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Table S1 Bond lengths and bond angles of malgly and malur in the crystal (data for second 

molecule of malgly is given in Table S3) 

Malgly (A
o
) Malur (A

o
) 

C(1)-O(1)  1.2196(15) 

C(1)-O(2)  1.2977(15) 

C(1)-C(2)  1.4864(17) 

C(2)-C(3)  1.3294(17) 

C(3)-C(4)  1.4785(17) 

C(4)-O(3)  1.2488(15) 

C(4)-N(1)  1.3196(16) 

C(5)-N(1)  1.4459(16) 

C(5)-C(6)  1.4999(17) 

C(6)-O(4)  1.2048(15) 

C(6)-O(5)  1.3083(15) 

O(1)-C(1)-O(2) 119.35(12) 

O(1)-C(1)-C(2) 119.79(11) 

O(2)-C(1)-C(2) 120.86(11) 

C(3)-C(2)-C(1) 131.26(11) 

C(2)-C(3)-C(4) 128.65(11) 

O(3)-C(4)-N(1) 120.25(11) 

C(4)-N(1)-C(5) 120.44(11) 

O(3)-C(4)-C(3) 123.57(11) 

N(1)-C(4)-C(3) 116.18(11) 

N(1)-C(5)-C(6) 110.85(11) 

O(4)-C(6)-O(5) 125.04(11) 

O(4)-C(6)-C(5) 124.12(11) 

O(5)-C(6)-C(5) 110.84(11) 

C(1)-O(1)  1.210(2) 

C(1)-O(2)  1.312(2) 

C(1)-C(2)  1.461(2) 

C(2)-C(3)  1.316(2) 

C(3)-C(4)  1.478(2) 

C(4)-O(3)  1.216(2) 

C(4)-N(1)  1.363(2) 

C(5)-O(4)  1.245(2) 

C(5)-N(2)  1.307(2) 

C(5)-N(1)  1.373(2) 

O(1)-C(1)-O(2) 123.76(17) 

O(1)-C(1)-C(2) 124.12(16) 

O(2)-C(1)-C(2) 112.12(15) 

C(3)-C(2)-C(1) 125.07(16) 

C(2)-C(3)-C(4) 129.44(16) 

O(3)-C(4)-N(1) 123.17(17) 

O(3)-C(4)-C(3) 120.09(16) 

N(1)-C(4)-C(3) 116.61(15) 

O(4)-C(5)-N(2) 122.73(17) 

O(4)-C(5)-N(1) 118.22(15) 

N(2)-C(5)-N(1) 119.02(16) 

C(4)-N(1)-C(5) 127.03(15) 
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Table S2 Torsion/Dihedral Angles of malgly and malur (Deg.) - Klyne & Prelog Convention 

(Dunitz, p241) - (Excl. Minor Disorder & Embedded Bond Angl. > 160. Deg.) 

Malgly Malur 

O(1)   C(1)   C(2)   C(3)     -179.40(14)     

O(2)   C(1)   C(2)   C(3)          0.5(2)     

C(1)   C(2)   C(3)   C(4)          0.6(2) 

C(2)   C(3)   C(4)   O(3)         -0.4(2)     

C(2)   C(3)   C(4)   N(1)      179.70(13)     

O(3)   C(4)   N(1)   C(5)       -0.26(19) 

C(3)   C(4)   N(1)   C(5)      179.63(11)     

C(6)   C(5)   N(1)   C(4)      176.96(11)     

N(1)   C(5)   C(6)   O(4)        3.85(19) 

 N(1)   C(5)   C(6)   O(5)     -176.64(11) 

 O(1)   C(1)   O(2)   H(2X)            179     

C(2)   C(1)   O(2)   H(2X)              0     

O(1)   C(1)   C(2)   H(2A)              1 

O(2)   C(1)   C(2)   H(2A)           -180     

C(1)   C(2)   C(3)   H(3)            -179     

H(2A)  C(2)   C(3)   C(4)            -179 

H(2A)  C(2)   C(3)   H(3)               1     

H(3)   C(3)   C(4)   O(3)             180     

H(3)   C(3)   C(4)   N(1)               0 

O(3)   C(4)   N(1)   H(1X)      178.5(14)     

C(3)   C(4)   N(1)   H(1X)       -1.6(14)     

