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Table 1: Comparison of properties of intramolecular C-C and C-O BCPs of three gsf models
of Xylitol. From top: Best Isotropic, Best anisotropic and Reference models. Units: p: eA~3
. Vz(p) and A1, Ao, Az : eA=5 .

Bond p V3(p) A1 A2 A3 ellipticity
1.79(2) -13.0(4) -12.1(2) -11.3(2) 10.5(1) 0.07(2)
C1-C2  1.77(2) -12.0(4) -12.0(2) -11.4(2) 11.4(1) 0.06(2)
1.78(2) -12.0(4) -12.1(2) -11.5(2) 11.6(1) 0.06(2)
L74(1)  -11.8(4) -11.9(2) -10.6(2) 10.7(1) 0.12(3)
C2-03  1.72(1) -11.1(4) -11.9(2) -10.8(2) 11.5(1) 0.11(3)
1.72(1)  -11.0(4) -11.8(2) -10.8(2) 11.6(1) 0.09(3)
L77(2)  -12.7(4)  -12.0(2) -11.1(2)  10.4(1) 0.08(3)
C3-C4  1.75(2) -11.6(4) -12.0(2) -11.2(2) 11.5(1) 0.07(3)
1.76(2)  -11.5(4) -12.1(2) -11.1(2) 11.7(1) 0.08(3)
1.76(2)  -12.5(4) -11.8(2) -11.0(2)  10.3(1) 0.07(2)
C4-C5  1.74(2) -11.6(4) -11.9(2) -11.0(2) 11.3(1) 0.08(3)
1.75(2)  -11.6(4) -11.9(2) -11.0(2) 11.3(1) 0.08(3)
1.76(1)  -14.3(6) -11.7(3) -11.0(3)  8.4(2) 0.07(3)
C1-01  1.77(1)  -12.6(6) -12.2(2) -11.6(2) 11.2(2) 0.05(3)
178(1)  -12.8(6) -12.2(2) -11.8(3) 11.2(2) 0.04(3)
1.76(2)  -14.6(6) -12.1(3) -11.7(2)  9.2(2) 0.04(3)
©2-02  1.76(2) -13.3(6) -12.5(3) -12.0(2) 11.2(2) 0.05(3)
1.77(2)  -13.3(6) -12.6(3) -12.0(3) 11.4(2) 0.05(3)
1.79(2)  -14.9(6) -12.2(3) -11.1(2)  8.4(2) 0.09(3)
C3-03  1.81(1) -12.8(6) -12.6(3) -11.8(2) 11.6(2) 0.07(3)
1.81(1) -12.5(6) -12.7(3) -11.7(2)  11.9(1) 0.08(3)
1.75(1)  -14.4(6) -12.0(3) -11.1(2)  8.7(2) 0.09(3)
C4-04  1.75(1)  -13.2(6) -12.2(3) -11.4(2) 10.4(2) 0.07(3)
1.75(1)  -13.1(6) -12.2(3) -11.5(2) 10.6(2) 0.06(3)
1.76(2) -14.1(6) -11.2(3) -10.8(3)  8.0(2) 0.04(4)
C5-05 1.78(1) -12.2(6) -12.0(2) -11.5(2) 11.3(2) 0.04(3)
177(1)  -12.4(6) -12.0(2) -11.5(3) 11.1(2) 0.04(3)



Table 2: Comparison of intramolecular C-H and O-H BCPs of three gsf models of Xylitol.
From top: Best Isotropic, Best Anisotropic and Reference models. Units: p: eA=3 . V2(p)
and Aq, Ao, A3 : eA5 .

