —232,4045
96 2 65 08 841
Counterpoise | 0,02191595 | 0,001086956 | 0,00094247 | 0,00047360 | 0,0018177
correction 1 5 9 92
Corrected -817,03818 | -1177,36510 | —3291,2454 | -1014,9031 | —949,3843
Dimer 63 8 42 68 615
TpBe_plus -716,89256 | -716,892560 | -716,89256 |-716,89256 | -716,8925
energy 08270 8270 08270 08270 608
THF energy -232,3997
677
Hartree
Interaction -0,3306139 | -0,39027939 | -0,3692919 | -0,3429311 | -0,096167
energy 326 74 744 627 199
BDE -0,3068425 | -0,37076150 | -0,3513160 |-0,3263859 | -0,087216
443 85 907 730 656
kd/mol TpBeF TpBeCl TpBeBr TpBel TpBe THF
plus
Interaction -868,02649 | -1024,67810 | -969,57565 | —900,36537 | —252,4868
energy 82147 70154 21747 15082 691
BDE -805,61474 | -973,433912 | -922,37999 | —-856,92599 | —228,9872
56943 2558 02864 50644 298
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xyz-data of the calculated structures.
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SEN data of the calculated structures.
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.8624
.0134
.0106
.3899
.6774
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shared
shared
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shared
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shared
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shared
shared
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shared
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electron
electron
electron
electron
electron
electron
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electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron

electron
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number
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.0156
.0835
.3830
.0110
.3356
.0339
.2890
.0125
. 6446
. 2450
.0125
.0126
.0398
.0124
.0316
.3813
.0124
. 2451
.0338
.0315
. 2445
.0338
.0316
.0585
.4210
.3356
.0156
.0200
. 6445
.0126
.0395
.0125
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shared
shared
shared
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shared
shared
shared
shared
shared
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shared
shared
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shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
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electron
electron
electron
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electron
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electron
electron
electron
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electron
electron
electron

electron
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number
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9
10
17
20
10
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20
26
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20
25
26
25
26
13
14
15
16
17
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14
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17
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15
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24
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23
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.6771
.0178
.2818
.0124
.8048
.0835
.3828
.0109
.8621
.0134
.0107
.3898
.3811
.0124
.3352
.0157
.0200
. 6446
.0390
.0124
.6771
.0179
.2563
.0124
.8053
.0837
.3830
.0109
.8627
.0135
.0107
. 3899
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shared electron number for the pair 16 c - 23 h = 1.3813
shared electron number for the pair 16 ¢ - 24 h = 0.0124
shared electron number for the pair 17 be - 18 f = 0.9884

R R R Rk ok ok ok S R Rk o R Rk R R S Rk Rk kR R R Rk S R Rk Lk R ko o R R Uk e o o R R Rk ko R Rk ko e S R R Rk o o R R

* *
* atomic charges with multicenter corrections *
* AS RESULTING FROM 2-CENTER SEN CONTRIBUTIONS *
* *

Fedefededede eSS dehddhh kR d ke dhh S de ek dhfe Sk dhhefedfehhhfhk

atom | charge
1c -0.1387
2 c -0.0533
3n -0.1023
4 n 0.2289
5c -0.0280
6 b -0.3381
7n 0.2281
8 n -0.1060
9 c -0.0540
10 ¢ -0.1389
11 ¢ -0.0286
12 n 0.2287
13 n -0.1185
14 ¢ -0.0537
15 ¢ -0.1389
16 c -0.0284
17 be 0.2509
18 f -0.3133
19 h 0.0859
20 h 0.0863
21 h 0.0860
22 h -0.0002
23 h 0.0770
24 h 0.0717
25 h 0.0775
26 h 0.0717
27 h 0.0768
28 h 0.0714

