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a: Malonic acid / MALNACO02 b: Malonic acid / MALNACO06 c¢: Hydroxymalonic acid / HMALAC10

e: Cyclo-(glycyl-L-seryl) / f: Cyclo-(N-Hydroxyglycyl-L-alanyl) /
d: Dihydroxymalonic acid / NURQEW HIFIZUH (lycy ) KAI%IYOIQ y yaey v
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Lattice Constants® Euler Angles’(deg) Crystal Energy (kcal/mol)
a Conf. No. ey
AB/ AC/ Aa/deg AB/d Ay/d AX AY AZ . . sum.
Refcode' (Num. of Conf) a/deg AP/deg Ay/deg intra inter
MALNAC02 1(2) 0322 -0.022 -0.127 -3.109 -0.046 -1.102 0346 14114 -1703 -5805 -5206 -110.11
MALNAC06 1(2) 0.246 -0595 1363 0401 -4365 3.708 6.256 7.047 5622 -5831 -51.86 -110.17
HMALAC10 5(9) 0.039 -0.037 0.158 0.193 0.684 -8.783 1833 -61.87 -43.54
NURQEW 3(8) 0.038 1.004 -0.765 8.617 3800 -7.309 0.496 61.60 -63.77 -2.17
HIFPUH 5(13) 0.098 0131 0.187 4.896 1901 -0390 1295 70.90 -59.01 11.89
KARYOR 4A(4) 0.557 -0.269  0.480 4339  -0.901 -3.020 92.48 -39.39 53.09

a:CSD entry identifier b: Index number in the order of steric energy ¢ : Number of conformers d: Difference between exp.
and calcd. crystal structures e: Intramolecular interaction energy f: Intermolecular interaction energy
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