C(6)   C(5)   N(1)   H(1X)       -1.9(13) 

H(5A)  C(5)   N(1)   C(4)              56     

H(5A)  C(5)   N(1)   H(1X)           -123     

H(5B)  C(5)   N(1)   C(4)             -62 

H(5B)  C(5)   N(1)   H(1X)            119     

H(5A)  C(5)   C(6)   O(4)             125     

O(1)   C(1)   C(2)   C(3)        -23.7(3)     

O(2)   C(1)   C(2)   C(3)      156.46(19)     

C(1)   C(2)   C(3)   C(4)          0.0(3) 

C(2)   C(3)   C(4)   O(3)        124.7(2)     

C(2)   C(3)   C(4)   N(1)        -59.3(3)     

O(3)   C(4)   N(1)   C(5)          6.0(3) 

C(3)   C(4)   N(1)   C(5)     -169.85(17)     

O(4)   C(5)   N(1)   C(4)     -175.22(16)     

N(2)   C(5)   N(1)   C(4)          6.6(3) 

O(1)   C(1)   O(2)   H(2C)              7     

C(2)   C(1)   O(2)   H(2C)           -173     

O(1)   C(1)   C(2)   H(2)             156 

O(2)   C(1)   C(2)   H(2)             -24     

C(1)   C(2)   C(3)   H(3)            -180     

H(2)   C(2)   C(3)   C(4)             180 

H(2)   C(2)   C(3)   H(3)               0     

H(3)   C(3)   C(4)   O(3)             -55     

H(3)   C(3)   C(4)   N(1)             121 

O(3)   C(4)   N(1)   H(1)            -174     

C(3)   C(4)   N(1)   H(1)              10     

O(4)   C(5)   N(1)   H(1)               5 

N(2)   C(5)   N(1)   H(1)            -173     

O(4)   C(5)   N(2)   H(2A)       -5.2(15)     

O(4)   C(5)   N(2)   H(2B)      177.7(16) 

N(1)   C(5)   N(2)   H(2A)      172.9(15)     

N(1)   C(5)   N(2)   H(2B)       -4.2(17) 
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H(5A)  C(5)   C(6)   O(5)             -56 

H(5B)  C(5)   C(6)   O(4)            -117     

H(5B)  C(5)   C(6)   O(5)              63     

O(4)   C(6)   O(5)   H(3X)        1.2(12) 

C(5)   C(6)   O(5)   H(3X)     -178.3(12) 

O(6)   C(7)   C(8)   C(9)     -178.93(14)     

O(7)   C(7)   C(8)   C(9)          1.2(2)     

C(7)   C(8)   C(9)   C(10)        -0.1(2) 

C(8)   C(9)   C(10)  O(8)          1.3(2)     

C(8)   C(9)   C(10)  N(2)     -178.71(13)     

O(8)   C(10)  N(2)   C(11)       0.21(18) 

C(9)   C(10)  N(2)   C(11)    -179.81(11)     

C(12)  C(11)  N(2)   C(10)     177.18(11)     

N(2)   C(11)  C(12)  O(9)        3.34(19) 

 N(2)   C(11)  C(12)  O(10)    -177.51(11) 

O(6)   C(7)   O(7)   H(7X)            176     

C(8)   C(7)   O(7)   H(7X)             -5     

O(6)   C(7)   C(8)   H(8)               1 

O(7)   C(7)   C(8)   H(8)            -179     

C(7)   C(8)   C(9)   H(9)             180     

H(8)   C(8)   C(9)   C(10)            180 

 H(8)   C(8)   C(9)   H(9)               0     

H(9)   C(9)   C(10)  O(8)            -179     

H(9)   C(9)   C(10)  N(2)               1 

O(8)   C(10)  N(2)   H(2Y)      179.6(14)     

C(9)   C(10)  N(2)   H(2Y)       -0.5(14)     

C(12)  C(11)  N(2)   H(2Y)       -2.2(13) 

H(11A) C(11)  N(2)   C(10)             56     

H(11A) C(11)  N(2)   H(2Y)           -123     
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H(11B) C(11)  N(2)   C(10)            -62 

H(11B) C(11)  N(2)   H(2Y)            119     

H(11A) C(11)  C(12)  O(9)             124     

H(11A) C(11)  C(12)  O(10)            -57 

 H(11B) C(11)  C(12)  O(9)            -118     

H(11B) C(11)  C(12)  O(10)             62     

O(9)   C(12)  O(10)  H(10X)      -0.7(12) 