Bond p V2 (p) A1 A2 A3 ellipticity
1.71(2) -9.2(9) -17.2(4) -15.2(4)  23.1(3) 0.13(4)
C1-1A  1.82(2) -18.5(7)  -17.5(3)  -16.3(3)  15.4(2) 0.07(3)
1.84(2) -19.4(6)  -17.5(3) -16.8(3)  14.8(2) 0.04(2)
1.79(2) -17.4(7)  -18.3(3)  -16.1(3)  17.0(2) 0.14(3)
C1-1B  1.91(2) -20.5(7) -19.1(3) -17.2(3)  15.8(2) 0.11(3)
1.94(2) -21.1(7)  -19.1(3)  -17.8(3)  15.8(2) 0.07(3)
1.82(1) -18.4(6)  -17.3(2) -16.6(2)  15.5(2) 0.04(2)
C2-H2  1.89(2) -20.4(6)  -17.8(3) -17.0(3)  14.5(2) 0.05(2)
1.89(2) -20.6(6) -17.9(3) -17.1(3)  14.4(2) 0.05(2)
1.83(1) -16.7(6)  -17.9(3)  -16.5(2)  17.7(2) 0.08(2)
C3-H3  1.99(2) -21.7(6)  -19.2(3)  -17.7(3)  15.2(2) 0.09(2)
1.97(2) -21.2(6)  -19.0(3) -17.5(3)  15.3(2) 0.09(2)
1.84(1) -18.0(6)  -17.5(2) -17.0(2)  16.5(2) 0.03(2)
C4-H4  1.91(2) -20.4(6) -18.3(3) -17.6(3)  15.5(2) 0.04(2)
1.94(2) -21.2(6) -18.8(3) -17.7(3)  15.3(2) 0.06(2)
1.79(2) -15.8(7)  -17.4(3)  -16.2(3)  17.8(2) 0.07(3)
C5-5A  1.92(2) -20.7(7)  -18.3(3) -18.1(3)  15.7(2) 0.01(2)
1.95(2) -21.3(7)  -18.6(3) -18.2(3)  15.5(2) 0.02(2)
1.75(1) -16.0(7)  -17.0(3) -16.3(3)  17.2(2) 0.04(2)
C5-5B 1.87(2) -19.0(6)  -17.5(3) -17.0(3)  15.5(2) 0.03(2)
1.88(2) -19.5(6)  -17.4(3)  -17.2(3)  15.1(2) 0.02(2)
2.66(2) -50.6(1.5) -44.4(6) -41.2(6)  35.0(6) 0.08(2)
O1-H11  2.41(3) -47.0(1.8) -41.4(8) -40.1(9) 34.6(5) 0.03(3)
2.33(3) -44.8(1.7) -39.1(8) -37.5(8)  31.9(4) 0.04(3)
2.67(2) -49.6(1.4) -43.6(6) -40.9(6)  34.9(5) 0.07(2)
02-H12  2.45(3) -49.2(1.9) -43.0(9) -40.0(8)  33.8(4) 0.07(3)
247(3) -49.5(1.9) -42.2(9) -39.8(8)  32.5(4) 0.06(3)
2.84(2) -50.7(1.5) -46.6(6) -41.4(6)  37.3(5) 0.13(2)
03-H13  2.44(3) -46.4(1.9) -42.8(9) -39.5(8) 35.8(4) 0.08(3)
2.37(3) -44.1(1.8) -40.3(9) -37.2(8)  33.4(4) 0.08(3)
2.63(2) -39.9(1.4) -40.1(6) -38.8(6) 39.0(4) 0.03(2)
O4-H14 2.47(3) -40.8(1.7) -39.6(8) -39.0(8) 37.8(4) 0.01(3)
2.53(3) -41.6(1.7) -40.1(8) -39.4(8) 37.9(4) 0.02(3)
2.72(2) -53.0(1.5) -45.3(6) -42.2(6) 34.5(5) 0.07(2)
O5-H15  2.51(4) -49.1(1.9) -42.5(9) -41.6(9) 35.0(4) 0.02(3)
2.46(3) -47.5(1.8) -40.6(8) -39.8(8)  32.9(4) 0.02(3)




Table 3: Comparison of intramolecular BCPs of three gsf models of MAHS. From top: Best

Isotropic, Best anisotropic and Reference models. Units: p: eA=3 . V2(p) and A1, Ao, A3 :
eA=5 .