THREE and FOUR center SEN greater than 0.010:

n(C 1 2 3) = -0.0460
n( 1 2 3 4) = 0.0397
n( 1 2 4 = 0.0118
n( 1 2 4 5) = 0.0327
n( 1 2 = 0.0765
n(C 1 2 527) = -0.0139
n( 1 3 4 = 0.0109
n( 1 3 4 5) = 0.0362
n( 1 3 28) = -0.0112
n(C 1 4 5) = -0.0168
n( 1 4 28) = -0.0118
n( 2 3 4) = 0.0351
n( 2 3 4 5) = 0.0658
nC 2 3 5) = -0.0112
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n( 7 11 17 18) = -0.0105
n( 7 13 17) = -0.0119
n( 7 17 18) = -0.0451
n( 8 9 10) = -0.0462
n( 8 9 11) = -0.0114
n( 8 10 26) = -0.0113
n( 8 12 13 17) = -0.0107
n( 8 12 17) = -0.0122
n( 8 13 17) = -0.1221
n( 8 17 18) = -0.0139
n( 9 10 11) = 0.0762
n( 9 10 11 25) = -0.0137
n(C 9 11 25) = -0.0163
n( 11 17 18) = -0.0126
n( 12 13 14) = 0.0353
n( 12 13 14 15) = 0.0397
n( 12 13 14 16) = 0.0659
n( 12 13 15) = 0.0110
n( 12 13 15 16) = 0.0364
n( 12 13 17) = 0.0257
n( 12 13 17 18) = -0.0126
n( 12 14 15) = 0.0118
n( 12 14 15 16) = 0.0326
n( 12 14 16) = 0.0161
n( 12 15 16) = -0.0169
n( 12 15 24) = -0.0117
n( 12 16 17 18) = -0.0111
n( 12 17 18) = -0.0472
n( 13 14 15) = -0.0463
n( 13 14 16) = -0.0115
n( 13 15 24) = -0.0112
n( 13 17 18) = -0.0144
n( 14 15 16) = 0.0765
n( 14 15 16 23) = -0.0137
n( 14 16 23) = -0.0165
n( 16 17 18) = -0.0134
multicenter rest contribution = 0.145829 (correct sign for five center
terms)
fehdhhhhdhhhfhhhhhhhhhfhhhhhhfhhhhhhhhhhhhhhRhhhhhhhhhhhhhhhhhhhhhhir®
* *
: atomic charges with multicenter corrections :
fehdhhhhdhhhfhhhhhhhhhfhhhhhhfhhhhhhhhhhhhhhRhhhhhhhhhhhhhhhhhhhhhhir®
atom | charge
lc -0.1547
2 cC -0.0746
3n 0.0081
4 n 0.2266
5c -0.0538
6 b -0.4054
7n 0.2259
8 n 0.0037
9 c -0.0750
10 c -0.1549
11 ¢ -0.0544
12 n 0.2266
13 n -0.0132

22



m

333333 335353350-hTOhnn

1 1 11
[l o]

[elefololololelolofa)

moments (from total density versus population analysis)

<charge> = -0.000000 -0.000000

<X > = 1.456194 0.250839

y > = 0.407549 0.128616

<z > = 0.787739 0.163453
TpBeCl:

Fedefededede S fedhd R AR d b dde S de ek d S Sk dhhefedfehhdfehk

*
*
*

shared electron numbers

*
*
*

Fedefededede eSS dehddhh kAR ddh ek dde S de ek dhfe STk dhhefedfehhdftk

TWO center shared electron numbers ge 0.1000E-01 :

shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared

shared

electron
electron
electron
electron
electron
electron
electron
electron
electron
electron
electron

electron

number
number
number
number
number
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pair
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pair
pair
pair
pair
pair
pair
pair
pair
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.0603
.3779
.0267
.5003
.0424
.0158
.0512
.0481
. 0445
.0235
.0512
.0123
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shared
shared
shared
shared
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.0111
.3237
.6635
.0362
.0154
.0138
.3235
.6638
.0363
.0154
.0138
.3234
.6637
.0362
.0137
.0154
.0158
.0122
.0122
.2336
.6387
.0171
.0120
.0836
.7991
.3800
.0158
.0122
.2341
.6387
.0170
.0120
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shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared
shared