C(11)  C(12)  O(10)  H(10X)    -179.9(12) 

 

 

Table S3 Crystallographic data of second molecule of malgly 

Bond lengths [Å] and angles [°] for malgly 

____________________________________________________ 

C(1)-O(1)  1.2196(15) 

C(1)-O(2)  1.2977(15) 

C(1)-C(2)  1.4864(17) 

C(2)-C(3)  1.3294(17) 

C(2)-H(2A)  0.9300 

C(3)-C(4)  1.4785(17) 

C(3)-H(3)  0.9300 

C(4)-O(3)  1.2488(15) 

C(4)-N(1)  1.3196(16) 

C(5)-N(1)  1.4459(16) 

C(5)-C(6)  1.4999(17) 

C(5)-H(5A)  0.9700 

C(5)-H(5B)  0.9700 

C(6)-O(4)  1.2048(15) 

C(6)-O(5)  1.3083(15) 

C(7)-O(6)  1.2197(16) 

C(7)-O(7)  1.2996(15) 
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C(7)-C(8)  1.4851(17) 

C(8)-C(9)  1.3304(18) 

C(8)-H(8)  0.9300 

C(9)-C(10)  1.4763(17) 

C(9)-H(9)  0.9300 

C(10)-O(8)  1.2483(15) 

C(10)-N(2)  1.3211(16) 

C(11)-N(2)  1.4444(16) 

C(11)-C(12)  1.4983(17) 

C(11)-H(11A)  0.9700 

C(11)-H(11B)  0.9700 

C(12)-O(9)  1.1963(16) 

C(12)-O(10)  1.3089(16) 

N(1)-H(1X)  0.814(19) 

N(2)-H(2Y)  0.83(2) 

O(2)-H(2X)  0.8200 

O(5)-H(3X)  0.97(2) 

O(7)-H(7X)  0.8200 

O(10)-H(10X)  0.98(2) 

 

O(1)-C(1)-O(2) 119.35(12) 

O(1)-C(1)-C(2) 119.79(11) 

O(2)-C(1)-C(2) 120.86(11) 

C(3)-C(2)-C(1) 131.26(11) 

C(3)-C(2)-H(2A) 114.4 

C(1)-C(2)-H(2A) 114.4 

C(2)-C(3)-C(4) 128.65(11) 

C(2)-C(3)-H(3) 115.7 

C(4)-C(3)-H(3) 115.7 

O(3)-C(4)-N(1) 120.25(11) 
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O(3)-C(4)-C(3) 123.57(11) 

N(1)-C(4)-C(3) 116.18(11) 

N(1)-C(5)-C(6) 110.85(11) 

N(1)-C(5)-H(5A) 109.5 

C(6)-C(5)-H(5A) 109.5 

N(1)-C(5)-H(5B) 109.5 

C(6)-C(5)-H(5B) 109.5 

H(5A)-C(5)-H(5B) 108.1 

O(4)-C(6)-O(5) 125.04(11) 

O(4)-C(6)-C(5) 124.12(11) 

O(5)-C(6)-C(5) 110.84(11) 

O(6)-C(7)-O(7) 119.47(12) 

O(6)-C(7)-C(8) 119.56(11) 

O(7)-C(7)-C(8) 120.97(11) 

C(9)-C(8)-C(7) 131.11(12) 

C(9)-C(8)-H(8) 114.4 

C(7)-C(8)-H(8) 114.4 

C(8)-C(9)-C(10) 128.92(11) 

C(8)-C(9)-H(9) 115.5 

C(10)-C(9)-H(9) 115.5 

O(8)-C(10)-N(2) 119.96(12) 

O(8)-C(10)-C(9) 123.81(11) 

N(2)-C(10)-C(9) 116.23(11) 

N(2)-C(11)-C(12) 111.43(11) 

N(2)-C(11)-H(11A) 109.3 

C(12)-C(11)-H(11A) 109.3 

N(2)-C(11)-H(11B) 109.3 

C(12)-C(11)-H(11B) 109.3 

H(11A)-C(11)-H(11B) 108.0 

O(9)-C(12)-O(10) 124.84(12) 
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O(9)-C(12)-C(11) 124.43(12) 

