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MGAC-QE-OSG flow chart

 Two lists of individuals, one for optimized structures and another for non-optimized Methanol: structures were generated for 32 space groups
structures. Tested molecules a) Methanol y b) Ethanol: Comparison With 4 or fewer symmetry operations represented in blue
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Table 1. Summary of computational data = 4000
200 3500
Test Molecule No. of Number of  Structures Total Core The average of  OSG Resourses 3000
optimized MGAC  per iteration Hours core hours per 0 2500
structures iterations structure - A
1500
Methanol 8567 160 ~70 27K 6.48 CPU: 1 perjob | j;;
Ethanol 109561 558 ~300 1.5M 13.48 RAM: 5-20GB o e i m H"‘"‘““"“wm P ———— :!“”l"'“'“”ﬂ - J e ——
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Number of processes running, on hold, and idle during each MGAC-QE-OSG iteration of the

Table 2. Energy and crystallographic parameters for predicted molecules for the MGAC-
&Y y grap P P optimization on left: methanol , and right ethanol

QE-OSG and its comparison with the reference experimental structure

CONCLUSIONS
Space Energy Cell parameters RMS pxrd
group a b C o B Y
METHANOL
MGAC-QE-OSG -63075.01 4.3938 48473 9.0826 90 90 90
Experimental P2;2,2, 46469 4.9285 9.0403 90 90 90 0.1432 0.3721
Exp-QEopt -63074.68 4.3707 49176 9.0898 90 90 90 0.0533 0.9915
ETHANOL
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