Bond P v2(p) A1 A2 A3 ellipticity
1.52(1) -11.7(8)  -18.4(3)  -16.9(3)  23.6(3) 0.09(3)
H1-01  1.15(3) -8.1(9)  -13.5(5) -13.0(5)  18.4(2) 0.04(5)
1.09(2) -6.6(7) -11.9(4) -11.6(4) 16.9(1) 0.03(5)
2.63(1) -38.3(1.0) -38.7(3) -35.6(3) 36.0(4) 0.09(1)
03-H8  2.66(3) -39.4(1.7) -39.5(8) -39.0(7) 39.0(4) 0.01(3)
2.34(2) -41.5(1.1) -36.6(5) -35.2(5)  30.4(3) 0.04(2)
2.18(2) -30.5(9)  -29.5(4) -28.7(4) 27.7(3) 0.03(2)
N1-H4 2.28(4) -35.8(1.6) -30.7(7) -30.2(7) 25.2(3) 0.02(3)
2.15(2) -36.6(1.1) -29.3(5) -28.8(5) 21.5(2) 0.02(2)
2.19(2)  -34.0(1.3)  -31.3(5) -29.2(5)  26.5(4) 0.07(3)
N1-H5 2.26(4) -35.7(1.8) -31.3(8) -29.7(8)  25.3(4) 0.05(4)
2.12(3)  -36.6(1.3) -29.3(6) -28.3(6)  21.0(3) 0.04(3)
1.73(1) -14.2(5)  -16.5(2) -15.0(2) 17.3(1) 0.10(2)
C2-H2  1.86(1) -18.0(5)  -17.2(2) -16.5(2)  15.6(1) 0.04(2)
1.85(1) -18.2(5)  -16.8(2) -16.4(2)  15.0(1) 0.02(2)
1.76(1) -14.2(5)  -17.1(2)  -15.3(2)  18.2(1) 0.12(2)
C2-H3  1.89(1) -18.6(5)  -17.7(2) -17.4(3) 16.5(1) 0.01(2)
1.86(1) -18.2(5)  -17.0(2) -16.7(2)  15.5(1) 0.02(2)
1.68(1) -13.0(5)  -16.0(2) -13.9(2) 17.0(1) 0.16(2)
C3-H6  1.86(2) -18.3(5)  -17.6(2) -16.0(2)  15.3(1) 0.10(2)
1.91(2) -19.3(5)  -17.9(2) -17.1(3)  15.6(1) 0.05(2)
1.70(1) -14.5(6)  -15.8(3) -15.0(3)  16.3(2) 0.06(2)
C3-H7  1.86(2) -17.9(6)  -17.0(3)  -16.2(3)  15.4(2) 0.05(2)
1.92(2) -19.0(6)  -17.5(3) -17.3(3)  15.7(2) 0.01(2)
1.70(1) -11.6(4)  -11.0(2)  -10.2(2) 9.6(1) 0.08(2)
C2-C2  1.68(1) -10.7(4)  -11.3(2) -10.5(2)  11.1(1) 0.08(2)
1.69(1) -10.7(4)  -11.2(2)  -10.5(2)  11.0(1) 0.07(2)
1.79(2) -14.5(5)  -12.4(2)  -10.9(2) 8.9(1) 0.14(3)
C1-C2  1.77(2) -13.3(5)  -12.8(2) -11.1(2)  10.6(1) 0.15(3)
1.77(2) -13.3(5)  -12.7(2)  -11.1(2)  10.6(1) 0.14(3)
2.53(1) -31.3(7)  -22.0(4) -21.3(2) 12.0(2) 0.04(2)
C1-01  2.55(1) -29.6(8)  -22.6(4) -21.4(2) 14.4(2) 0.06(2)
2.54(1) -29.6(8)  -22.5(4) -21.2(2) 14.1(2) 0.06(2)
2.86(1) -36.9(8)  -27.1(4) -25.4(2) 15.6(2) 0.07(2)
C1-02  2.89(1) -36.4(8)  -27.8(4) -25.4(2) 16.8(2) 0.09(2)
2.88(1) -36.4(8)  -27.7(4) -25.2(2) 16.6(2) 0.10(2)
1.59(2) -12.5(6) -8.8(3) -8.4(3) 4.7(2) 0.06(5)
C3-N1  1.63(2) -10.6(5)  -10.3(2) -9.9(2) 9.7(1) 0.04(4)
1.63(2) -10.4(5)  -10.2(2) -9.7(2) 9.4(1) 0.05(4)



Table 4: Comparison of intramolecular C-C and C-O BCPs of three gsf models of MADMA.

