Propanal (C3HgO) Structure:
A3B6C mP40 14 3e 6e e-001
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Prototype C3HgO
AFLOW prototype label A3B6C_mP40_14_3e_6e_e-001
Mineral name propanal
CCDC 2112476
Pearson symbol mP40
Space group number 14
Space group symbol P2, /c

AFLOW prototype command  aflow --proto=A3B6C_mP40_14_3e_6e_e-001
—~params=a, b/a) C/Cl, 67 T1,Y1,21,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y7, 27,28,Y8, 28,9, Y9, 29, 105 Y10, 210

e (Maynard-Casely, 2022) gave the data for this structure in the P2;/a setting of space group #14. We used AFLOW to
transform it into the standard P2;/c setting.

e This sample of propanal melted at 164 K. Structural determination was performed at 100 K.
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