O(10)-C(12)-C(11) 110.72(11) 

C(4)-N(1)-C(5) 120.44(11) 

C(4)-N(1)-H(1X) 121.7(12) 

C(5)-N(1)-H(1X) 117.9(13) 

C(10)-N(2)-C(11) 120.08(11) 

C(10)-N(2)-H(2Y) 121.6(13) 

C(11)-N(2)-H(2Y) 118.3(13) 

C(1)-O(2)-H(2X) 109.5 

C(6)-O(5)-H(3X) 108.7(12) 

C(7)-O(7)-H(7X) 109.5 

C(12)-O(10)-H(10X) 107.6(12) 

_____________________________________________________________ 

Symmetry transformations used to generate equivalent atoms: 

 

S1. Crystallographic data of second molecule of malgly 

Table S4 Anisotropic displacement parameters (Å2x 103)for malgly.  The anisotropic displacement 

factor exponent takes the form: -2 2[ h2a*2U11 + ... + 2 h k a* b* U12 ] 

______________________________________________________________________________ 

 U11 U22 U33 U23 U13 U12 

______________________________________________________________________________ 

C(1) 24(1)  36(1) 47(1)  24(1) 7(1)  9(1) 

C(2) 26(1)  36(1) 54(1)  27(1) 10(1)  13(1) 

C(3) 30(1)  30(1) 53(1)  25(1) 12(1)  11(1) 

C(4) 25(1)  31(1) 44(1)  21(1) 9(1)  7(1) 

C(5) 23(1)  36(1) 63(1)  31(1) 9(1)  8(1) 

C(6) 25(1)  33(1) 47(1)  22(1) 10(1)  10(1) 

C(7) 25(1)  34(1) 51(1)  22(1) 10(1)  9(1) 

C(8) 28(1)  29(1) 54(1)  23(1) 11(1)  6(1) 

C(9) 31(1)  32(1) 54(1)  26(1) 12(1)  12(1) 
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C(10) 26(1)  33(1) 44(1)  20(1) 9(1)  11(1) 

C(11) 26(1)  35(1) 56(1)  26(1) 9(1)  10(1) 

C(12) 27(1)  35(1) 49(1)  23(1) 10(1)  11(1) 

N(1) 24(1)  31(1) 56(1)  26(1) 9(1)  7(1) 

N(2) 25(1)  33(1) 54(1)  25(1) 8(1)  10(1) 

O(1) 23(1)  47(1) 79(1)  37(1) 4(1)  6(1) 

O(2) 24(1)  36(1) 80(1)  36(1) 5(1)  7(1) 

O(3) 24(1)  34(1) 77(1)  33(1) 8(1)  9(1) 

O(4) 30(1)  35(1) 74(1)  31(1) 12(1)  11(1) 

O(5) 23(1)  43(1) 91(1)  40(1) 10(1)  11(1) 

O(6) 23(1)  47(1) 83(1)  38(1) 9(1)  9(1) 

O(7) 24(1)  39(1) 85(1)  39(1) 7(1)  9(1) 

O(8) 26(1)  36(1) 81(1)  35(1) 8(1)  9(1) 

O(9) 31(1)  44(1) 93(1)  44(1) 9(1)  12(1) 

O(10) 24(1)  46(1) 95(1)  43(1) 7(1)  6(1) 

 

Table S5 Hydrogen coordinates ( x 104) and isotropic displacement parameters (Å2x 103) for 

malgly. 

________________________________________________________________________________ 

 x y  z  U(eq) 

________________________________________________________________________________ 

 

H(2A) 3018 5906 2725 44 

H(3) 5756 7478 3677 44 

H(5A) 10584 6343 4487 48 

H(5B) 10553 7071 6080 48 

H(8) -1988 -474 7779 46 

H(9) 742 -204 8717 46 

H(11A) 5565 4022 10757 46 

H(11B) 5619 3158 9184 46 

H(1X) 8830(20) 8230(20) 4682(18) 55(5) 

H(3X) 14600(30) 9530(20) 6475(19) 71(5) 

H(10X) 9600(30) 3500(20) 11530(20) 77(6) 
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H(2Y) 3820(20) 1000(20) 9632(18) 63(5) 