From top: Best Isotropic, Best anisotropic and Reference models. Units: p: eA=3 .

and Aq, Ao, A3 : eA—5

Bond p v2(p) A1 A2 A3 ellipticity
1.71(2)  -10.5(5) -11.1(3) -11.0(2) 11.5(2) 0.01(3)
N1-C5  1.72(2) -8.3(5) -11.7(2) -11.6(2)  15.0(1) 0.01(3)
1.73(2) -8.4(5)  -11.4(2) -11.3(2)  14.4(1) 0.00(3)
1.88(2) -14.5(5) -14.1(3) -12.2(1) 11.8(1) 0.15(3)
C1-C2  1.85(1) -13.0(4) -14.0(2) -12.1(1) 13.1(1) 0.15(2)
1.84(1) -12.8(4) -13.9(2) -12.0(1) 13.2(1) 0.16(2)
1.84(2) -13.6(5) -13.8(3) -11.6(1) 11.8(1) 0.19(3)
C3-C4  1.82(1) -12.4(4) -13.8(2) -11.7(1) 13.1(1) 0.18(2)
1.82(1) -12.4(4) -13.8(2) -11.9(1)  13.2(1) 0.16(2)
2.41(2) -22.5(6) -19.2(3) -15.1(2) 11.8(1) 0.27(3)
C4-C4  2.37(2)  -20.3(5) -19.0(3) -15.0(2)  13.6(1) 0.27(3)
2.36(2) -19.7(5) -18.8(3) -14.8(2)  13.9(1) 0.27(3)
2.38(2) -22.1(5) -18.9(3) -14.7(2)  11.5(1) 0.29(3)
C2-C2  2.37(1) -19.9(5) -19.0(3) -14.7(2) 13.8(1) 0.29(2)
2.37(1)  -20.1(5) -19.2(3) -14.8(2)  13.9(1) 0.30(2)
2.64(2) -30.6(9) -23.7(4) -21.8(3) 14.8(3) 0.09(2)
C1-02  2.64(2) -27.0(8) -23.7(4) -21.7(3) 18.4(3) 0.09(2)
2.64(2) -28.6(8) -24.1(4) -22.0(3) 17.4(3) 0.10(2)
2.92(2) -35.8(9) -27.3(4) -25.1(3) 16.6(3) 0.09(2)
C1-O1  2.92(2) -32.0(8) -27.2(4) -25.1(3) 20.2(3) 0.08(2)
2.90(2) -32.8(8) -27.3(4) -24.7(3) 19.2(3) 0.11(2)
2.92(2) -36.2(9) -27.7(4) -24.8(3) 16.4(3) 0.12(2)
C3-03  2.92(2) -32.7(8) -27.6(4) -24.7(3) 19.6(3) 0.11(2)
2.92(2) -33.3(8) -27.7(4) -24.7(3) 19.1(3) 0.12(2)
2.59(2) -31.4(9) -23.6(4) -21.3(3) 13.5(3) 0.11(3)
C3-04 2.59(1) -27.0(8) -23.5(4) -21.0(2) 17.4(3) 0.12(2)
2.60(2) -28.9(8) -23.8(4) -21.5(3) 16.4(3) 0.11(2)

V2(p)



Table 5: Comparison of intramolecular C-H and O-H BCPs of three gsf models of MADMA.

From top: Best Isotropic, Best anisotropic and Reference models. Units: p: eA™3 |

and A\, Mg, A3 : eA0 .