shared

electron
electron
electron
electron
electron
electron
electron
electron
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electron
electron
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electron
electron
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electron
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electron
electron
electron

electron
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pair
pair
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pair
pair
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pair
pair
pair
pair
pair
pair
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9
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10
10
10
10
11
11
11
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12
12
12
13
13
13
14
14
16
16
16
17
17
19
19
19
20
21

h

Cc

16
17
18
11
12
19
21
22
19
20
21
13
16
19
22
14
23
24
15
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25
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27
28
21
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.0837
.7991
.3801
.0158
.2339
.6387
.0170
.0120
.0836
.3800
.7991
.0293
.0295
.0294
.4296
.8558
.3794
.0126
.0124
.3869
.8558
.3791
.0126
.0124
. 3869
.8558
.3793
.0126
.0123
.3869

Fedefededede S fe e ddhh kAR d ke dhde S de ek dhfe SRk dhhfedfehddfehk

*
*

atomic charges with multicenter corrections

*
*
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* AS RESULTING FROM 2-CENTER SEN CONTRIBUTIONS *
* *

R R R R ok ok ok S R Rk o R Rk R R Rk Rk kR R R Rk S S R R R kR ko o R R Uk e ok o R R Rk ko R Rk ko e R R Rk o o R Rk

atom | charge
1 cl -0.8625
2 be 0.3669
3n -0.0541
4 n 0.2700
5n 0.0066
6 n 0.2216
7c -0.0597
8 n 0.2267
9 c -0.0435
10 n 0.2227
11 ¢ -0.0561
12 b -0.3638
13 ¢ -0.0348
14 ¢ -0.1497
15 h 0.0847
16 c -0.0314
17 ¢ -0.1466
18 h 0.0866
19 ¢ -0.0340
20 h 0.0853
21 c -0.1489
22 h -0.0006
23 h 0.0713
24 h 0.0669
25 h 0.0713
26 h 0.0670
27 h 0.0711
28 h 0.0670

THREE and FOUR center SEN greater than 0.010:

n(C 1 2 3) = -0.0147
n( 1 2 3 5) = 0.0324
n(C 1 2 4) = -0.0655
n(C 1 2 5) = -0.0235
n( 2 3 4) = -0.0529
n(C 2 3 5) = -0.3403
n( 2 3 5 6) = -0.0269
n( 2 3 5 7) = -0.0303
n(C 2 3 510) = -0.0230
n(C 2 3 511) = -0.0264
nC 2 3 6) = 0.0430
n(C 2 3 612) = 0.0292
n(C 2 3 7) = 0.0151
n( 2 3 10) = -0.0298
n( 2 310 12) = -0.0121
n( 2 3 11) = -0.0248
n( 2 3 12) = 0.0125
n(C 2 4 5) = -0.0282
n( 2 4 511) = -0.0101
n(C 2 4 6) = -0.0136
n(C 2 4 8 = 0.0486
n( 2 4 8 9) = 0.0109
n( 2 4 812) = 0.0244
n(C 2 4 9 = 0.0501
nC 2 4 12) = 0.0142
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n(C 8 10 12) = -0.0477
n( 8 12 16) = 0.0236
n( 8 16 17) = -0.0165
n(C 8 17 26) = -0.0128
nC 9 16 17) = 0.0763
n(C 9 16 17 25) = -0.0150
n( 9 16 25) = -0.0180
n( 10 11 19) = 0.0200
n( 10 11 19 21) = 0.0349
n( 10 11 21) = 0.0101
n( 10 12 19) = 0.0234
n( 10 19 21) = -0.0163
n( 10 21 28) = -0.0128
n(C 11 19 21) = 0.0763
n( 11 19 21 27) = -0.0151
n( 11 19 27) = -0.0180
mu1t;center rest contribution = 0.199548 (correct sign for five center
terms