H(2X) 5142 3697 3421 72 

H(7X) 193 3011 8194 74 

________________________________________________________________________________ 

Table S6  

Nr Typ Res Donor --- H....Acceptor [    ARU  ]      D - H      H...A      

D...A  D - H...A    A..H..A* A'..H..A" Sum(XY,YZ)  Sum(XZ) 

-------------------------------------------------------------------- 

 1 Intra 1 N(1)  --H(1X)  ..O(4)   [         ]    0.81(2)  2.360(18) 

2.7147(17)  107.3(14) 

 2       1 N(1)  --H(1X)  ..O(4)   [  2556.01]    0.81(2)    2.23(2) 

3.0179(18)  163.6(16)'   88.9(7)'              360(2) 

 3 Intra 1 O(2)  --H(2X)  ..O(3)   [         ]       0.82       1.63 

2.4535(16)        177 

 4 Intra 2 N(2)  --H(2Y)  ..O(9)   [         ]    0.82(2)  2.383(18) 

2.7268(17)  106.0(15) 

 5       2 N(2)  --H(2Y)  ..O(9)   [  2675.02]    0.82(2)    2.20(2) 

2.9944(19)  162.5(16)'   89.9(7)'              358(2) 

 6       1 O(5)  --H(3X)  ..O(6)   [  1345.02]    0.97(2)    1.67(2) 

2.6404(17)     174(2) 

 7 Intra 2 O(7)  --H(7X)  ..O(8)   [         ]       0.82       1.65 

2.4644(15)        175 

 8       2 O(10) --H(10X) ..O(1)   [  1454.01]    0.98(2)    1.64(2) 

2.6164(17)     172(2) 

 

 9       1 C(2)  --H(2A)  ..O(7)   [  2766.02]       0.93       2.44 

3.3636(19)        175 

10       1 C(3)  --H(3)   ..O(4)   [  2556.01]       0.93       2.55   

3.361(2)        146 

11       2 C(8)  --H(8)   ..O(2)   [  2776.01]       0.93       2.41 

3.3358(19)        171 

12       2 C(9)  --H(9)   ..O(9)   [  2675.02]       0.93       2.56   

3.363(2)        144 

 

Translation of ARU-code to Equivalent Position Code 

=================================================== 

[  2556. ]  = -x,-y,1-z 

[  1345. ]  = -2+x,-1+y,z 

[  2766. ]  = 2-x,1-y,1-z 

[  2675. ]  = 1-x,2-y,-z 

[  1454. ]  = -1+x,y,-1+z 

[  2776. ]  = 2-x,2-y,1-z 
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S2. Crystallographic data of malur 

Table S7 Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103) 

for malur.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor. 

________________________________________________________________________________ 

 x y z U(eq) 

________________________________________________________________________________ 

C(1) 6090(2) 4391(3) 1001(1) 36(1) 

C(2) 5530(2) 3068(3) 466(1) 38(1) 

C(3) 4395(2) 2232(3) 517(1) 36(1) 

C(4) 3429(2) 2388(2) 1096(1) 32(1) 

C(5) 3038(2) 1547(3) 2357(1) 31(1) 

N(1) 3805(1) 1807(2) 1765(1) 32(1) 

N(2) 1795(1) 1686(3) 2284(1) 40(1) 

O(1) 5471(1) 5343(2) 1428(1) 44(1) 

O(2) 7346(1) 4433(2) 963(1) 48(1) 

O(3) 2342(1) 2908(2) 956(1) 44(1) 

O(4) 3559(1) 1137(2) 2940(1) 40(1) 

________________________________________________________________________________ 
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Table S8 Bond lengths [Å] and angles [°] for malur. 

_____________________________________________________ 

C(1)-O(1)  1.210(2) 

C(1)-O(2)  1.312(2) 

C(1)-C(2)  1.461(2) 

C(2)-C(3)  1.316(2) 

C(2)-H(2)  0.9300 

C(3)-C(4)  1.478(2) 

C(3)-H(3)  0.9300 

C(4)-O(3)  1.216(2) 

C(4)-N(1)  1.363(2) 

C(5)-O(4)  1.245(2) 

C(5)-N(2)  1.307(2) 

C(5)-N(1)  1.373(2) 

N(1)-H(1)  0.8600 

N(2)-H(2A)  0.87(2) 

N(2)-H(2B)  0.85(3) 