Bond p V2(p) A1 Ao A3 ellipticity
1.30(3) -2L.7(1.2) -17.9(5) -16.3(5) 12.6(4) 0.10(4)
02-D2  0.98(2) 210.5(8)  -11.9(3)  -11.1(3)  12.4(3) 0.07(4)
1.14(1) 5.9(6) -13.3(3) -13.3(3) 20.8(2) 0.00(3)
1.31(3) -25.2(1.4) -19.7(6) -17.1(5) 11.6(5) 0.15(5)
04-D4  0.91(2) 9.0(8) -11.4(3) -10.3(3) 12.7(3) 0.10(5)
1.09(1) 7.1(6)  -13.8(3) -13.2(3)  19.9(2) 0.05(3)
171(1)  -13.1(6) -17.0(3) -15.6(3) 19.6(2) 0.09(2)
C2-H2  1.89(2)  -18.8(6) -18.3(3) -18.0(3) 17.5(2) 0.02(2)
1.91(2)  -19.3(6) -18.6(3) -17.9(3) 17.2(1) 0.04(2)
1.70(1)  -13.6(6) -17.4(3) -15.9(3) 19.6(2) 0.09(2)
C4-H4  1.88(2) 118.6(6)  -18.4(3) -17.6(2)  17.4(1) 0.04(2)
1.92(2) 119.7(5)  -18.5(3) -17.8(2)  16.6(1) 0.04(2)
1.68(1) -10.2(6)  -15.9(3) -15.4(3) 21.1(2) 0.04(3)
C5-H5  1.87(2)  -17.0(6) -17.6(3) -17.1(3) 17.7(1) 0.03(2)
1.86(2) -17.1(6)  -17.3(3)  -16.7(3)  16.9(1) 0.04(2)
1.72(2)  -13.4(7)  -16.9(3) -16.1(3)  19.7(2) 0.05(3)
C5-H6  1.95(2)  -20.7(7)  -18.7(3) -18.5(3) 16.5(2) 0.01(2)
1.97(2)  -21.6(7) -19.0(3) -18.6(3) 16.0(2) 0.02(2)
1.73(1) -14.3(6)  -17.2(3)  -15.4(3)  18.3(2) 0.12(3)
C5-H7  1.91(2)  -19.1(6) -18.3(3) -17.1(3) 16.3(2) 0.07(2)
1.97(2)  -21.7(6) -18.9(3) -18.5(3) 15.7(2) 0.02(2)
2.17(2)  -27.6(1.2) -30.0(5) -28.6(5) 30.9(3) 0.05(3)
N1-D5 2.20(2) -31.6(1.2) -30.4(6) -30.0(5) 28.7(3) 0.02(3)
2.12(2) -31.1(1.2) -29.0(5) -28.2(5) 26.0(3) 0.03(3)
2.24(2) -29.2(1.2) -29.3(5) -29.0(5) 29.1(4) 0.01(2)
N1-D6  2.18(2) -30.4(1.2) -29.3(5) -29.3(5) 28.3(3) 0.00(2)
2.13(2) -31.1(1.1) -29.2(5) -28.7(5) 26.7(3) 0.02(2)
2.29(2) -34.2(1.3) -31.8(5) -31.0(5) 28.6(4) 0.03(2)
N1-D7  2.26(3) -34.1(1.3) -31.3(6) -30.5(6) 27.7(3) 0.03(3)
2.19(2) -33.8(1.2) -29.7(5) -29.2(5) 25.1(3) 0.02(3)

V2(p)



Table 6: Comparison of intramolecular BCPs of three gsf models of urea. From top: Best

Isotropic, Best anisotropic and Reference models. Units: p: eA=3 . V2(p) and A1, g, A3 :
eA=5

