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Table S1
Selected bond distances (Å) and angles (°) for compounds (1) – (6)
(1)

Molecule A Molecule B
(2) (3)

P1―O2 1.4845(12) P2―O4 1.4816(12) P1―O2 1.481(3) P1―O2 1.4562(18)

P1―N1 1.6919(13) P2―N4 1.6918(13) P1―N1 1.703(3) P1―O1 1.5922(17)

P1―N2 1.6320(13) P2―N5 1.6378(13) P1―N2 1.603(3) P1―O3 1.585(2)

P1―N3 1.6369(13) P2―N6 1.6288(13) P1―N3 1.629(3) P1―N1 1.617(2)

C7―O1 1.2172(19) C22―O3 1.2154(19) C7―O1 1.221(4)

O2―P1―N1 105.64(6) O4―P2―N4 106.03(6) O2―P1―N1 109.57(14) O2―P1―O1 115.12(9)

O2―P1―N2 116.97(7) O4―P2―N5 109.45(6) O2―P1―N2 115.28(14) O2―P1―O3 116.52(11)

O2―P1―N3 109.95(7) O4―P2―N6 117.09(7) O2―P1―N3 115.55(16) O1―P1―O3 98.82(10)

N1―P1―N2 105.14(7) N4―P2―N5 113.41(7) N1―P1―N2 108.10(16) O2―P1―N1 114.50(11)

N2―P1―N3 106.97(7) N4―P2―N6 104.30(6) N1―P1―N3 103.77(14) O1―P1―N1 106.92(11)

N1―P1―N3 112.19(7) N5―P2―N6 106.67(7) N2―P1―N3 103.71(15) O3―P1―N1 103.13(11)

O2―P1―N1―C7 158.35(12) O4―P2―N4―C22 161.18(12) O2―P1―N1―C7 -70.9(3) O2―P1―O1―C1 -50.3(2)

P1―N1―C7―O1 9.5(2) P2―N4―C22―O3 2.2(2) P1―N1―C7―O1 6.1(5) O2―P1―O3―C7 -61.8(2)

(4) (5) (6)

P1―O1 1.4626(19) P1―O2 1.6157(6) P1―O1 1.6064(7)

P1―O2 1.5769(18) P1―O1 1.4715(10) P1―O2 1.4651(11)

P1―O3 1.5772(19) P1―O2i 1.6158(6) P1―O2i 1.6064(7)

P1―N1 1.627(2) P1―N1 1.6389(11) P1―N1 1.6380(14)

P1―N2 1.6333(11) P1―N2 1.6199(13)



Table S1(continued)
(4) (5) (6)

O1―P1―O2 116.23(11) O1―P1―O2 112.41(5) O1―P1―O2 113.54(6)

O1―P1―O3 115.60(11) P1―O2―P1i 125.61(8) P1―O1―P1i 124.27(9)

O2―P1―O3 95.39(10) O2―P1―N2 98.83(6) O2―P1―N2 117.77(7)

O1―P1―N1 110.43(11) O1―P1―N2 118.57(6) O1―P1―N2 98.00(6)

O2―P1―N1 108.56(11) O2―P1―N1 109.18(4) O2―P1―N1 109.68(7)

O3―P1―N1 109.64(12) O1―P1―N1 111.01(6) O1―P1―N1 108.02(5)

O1―P1―O2―C1 53.6(2) O1―P1―O2―P1i 57.39(4) O2―P1―O1―P1i 40.76(5)

O1―P1―O3―C7 -56.5(2) N2―P1―O2―P1i -176.63(4) N2―P1―O1―P1i 165.82(5)

N1―P1―O2―P1i -66.25(5) N1―P1―O1―P1i -81.11(5)

Symmetry transformations used to generate equivalent atoms: for (5): (i): –x, y, –z + and for (6): (i): –x + , –y + , z.