Fededededede S fedhddh Ak d AR d ke dde e de ek d S Sk dhhfedfehhdfhk

* *
* atomic charges with multicenter corrections *
* *

R R R R ok ok ok S R R Rk S R Rk R R o Rk Rk kR R R Rk S o R R R kR R o o R R Uk ok R R Rk ko R Rk ko e S R R Rk o o R R

atom | charge
1 cl -0.8289
2 be 0.4249
3n 0.0687
4 n 0.3056
5n 0.1230
6 n 0.2247
7c -0.0802
8 n 0.2297
9 c -0.0707
10 n 0.2263
11 c -0.0793
12 b -0.4073
13 ¢ -0.0544
14 c -0.1593
15 h 0.0631
16 c -0.0494
17 c -0.1546
18 h 0.0643
19 c -0.0532
20 h 0.0630
21 c -0.1582
22 h -0.0159
23 h 0.0556
24 h 0.0507
25 h 0.0554
26 h 0.0505
27 h 0.0554
28 h 0.0508

moments (from total density versus population analysis)
<charge> = -0.000000 -0.000000
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<X > = 0.133784 -0.038683

y > = -0.836323 -0.666662

<z > = -1.954221 -3.333141
TpBeBr:

Fedhfhhhfhhdfhhdhhhhdfhhdh v v hhhhhfhdhh R hdhivh T hdhh v hh vk

*
*
*

shared electron numbers

*
*
*

Fedefededede S fedhdd R Ak h AR d ke dd S de ek dh S Sk dhefedfehhdftk

TWO center shared electron numbers ge 0.1000E-01 :
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. 5864
.0379
.0130
.0482
.0448
.0427
.0267
.0469
.0113
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.3199
.6577
.0351
.0136
.0151
.3200
.6580
.0351
.0137
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.0152
.3201
.6576
.0350
.0137
.0152
.0161
.0119
.0119
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.0173
.0121
.0844
.3794
.7990
.0160
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.0121
.0843
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11
12
12
12
12
13
13
13
14
15
16
16
16
17
18
19
19
19
20
21

T T T T 0N

h

Cc

21
13
16
19
22
15
23
24
15
24
18
25
26
18
26
21
27
28
21
28

> S0 N =5 0 > S 0 > 0 > =0 0 =5 0

(a]

H O OB B B O O H KB HMHOOU RRLRRPEPL O OO R

.7990
.0294
.0294
.0293
4274
.8549
.3792
.0125
.0120
. 3867
.8550
.3791
.0125
.0121
. 3867
.8550
.3793
.0125
.0121
.3868

Fedefededede eSS dehddhh kAR d ek dde e d e de Tk d S STk dhhefedfehhdftk

*
*
*
*

atomic charges with multicenter corrections
AS RESULTING FROM 2-CENTER SEN CONTRIBUTIONS

*
*
*
*

R R R R ok ok ok S R R Rk S R Rk R R S Rk ok kR R R Rk S S R R R kR kR R Uk e ok o R R Rk ko R R ok ko e S R R Rk o o R R

NTN3IN3SN3I3353
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14 h 0.0837
15 c -0.1502
16 c -0.0308
17 h 0.0854
18 ¢ -0.1473
19 c -0.0325
20 h 0.0848
21 c -0.1488
22 h -0.0014
23 h 0.0708
24 h 0.0667
25 h 0.0708
26 h 0.0667
27 h 0.0708
28 h 0.0665

THREE and FOUR center SEN greater than 0.010:

n(C 1 2 3 5) = 0.0253
n(C 1 2 4 = -0.0500
n(C 1 2 5) = -0.0230
n( 2 3 4) = -0.0811
n(C 2 3 4 6) = -0.0114
n(C 2 3 5) = -0.3221
n( 2 3 5 6) = -0.0263
n( 2 3 5 7) = -0.0274
n( 2 3 510) = -0.0188
n( 2 3 511) = -0.0206
n(C 2 3 6) = 0.0392
n(C 2 3 612) = 0.0273
n(C 2 3 7) = 0.0114
n( 2 3 10) = -0.0240
n( 2 3 11) = -0.0201
n( 2 3 12) = 0.0133
n(C 2 4 5) = -0.0348
n( 2 4 511) = -0.0130
n(C 2 4 6) = -0.0149
n(C 2 4 8 = 0.0472
n( 2 4 8 9) = 0.0109
n( 2 4 812) = 0.0232
n(C 2 4 9 = 0.0447
n( 2 4 11) = -0.0120
n( 2 4 12) = 0.0157
n( 2 4 16) = 0.0106
n(C 2 5 6) = -0.0317
n(C 2 5 612) = -0.0106
n(C 2 5 7) = -0.0263
n( 2 5 10) = 0.0435
n(C 2 510 12) = 0.0260
n( 2 5 11) = 0.0260
n( 2 5 12) = 0.0133
n( 2 6 12) = 0.0167
n(C 2 8 9 = 0.0115
n( 2 8 12) = 0.0165
n( 2 10 12) = 0.0168
n( 2 12 22) = -0.0270
n(C 3 6 7) = 0.0307
n( 3 6 713) = 0.0602
n(C 3 6 715) = 0.0337
n( 3 6 12) = 0.0301
n( 3 612 22) = -0.0121
n( 3 613 15) = 0.0331
nC 3 613 23) = -0.0100
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multicenter rest contribution =

terms)

21 27)
27)

.0201
.0590
.0117
.0105
.0125
.0306
.0602
.0337
.0302
.0122
.0332
.0200
.0587
.0118
.0105
.0126
.0307
.0601
.0337
.0301
.0121
.0332
.0100
.0203
.0590
.0117
.0105
.0125
.0201
.0352
.0104
.0472
.0474
.0233
.0163
.0128
.0779
.0151
.0179
.0200
.0351
.0104
.0473
.0234
.0163
.0128
.0778
.0150
.0178
. 0202
.0353
.0104
.0232
-0.
-0.
0.
-0.
-0.

0160
0128
0777
0150
0178

0.199097 (correct sign for five center
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Fededededede e fedhddhh kAR d ke dd S de Tk dh S STk dhhfedfehhdftk

* *
* atomic charges with multicenter corrections *
% *

Fedefededede S fedhddhh kAR d ke dde S de Tk d S STk dhhfed e hdftk

atom | charge
1 br -0.8345
2 be 0.4139
3n 0.0510
4 n 0.3053
5n 0.1634
6 n 0.2237
7cC -0.0810
8 n 0.2276
9 c -0.0715
10 n 0.2250
11 ¢ -0.0788
12 b -0.4079
13 ¢ -0.0537
14 h 0.0628
15 ¢ -0.1589
16 c -0.0490
17 h 0.0638
18 ¢ -0.1552
19 ¢ -0.0515
20 h 0.0628
21 ¢ -0.1575
22 h -0.0162
23 h 0.0552
24 h 0.0508
25 h 0.0549
26 h 0.0504
27 h 0.0551
28 h 0.0503

moments (from total density versus population analysis)

<charge> = -0.000000 -0.000000

x > = 0.171637 -0.341487

xy > = -0.984463 -1.174769

<z > = -2.114978 -3.479775
TpBeI:

Vededededededededeede S dehedefedede eSS he S hdedddh S b b S hd S hdddhdhd S hddddhddd
* *
* shared electron numbers *
* *

R R R R ok ok ok S R R Rk S R Rk R R S Rk ok kR R R Rk S S R R R kR kR R Uk e ok o R R Rk ko R R ok ko e S R R Rk o o R R

TWO center shared electron numbers ge 0.1000E-01 :

shared electron number for the pair 1i - 2be = 0.0439
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. 8117
.2899
.8113
.0498
.0361
.0408
.0498
.0362
.0526
.3136
.6527
.0354
.0135
.0148
.3134
.6530
.0356
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.3134
.6533
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.0117
.2319
. 6417
.0174
.0121
.0849
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> 0 > =0 0 =5 0