O(2)-H(2C)  0.8200 

 

O(1)-C(1)-O(2) 123.76(17) 

O(1)-C(1)-C(2) 124.12(16) 

O(2)-C(1)-C(2) 112.12(15) 

C(3)-C(2)-C(1) 125.07(16) 

C(3)-C(2)-H(2) 117.5 

C(1)-C(2)-H(2) 117.5 

C(2)-C(3)-C(4) 129.44(16) 

C(2)-C(3)-H(3) 115.3 

C(4)-C(3)-H(3) 115.3 

O(3)-C(4)-N(1) 123.17(17) 

O(3)-C(4)-C(3) 120.09(16) 
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N(1)-C(4)-C(3) 116.61(15) 

O(4)-C(5)-N(2) 122.73(17) 

O(4)-C(5)-N(1) 118.22(15) 

N(2)-C(5)-N(1) 119.02(16) 

C(4)-N(1)-C(5) 127.03(15) 

C(4)-N(1)-H(1) 116.5 

C(5)-N(1)-H(1) 116.5 

C(5)-N(2)-H(2A) 112.9(15) 

C(5)-N(2)-H(2B) 121.2(18) 

H(2A)-N(2)-H(2B) 126(2) 

C(1)-O(2)-H(2C) 109.5 

_____________________________________________________________ 

Symmetry transformations used to generate equivalent atoms: 

Table S9 Anisotropic displacement parameters (Å2x 103) for malur.  The anisotropic displacement 

factor exponent takes the form: -2 2[ h2a*2U11 + ... + 2 h k a* b* U12 ] 

______________________________________________________________________________ 

 U11 U22 U33 U23 U13 U12 

______________________________________________________________________________ 

C(1) 30(1)  43(1) 34(1)  3(1) 4(1)  -1(1) 

C(2) 36(1)  50(1) 27(1)  -2(1) 3(1)  3(1) 

C(3) 37(1)  43(1) 30(1)  -7(1) -4(1)  2(1) 

C(4) 31(1)  34(1) 32(1)  -4(1) -5(1)  -2(1) 

C(5) 28(1)  33(1) 32(1)  -5(1) -4(1)  -4(1) 

N(1) 22(1)  40(1) 32(1)  -2(1) -2(1)  -1(1) 

N(2) 25(1)  57(1) 37(1)  2(1) 0(1)  -2(1) 

O(1) 32(1)  52(1) 48(1)  -12(1) 5(1)  0(1) 

O(2) 30(1)  65(1) 48(1)  -12(1) 9(1)  -7(1) 

O(3) 30(1)  63(1) 39(1)  3(1) -6(1)  7(1) 

O(4) 30(1)  60(1) 31(1)  1(1) -4(1)  -8(1) 

______________________________________________________________________________ 
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Table S10 Hydrogen coordinates ( x 104) and isotropic displacement parameters (Å2x 103) for 

malur. 

________________________________________________________________________________ 

 x  y  z  U(eq) 

________________________________________________________________________________ 

 

H(2A) 1380(20) 1360(30) 2670(12) 47(6) 

H(2B) 1460(20) 2010(30) 1884(14) 58(7) 

H(2) 6013 2796 58 45 

H(3) 4168 1424 134 44 

H(1) 4609 1578 1822 38 

H(2C) 7631 5083 1299 71 

________________________________________________________________________________ 

 

Table S11 Hydrogen bonding parameters (Å, deg) of compound, malur. 

D–H···A d(D–H) d(H···A) D(D···A) DHA 

N1–H1···O4#3 0.86 1.98 2.840(2) 174 

N2–H2A···O1#4 0.87 2.05 2.912(2) 174 

N2–H2B···O3 0.85 2.05 2.667(2) 129 

N2–H2B···O1#5 0.85 2.46 2.992(2) 121 

O2–H2C···O4#1 0.82 1.86 2.664(2) 167 

C2–H2···O3#2 0.93 2.39 3.318(2) 177 

Symmetry transformations used to generate equivalent atoms: #1: 1/2+x,1/2+y,1/2-z; #2: 

1/2+x,1/2-y,-z; #3: 1-x,y,1/2-z; #4: -1/2+x,-1/2+y,1/2-z; #5: 1/2-x,-1/2+y,z. 
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S3. NMR Spectra of malur and malgly 

