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Supplementary Table 3

Analysis of the bond critical points in DMPDQ

Bond
( (eÅ-3)
(2((eÅ-5)

O(1)C(13)
2.11(6)
-25.9(3)

O(1)C(14)
1.98(6)
-17.4(2)

O(2)C(19)
1.79(1)
-12.4(4)

O(2)C(20)
2.21(1)
-33.3(7)

N(1)C(7)
2.42(8)
-37.1(4)

N(1)C(9)
1.85(5)
-15.4(2)

N(1)C(12)
1.67(5)
-10.8(2)

N(2)C(7)
2.88(8)
-32.9(3)

N(2)C(15)
1.84(5)
-15.1(1)

N(2)C(18)
1.68(5)
-11.4(3)

N(3)C(21)
3.20(9)
-15.2(6)

N(4)C(22)
3.20(9)
-15.4(1)

C(1)C(2)
1.91(8)
-19.5(3)

C(1)C(6)
2.25(5)
-22.9(1)

C(1)C(7)
2.01(5)
-18.5(1)

C(2)C(3)
2.33(1)
-25.7(1)

C(2)H(2)
1.72(1)
-16.9(1)

C(3)C(4)
2.19(6)
-21.1(2)

C(3)H(3)
1.81(1)
-18.1(1)

C(4)C(5)
1.97(6)
-17.2(2)

C(4)C(8)
1.97(6)
-18.4(2)

C(5)C(6)
2.44(5)
-26.6(1)

C(5)H(5)
1.78(7)
-17.5(2)

C(6)H(6)
1.73(7)
-17.0(3)

C(8)C(21)
2.18(6)
-18.1(2)

C(8)C(22)
1.97(7)
-16.1(2)

C(9)C(10)
1.74(4)
-12.8(1)

C(9)C(13)
1.77(5)
-15.3(1)

C(9)H(9)
1.72(7)
-17.8(3)

C(10)C(11)
1.71(5)
-13.5(1)

C(10)H(10A)
1.75(9)
-15.9(4)

C(10)H(10B)
1.62(9)
-14.1(3)

C(11)C(12)
1.74(4)
-12.0(1)

C(11)H(11A)
1.80(9)
-15.6(3)

C(11)H(11B)
1.8(1)
-17.7(3)

C(12)H(12A)
1.83(9)
-16.8(3)

C(12)H(12B)
1.7(1)
-16.1(4)

C(13)H(13A)
1.7(1)
-14.2(4)

C(13)H(13B)
1.7(1)
-13.6(4)

C(14)H(14A)
1.7(1)
-18.5(6)

C(14)H(14B)
1.6(1)
-13.9(7)

C(14)H(14C)
1.8(1)
-16.2(3)

C(15)C(16)
1.73(3)
-12.6(3)

C(15)C(19)
1.80(3)
-15.3(3)

C(15)H(15)
1.73(1)
-18.2(1)

C(16)C(17)
1.62(4)
-11.4(3)

C(16)H(16A)
1.8(1)
-14.2(5)

C(16)H(16B)
1.6(1)
-13.1(3)

C(17)C(18)
1.85(4)
-15.2(4)

C(17)H(17A)
1.6(1)
-14.1(4)

C(17)H(17B)
1.6(1)
-13.2(4)

C(18)H(18A)
1.7(1)
-13.8(5)

C(18)H(18B)
1.6(1)
-13.3(4)

C(19)H(19A)
1.6(1)
-15.8(5)

C(19)H(19B)
1.8(1)
-17.3(5)

C(20)H(20A)
1.6(1)
-12.5(2)

C(20)H(20B)
1.9(1)
-20.5(5)

C(20)H(20C)
1.6(2)
-12.4(8)