> S 0
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.3787
.7993
.0163
.0117
.2315
.6416
.0173
.0121
.0852
.3790
.7998
.0163
.2325
. 6417
.0173
.0121
.0851
.3789
.7994
.0294
.0295
.0295
.4251
. 8542
.3788
.0125
.0118
.3866
.8544
.3789
.0124
.0118
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shared electron
shared electron
shared electron
shared electron
shared electron

shared electron

number for
number for
number for
number for
number for

number for

the
the
the
the
the
the

pair
pair
pair
pair
pair

pair

18
19
19
19
20
21

h

Cc

26 h
21 c
27 h
28 h
21 c
28 h

1.3866
1.8543
1.3788
0.0124
0.0118
1.3864

Fededededede eSS dhddhh kAR dd ke dde eSS de ek d S Sk dhhfedfehhdfhk

*

* atomic charges with multicenter corrections
* AS RESULTING FROM 2-CENTER SEN CONTRIBUTIONS

*

*
*
*
*

Fedefededede S fedhd R Ak h AR dhd ke dd S de ek d S Sk dhhefedfehddftk

THREE and FOUR center SEN greater than 0.010:

nC 1 2 3)
n(C 1 2 3 4)
n(C 1 2 4 5)
nC 1 2 5)
n(C 2 3 4)
nC 2 3 4 5)
nC 2 3 4 6)
nC 2 3 4 8)
nC 2 3 4 9

-0.0391
0.0212
0.0204

-0.0370

-0.2024

-0.0254

-0.0114

-0.0229

-0.0178
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n(C 5 12 22) = -0.0120
n(C 5 19 27) = -0.0105
n( 5 21 28) = -0.0127
n( 6 7 13) = 0.0201
n( 6 7 13 15) = 0.0351
n( 6 7 15) = 0.0105
n( 6 8 12) = -0.0481
n( 6 10 12) = -0.0474
n( 6 12 13) = 0.0232
n( 6 13 15) = -0.0165
n( 6 15 24) = -0.0129
n(C 7 13 15) = 0.0792
n( 7 13 15 23) = -0.0151
n(C 7 13 23) = -0.0179
n( 8 9 16) = 0.0198
n( 8 9 16 18) = 0.0348
n( 8 9 18) = 0.0105
n( 8 10 12) = -0.0480
n( 8 12 16) = 0.0233
n( 8 16 18) = -0.0170
n( 8 18 26) = -0.0129
n( 9 16 18) = 0.0796
n( 9 16 18 25) = -0.0150
n( 9 16 25) = -0.0179
n( 10 11 19) = 0.0199
n( 10 11 19 21) = 0.0348
n( 10 11 21) = 0.0105
n( 10 12 19) = 0.0233
n( 10 19 21) = -0.0169
n( 10 21 28) = -0.0129
n( 11 19 21) = 0.0795
n( 11 19 21 27) = -0.0150
n( 11 19 27) = -0.0178
multicenter rest contribution = 0.166862 (correct sign for five center
terms)
Feddefdhddehdhfhdfdhhdfhhfhhfhhdffhhfhhddhfehhhfefhdfdhhffdhfehhfefhhfddhfhihid®
* *
: atomic charges with multicenter corrections :
Feddefdhddehdhfhdfhhhdefhhfhhdhhd i ddhfehhhfefhdfdhhffdhfehhfefhdfehdhfiidid®
atom | charge
1 -0.8119
2 be 0.4026
3n 0.2407
4 n 0.0222
5n 0.2410
6 n 0.2256
7 c -0.0743
8 n 0.2219
9 c -0.0806
10 n 0.2261
11 ¢ -0.0741
12 b -0.4105
13 ¢ -0.0489
14 h 0.0628
15 ¢ -0.1551
16 c -0.0536
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17 h 0.0624
18 c -0.1585
19 c -0.0492
20 h 0.0623
21 c -0.1552
22 h -0.0156
23 h 0.0557
24 h 0.0507
25 h 0.0556
26 h 0.0514
27 h 0.0556
h 0.

moments (from total density versus population analysis)

<charge> = -0.000000 -0.000000
<X > = 1.113576 1.067450
Ry > = 1.968224 3.061109
<z > = 1.232492 2.237522
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