Table 5

Topological parameters of bond critical points

Length[A] pocp[€A ] V2 prcpl €A ]

APEX OXFORD SYN HUBER Theo \ APEX OXFORD SYN HUBER Theo
018-C18 1.4338(6) | 2.08(4) 1.93(4) 1.85(6) 2.0003) 1.73 | -19.0(1) -16.2(2) -14.3(2) -16.6(1) -13.3
018-C19 1.4319(5) | 2.00(4) 1.89(4) 1.82(6) 1933) 171 | -145(1) -14.9(1) -13.02) -16.3(1) -13.1
021-C21  1.2301(6) | 3.28(5) 3.01(5) 3.08(7) 321(4) 278 | -39.3(2) -34.0(3) -343(3) -405(3) -15.6
N5-C5 1.4891(5) | 1.76(3) 1.72(3) 176(5) 1.73(3) 170 | -9.6(1) -9.1(1) -7.3(1) -86(1) -154
N5-C6 1.4156(5) | 2.13(4) 2.10(4) 213(5) 211(3) 195 | -184(1) -20.7(2) -15.1(2) -202(1) -19.9
N5-C21  1.3747(5) | 2.39(4) 2.34(4) 2486) 237(3) 216 | -21.0(1) -23.0(2) -28.7(2) -22.7(1) -23.1
N14-C1  1.4952(5) | 1.86(3) 1.79(3) 1.79(5) 1.83(3) 1.72 | -13.2(1) -13.8(1) -12.4(1)  -12.3(1)  -15.0
N14-C14 1.4766(5) | 1.85(4) 1.85(4) 1.82(5) 1.88(3) 177 | -135(1) -12.1(1) -11.8(1) -11.7(1)) -16.2
N14-C15 1.4715(5) | 2.01(4) 1.90(4) 1.82(5) 1.92(3) 179 | -147(1) -11.3(1) -9.8(2) -13.0(1) -165
C1-C2 1.5238(5) | L.79(3) 1.73(3) 17455 1.743) 170 | -149(1) -12.2(1) -11.2(1)  -12.7(0)  -145
C1-C12  15477(5) | 1.67(3) 1.64(3) 159(5) 1.69(3) 1.63 | -10.4(1) -11.1(1) -9.3(1) -121(0) -13.2
C2-C3 1.5359(5) | 1.66(3) 1.63(3) 164(5) 173(3) 165 | -10.9(1) -8.7(1) -10.2(1)  -11.8(1) -13.7
C3-C4 1.5385(5) | 1.68(3) 1.64(3) 1635 1.72(2) 163 | -11.6(1) -8.5(1) -9.4(1)  -1150) -13.2
C3-C16  1.5238(5) | 1.81(3) 1.71(3) 1.71(5) 1.80(3) 169 | -11.6(1) -11.1(1) -9.8(1)  -11.9(1) -143
C4-C5 1.5374(5) | 1.70(3) 1.68(3) 174550 1.72(2) 167 | -12.4(1) -10.2(1) -109(1) -11.50) -13.8
C4-C19  15374(5) | 1.78(3) 1.74(3) 159(5) 1.82(3) 168 | -16.2(1) -13.6(1) -97(1) -16.6(0) -14.2
C5-C12  1.5579(5) | 1.66(3) 1.61(2) 158(5) 1.69(2) 1.61 | -10.500) -10.0(0) -10.0(1) -11.8(0) -12.8
C6-C7 1.3996(5) | 2.23(3) 2.17(3) 2.02(6) 219(3) 214 | -16.4(1) -17.4(1) -12.3(2)  -15.3(1) 221
C6-C11  1.4014(5) | 2.27(3) 2.21(3) 229(5) 225(3) 213 | -21.3(1) -20.1(1) -226(2) -21.8(1) -22.2
C7-C8 1.4036(7) | 2.23(4) 2.18(4) 229(6) 223(3) 210 | -20.4(1) -19.2(1) -229(2) -19.9(1) -21.5
C8-C9 1.3991(7) | 1.94(6) 2.05(6) 2.26(6) 221(4) 211 | -76(3) -13.1(3) -21.5(2) -189(1) -21.8
C9-C10  1.4014(6) | 2.23(4) 2.16(4) 2.08(6) 217(3) 211 | -14.8(1) -16.0(1) -14.4(2) -135(1) -21.9
C10-C11 1.3896(5) | 2.19(4) 2.20(4) 227(6) 225(3) 214 | -16.2(1) -18.8(1) -243(2) -186(1) -22.3
C11-C12 1.5076(5) | 1.84(3) 1.75(3) 1.79(5) 1.80(3) 1.75 | -13.3(1) -12.9(1) -11.6(1) -12.7(1) -153
C12-C13 1.5452(5) | 1.75(3) 1.63(3) 1625 1.71(2) 161 | -11.6(1) -9.4(1) -9.6(1) -102(0) -12.9
C13-C14 1.5288(5) | 1.79(3) 1.71(3) 1.76(5) 1.80(3) 1.68 | -11.9(1) -11.8(1) -15.3(1) -13.1(1) -143
C15-C16 1.5098(6) | 1.83(3) 1.80(3) 1.82(5) 1843 175 | -151(1) -13.9(1) -11.5(1) -15.0(1) -155
C16-C17 1.3425(6) | 2.38(4) 2.41(4) 247(6) 243(3) 235 | -19.5(1) -20.5(1) -25.0(2) -21.5(1) -25.8
C17-C18 1.5083(6) | 1.85(3) 1.83(3) 1.89(5) 1.86(3) 1.76 | -17.4(1) -15.3(1) -148(1) -16.5(1) -159
C19-C20 1.5470(5) | 1.78(3) 1.71(3) 1.65(5) 1.742) 1.63 | -16.4(1) -12.4(1) -99(1) -140(0) -134
C20-C21 1.5175(6) | 1.81(3) 1.77(3) 1.78(5) 1.82(3) 1.74 | -13.6(1) -13.9(1) -11.4(1) -13.8(1) -15.4