Bond p V2 (p) A1 A2 A3 ellipticity
2.77(2)  -33.1(1.4) -25.2(4) -25.2(7) 17.4(6) 0.00(3)
C-0  2.77(2)  -33.5(1.3) -25.5(7) -24.8(4) 16.8(6) 0.03(3)
2.73(2)  -31.2(1.1) -24.2(3) -24.2(6) 17.2(6) 0.00(3)
2.34(2)  -22.5(1.1)  -20.8(6) -16.0(2) 14.3(5) 0.30(4)
C-N  2.34(2) -22.1(1.0) -20.6(5) -15.8(2) 14.4(5) 0.30(4)
2.33(2) -21.8(9)  -20.3(5) -15.8(2)  14.3(5) 0.28(4)
2.46(3) -31.1(1.2) -35.0(6) -28.3(4) 32.2(3) 0.24(3)
N-H2  2.27(4) -31.4(1.5) -33.2(8) -29.2(7) 31.1(3) 0.14(4)
2.24(4) -31.0(1.4) -32.4(8) -29.2(7) 30.6(3) 0.11(4)
2.29(2) -29.1(7)  -32.1(4) -28.2(3)  31.2(2) 0.14(2)
N-H1  2.35(4) -36.8(1.4) -34.5(8) -32.1(7) 29.9(2) 0.08(3)
2.31(4) -36.4(1.4) -33.9(8) -31.8(7) 29.3(3) 0.07(3)



Table 7: Nuclear coordinates and anisotropic displacement parameters (10_2A2) for hydrogen
atoms in xylitol. First row: ADPs with standard uncertainties, derived from the neutron
diffraction data and adjusted according to the difference between the carbon and oxygen ADPs
from neutron and X-ray experiments. Second row: TLS model. Third row: RIDING:mean
model. Fourth row: TLS:crude model. Fifth row: TLS:mean model.

atom Ull U22 U33 U12 U13 U23
HIA  3.36(8) 2.74(8)  2.63(8)  0.81(7) -0.24(8) -1.12(7)
0.931 1.576 0.890 0.041 0.020 -0.037
2.951 2.360 2.349 0.346 -0.330 -0.667
2.847 2.274 2.323 0.084 0.105 -0.905
2.998 2.581 2.429 0.313 -0.317 -0.888
HIB  2.05(7) 3.99(10) 2.83(8)  -0.70(7) 0.18(6)  1.23(8)
0.931 1.576 0.890 0.041 0.020 -0.037
2.055 3.283 2.671 -0.694 0.073 0.375
2.152 2.748 2.495 -0.707 0.367 0.432
2.102 3.230 2.624 -0.730 0.027 0.762
H2 2.10(6)  2.02(6)  2.64(7)  0.13(6)  0.11(6)  -0.72(6)
0.833 1.155 0.866 -0.036 -0.018 -0.099
2.300 1.985 2.052 0.139 0.205 -0.480
2.744 1.988 2.303 0.335 0.173 -0.795
2.339 2.070 2.135 0.235 0.182 -0.547
H3 2.47(7)  1.96(6)  2.24(7)  0.23(6)  -0.04(6) -0.66(6)
0.876 1.118 0.882 0.024 -0.016 -0.102
2.385 1.983 1.971 0.203 0.149 -0.512
2.842 2.086 2.346 0.326 0.180 -0.936
2.445 2.090 2.243 0.239 0.102 -0.695
H4 2.50(7) 2.87(8)  1.60(6)  -0.04(6) -0.08(6)  0.48(6)
0.827 1.189 0.879 0.019 -0.029 -0.056
2.383 2.444 1.551 0.051 -0.027 0.210
2.812 2.990 1.456 -0.050 -0.021 0.517
2.416 2.754 1.575 -0.066 0.012 0.311
H5A  2.61(8) 2.67(8)  4.78(11) 0.24(7)  0.37(8)  -1.81(8)
0.872 1.276 1.514 0.085 -0.010 -0.149
2.372 2.606 2.939 0.105 0.144 -1.159
2.808 2.479 2.611 0.374 0.102 -1.122
2.396 2.885 3.192 0.205 0.160 -1.410
H5B  2.48(7) 3.25(9)  2.85(8)  -0.01(7) -0.53(7) 1.12(7)
0.872 1.276 1.514 0.085 -0.010 -0.149
2.395 3.556 1.966 -0.049 -0.193 0.395
2.902 2.896 1.735 0.223 -0.308 0.321
2.541 3.437 2.062 0.024 -0.356 0.459
H11  1.81(6) 3.17(8)  2.13(7)  -0.12(6) 0.45(6)  0.34(7)
0.946 1.627 0.997 0.067 -0.081 0.064
1.863 3.314 1.929 0.217 0.252 0.338
2.173 3.447 2.004 -0.029 0.686 -0.014
1.793 3.336 2.028 0.270 0.317 0.200
H12  2.85(8) 3.02(8)  2.19(8)  -0.47(7) 0.70(6)  -0.19(7)
1.079 1.418 1.141 -0.311 0.084 -0.058
2.444 2.709 1.720 -0.478 0.469 -0.264
2.832 3.522 1.461 -0.158 0.565 -0.205
2.539 3.089 1.709 -0.549 0.542 -0.193
H13  3.18(8) 1.76(6)  2.28(7)  -0.10(6) 0.10(7)  0.23(6)
1.331 1.242 0.941 0.055 -0.058 0.053
3.034 1.721 2.079 -0.124 -0.162 0.086
3.304 1.500 3.199 -0.185 -0.224 0.167
3.271 1.719 2.500 -0.193 -0.314 0.211
H14  3.34(8) 1.95(7)  2.78(8)  0.86(7)  -0.30(7)  0.14(6)
1.202 1.104 1.144 0.173 -0.160 -0.167
2.655 1.908 1.998 0.481 -0.356 0.027
2.751 2.005 2.767 0.482 -0.507 0.531
2.762 1.900 2.265 0.462 -0.445 0.106
H15  2.75(8) 2.79(8)  2.26(7)  -0.64(7) 0.02(6)  -0.70(7)
0.921 1.774 1.2818 -0.177 0.148 -0.174
2.325 3.071 2.091 -0.563 -0.053 -0.439

