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Supplementary Table 1

Rigid-Body Model Libration Corrections for Bond Distances and "Hirshfeld Rigid-Bond" Test 

(Acta Cryst,(1976),A32,239-244)

Bond
Bond Distance
Components of the Correction
 Vibration Along the Interatomic Bond        
Angle with Lib. Axes


Obsd
Calcd
Del(L)
Del(M)
Del(N)
I to J
J to I
Difference
Sqrt(Diff)
L(1)
L(2)
L(3)

O(1)   - C(13)
1.4093
0
0
0
0
0.0235(18)
0.0237(18)
0.0003(25)
0.0160
0
0
0

O(1)   - C(14)
1.4200
0
0
0
0
0.0220(18)
0.0204(33)
0.0015(38)
0.0391
0
0
0

O(2)   - C(19)
1.4225
0
0
0
0
0.0370(18)
0.0342(21)
0.0028(28)
0.0531
0
0
0

O(2)   - C(20)
1.4207
0
0
0
0
0.0214(18)
0.0236(30)
0.0022(35)
0.0471
0
0
0

N(1)   - C(7)
1.3394
0
0
0
0
0.0146(11)
0.0146(11)
0.0001(15)
0.0082
0
0
0

N(1)   - C(9)
1.4880
0
0
0
0
0.0151(11)
0.0139(12)
0.0012(16)
0.0345
0
0
0

N(1)   - C(12)
1.4789
0
0
0
0
0.0150(11)
0.0147(14)
0.0003(17)
0.0175
0
0
0

N(2)   - C(7)
1.3397
0
0
0
0
0.0139(10)
0.0137(11)
0.0002(15)
0.0152
0
0
0

N(2)   - C(15)
1.4806
0
0
0
0
0.0147(10)
0.0144(16)
0.0003(19)
0.0171
0
0
0

N(2)   - C(18)
1.4714
0
0
0
0
0.0140(10)
0.0158(15)
0.0018(18)
0.0422
0
0
0

N(3)   - C(21)
1.1752
0
0
0
0
0.0179(21)
0.0172(17)
0.0007(27)
0.0268
0
0
0

N(4)   - C(22)
1.1716
0
0
0
0
0.0176(30)
0.0157(16)
0.0019(34)
0.0436
0
0
0

C(1)   - C(2)
1.4105
0
0
0
0
0.0147(11)
0.0138(12)
0.0008(16)
0.0290
0
0
0

C(1)   - C(6)
1.3933
0
0
0
0
0.0136(11)
0.0134(12)
0.0002(16)
0.0140
0
0
0

C(1)   - C(7)
1.4740
0
0
0
0
0.0114(11)
0.0124(11)
0.0009(15)
0.0303
0
0
0

C(2)   - C(3)
1.3870
0
0
0
0
0.0129(12)
0.0116(12)
0.0013(17)
0.0357
0
0
0

C(3)   - C(4)
1.4198
0
0
0
0
0.0151(12)
0.0125(10)
0.0026(16)
0.0513
0
0
0

C(4)   - C(5)
1.4223
0
0
0
0
0.0150(10)
0.0161(12)
0.0012(16)
0.0342
0
0
0

C(4)   - C(8)
1.4396
0
0
0
0
0.0131(10)
0.0132(12)
0.0001(16)
0.0081
0
0
0

C(5)   - C(6)
1.4004
0
0
0
0
0.0143(12)
0.0137(12)
0.0006(17)
0.0245
0
0
0

C(8)   - C(21)
1.4106
0
0
0
0
0.0140(12)
0.0173(17)
0.0033(21)
0.0575
0
0
0

C(8)   - C(22)
1.3961
0
0
0
0
0.0145(12)
0.0158(16)
0.0013(20)
0.0358
0
0
0

C(9)   - C(10)
1.5430
0
0
0
0
0.0168(12)
0.0202(17)
0.0033(21)
0.0577
0
0
0

C(9)   - C(13)
1.5212
0
0
0
0
0.0186(12)
0.0194(18)
0.0008(22)
0.0284
0
0
0

C(10)  - C(11)
1.5326
0
0
0
0
0.0204(17)
0.0220(20)
0.0015(26)
0.0391
0
0
0

C(11)  - C(12)
1.5331
0
0
0
0
0.0199(20)
0.0180(14)
0.0018(24)
0.0427
0
0
0

C(15)  - C(16)
1.5567
0
0
0
0
0.0190(16)
0.0170(20)
0.0019(25)
0.0437
0
0
0

C(15)  - C(19)
1.5164
0
0
0
0
0.0309(16)
0.0338(21)
0.0029(26)
0.0541
0
0
0

C(16)  - C(17)
1.5259
0
0
0
0
0.0402(20)
0.0367(18)
0.0035(27)
0.0591
0
0
0

C(17)  - C(18)
1.5212
0
0
0
0
0.0171(18)
0.0176(15)
0.0005(23)
0.0218
0
0
0

Sqrt(Sum(DelIJ**2)/Nrb) =     0.0017

                              # - Indicates bonds exceeding the 2.5 sigma test level