Figure S1 13
C NMR spectrum of malur 

 

  



Acta Cryst. (2014). B70,  doi:10.1107/S2052520614018952        Supporting information, sup-15 

 

 

Figure S2 13
C NMR spectrum of malgly 
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Table S12 Optimized geometries of malgly and malur at B3LYP/6-31++G(d,p) level in cartesian         

coordinates(Angstroms) 

   malgly (conformer I)  

   6                0.000000    0.000000    0.000000 

   6                0.000000    0.000000    1.510307 

   6                0.978662    0.000000    2.435575 

   6               2.449241    0.000000    2.228864 

   8               3.008775    0.000000    1.116178 

   7               3.185592    0.000000    3.364020 

   6                4.632135    0.000000    3.330076 

   6                5.158077    0.000000    4.749133 

   8                4.459880    0.000000    5.741882 

   8                6.501927    0.000000    4.775717 

   8              -1.080187    0.000000   -0.563171 

   8                1.146960    0.000000   -0.669460 

   1                6.785137    0.000000    5.706493 

   1                2.754526    0.000000    4.281135 

   1               -1.021765    0.000000    1.879040 

   1                0.661712    0.000000    3.476852 

   1                5.018374   -0.877569    2.797730 

   1                5.018374    0.877569    2.797730 

   1                1.937990    0.000000   -0.056116 

  malgly (conformer II)   

    6               0.000000    0.000000    0.000000 

    6               0.000000    0.000000    1.489591 

    6               0.959785    0.000000    2.432754 

   6               2.456582    0.000000    2.345179 

   8               3.131707    0.000000    1.322138 

   7               3.046494    0.000000    3.584226 

   6               4.481821    0.000000    3.709542 

   6               4.861836    0.000000    5.183716 

   8               4.055542    0.000000    6.082783 

   8               6.188393    0.000000    5.447154 

   8             -1.057310    0.000000   -0.610154 

   8               1.191015    0.000000   -0.615028 

   1               6.716473    0.000000    4.634241 
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   1               2.521144    0.000000    4.450108 

   1              -1.025971    0.000000    1.846369 

   1                0.583478    0.000000    3.455013 

    1               4.916657   -0.879645    3.213526 

    1               4.916657    0.879645    3.213526 

    1               1.007599    0.000000   -1.570514 

 malgly (conformer  III) 

    6               0.000000    0.000000    0.000000 

    6               0.000000    0.000000    1.489747 

    6               0.959637    0.000000    2.433046 

    6               2.457310    0.000000    2.346883 

    8               3.130435    0.000000    1.323051 

    7               3.044492    0.000000    3.587031 

    6               4.481497    0.000000    3.719605 

    6               4.852803    0.000000    5.185242 

   8                4.058406    0.000000    6.103529 

   8                6.188727    0.000000    5.357843 

   8               -1.057635    0.000000   -0.610038 

   8                 1.190494    0.000000   -0.614784 

   1                 6.364343    0.000000    6.314535 

   1                  2.509327    0.000000    4.445974 

   1                 -1.026268    0.000000    1.845711 

   1                  0.581926    0.000000    3.454925 

   1                  4.929414   -0.876074    3.233498 

   1                  4.929414    0.876074    3.233498 

   1                   1.008332    0.000000   -1.570484 

optimized geometry of malur 

 

    6                 -2.388577   -0.420802    0.000342 

    6                 -2.035265    1.017326    0.001416 

    6                 -0.823927    1.607079    0.001626 

    6                   0.605349    1.137106    0.000495 

    7                   0.879855   -0.199376    0.000852 

    6                   2.154076   -0.840229   -0.000054 

    8                   2.196101   -2.062370   -0.000020 

    7                   3.231237   -0.020589   -0.000734 

    8                  -1.629543   -1.377134    0.000471 
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    8                  -3.729098   -0.578672   -0.001199 

    8                   1.468747    2.022570   -0.000473 

    1                  -3.911868   -1.534257   -0.001998 

    1                 -2.901234    1.672509    0.002046 

    1                 -0.825103    2.693815    0.002404 

    1                  0.095990   -0.857800    0.001218 

    1                 4.139253   -0.457475   -0.001910 

    1                  3.110830    0.986132   -0.001164 

----------------------------------------------------------------------------- 