2.760 3.133 2.217 -0.256 -0.458 -0.742



Table 8: Nuclear coordinates and anisotropic displacement parameters (10_2A2) for hydrogen
atoms in MAHS. First row: ADPs with standard uncertainties, derived from the neutron
diffraction data and adjusted according to the difference between the carbon and oxygen
ADPs from neutron and X-ray experiments. Second row: Best anisotropic model based on
addition of rigid body motion and internal vibrations.

atom x y z Ull U22 U33 U12 U13 U23
H1 .0000 .5000 .5000 2.6(5)  2.3(4) 2.0(5) -0.6(3) 0.6(4) -0.8(3)
.0000 .5000 .5000 2.6 2.9 2.7 -0.7 1.3 0.1
H2 6346(13)  .5380(4)  .2137(8) 2.4(1)  5.5(1)  2.0(1)  -1.0(1)  0.3(1) -0.8(1)
6364 5373 2143 2.3 5.2 1.9 1.1 0.1 -0.5
H3 .4092(10)  .6086(4)  .0561(7) 4.4(1)  1.9(1)  3.5(1)  0.07(9) 2.11(9)  0.27(8)
4084 .6096 0554 4.0 1.6 3.9 0.39 2.04 0.41
H4 -.0405(6)  .1858(3)  -.6424(4)  2.20(6) 1.41(6) 2.04(6) 0.26(5) 0.49(4)  -0.36(5)
-.0402 .1859 -.6415 2.48 1.78 2.38 0.28 0.25 -0.36
H5 -.0421(8)  .2500 -4074(8)  2.04(8) 2.29(8) 1.6(1)  0.000 -0.08(7)  0.000
-.0424 .2500 -.4066 2.49 2.45 1.7 0.000 -0.09 0.000
H6 -.4838(1)  .3174(5) -.5014(10) 2.7(1)  3.6(2)  6.36(6) 0.7(1)  0.5(1) -2.0(1)
-.4824 3177 -.5013 3.5 2.9 5.32 0.5 0.2 1.3
H7 -.4794(16)  .2500 -7508(14)  3.5(2)  6.3(2)  3.1(2)  0.000 -1.4(1)  0.000
-.4800 .2500 -.7510 3.5 5.1 3.0 0.000 -0.7 0.000
H8 1161(7) 1912(3)  .9503(4) 3.5(1)  1.7(1)  1.85(7) 0.16(5) -0.06(5)  0.22(6)
1160 1910 9505 6.7 2.2 2.44 0.13 -0.72 0.51

Table 9: Nuclear coordinates and anisotropic displacement parameters (1072A2) for hydrogen
atoms in MADMA. First row: ADPs with standard uncertainties, derived from the neutron
diffraction data and adjusted according to the difference between the carbon and oxygen
ADPs from neutron and X-ray experiments. Second row: Best anisotropic model based on
addition of rigid body motion and internal vibrations.

atom x y z Ull U22 Udd U12 U13 U23
D2 0.0023(11)  0.6907(6) 1/4 2.6(3) 22(3) 1.8(3) 0.7(3) 0.00 0.00
-.003243 .693782 1/4 3.9 3.7 1.6 0.7 0.00 0.00
H2 0.4113(7)  0.5149(4) 0.1840  2.8(2) 4.6(3) 2.9(2) 1.4(2) -0.5(2) 0.3(2)
.397274 508624 0.1816 2.9 4.4 2.4 1.6 -0.4 0.4
D4 0.2618(11)  0.2985(6) 1/4 2.3(3)  1.4(3) 2.6(3) 0.2(2) 0.00 0.00
.242743 795273 1/4 4.2 3.1 1.7 -0.1 0.00 0.00
H4 0.2092(8)  0.0145(3) 0.1837  4.8(2) 2.1(2) 2.6(2) -0.2(2) 0.5(2)  -0.8(1)
.206156 516905 0.1809 4.7 1.9 2.6 0.0 0.1 -0.6
D5 0.0447(5)  0.3734(3) -0.0198 2.3(1) 3.2(2) 2.5(2) 0.1(1) 0.5(1)  0.1(2)
.050156 .375504 -0.0198 2.4 3.3 2.3 0.1 0.5 -0.0
D6 0.1775(5)  0.4365(3) 0.0496  3.0(2) 3.1(1) 2.1(1) 0.6(1)  0.0(1)  1.2(1)
.182102 433457 0.0504 3.1 2.7 2.2 0.1 0.0 0.5
D7 0.1945(5)  0.2960(3) 0.0408  2.8(1) 2.9(1) 2.7(1) -0.1(1) -0.2(1) -1.3(1)
197467 .297647 0.0388 3.1 2.6 2.4 0.2 0.1 -0.4
H5 -0.0042(7)  0.8766(4)  0.0090  2.6(2) 4.0(2) 5.4(2) 0.1(2) 0.3(2) -0.7(3)
502510 377918 0.0090 3.0 5.3 3.6 0.1 0.7 -0.3
H6 0.1454(9)  0.9686(4) 0.0665  5.5(3) 3.3(2) 4.3(3) -0.5(2) -0.7(2) -2.0(2)
.354132 466872 0.0666 4.8 2.7 4.4 0.3 -0.7 -1.0
H7 0.1472(9)  0.8213(5) 0.0848  5.4(3) 4.8(3) 3.6(2) -0.5(3) -1.6(2) 2.6(2)
.350194 .317984 0.0808 4.8 3.6 3.5 -0.5 -0.5 1.5



Table 10: Nuclear coordinates and anisotropic displacement parameters (10_2A2) for hydro-
gen atoms in urea. First row: Nuclear coordinates and ADPs with standard uncertainties,
derived from the neutron diffraction data. Second row: Best anisotropic model based on
addition of rigid body motion and internal vibrations.

atom  x v Z Ut U22 u33 Utz uls U2

H1 0.2575(3)  0.7575  0.2827(3) 4.40(11)  4.40(11) 2.16(7) -2.22(8) -0.31(9) -0.31(9)
H1 0.2559 0.7559  0.2857 4.35 4.35 2.59 -2.13 -0.45 -0.45
H2 0.1441(4) 0.6441  -0.0380(3)  4.30(10)  4.30(10) 1.40(6) -1.58(8)  0.19(8) 0.19(8)
H2 0.1374 0.6374  -0.0359 4.92 4.92 1.45 -1.56 -0.01 -0.01
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