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Table 1 Elapsed time[s] and speedups [from CPU 1core] of (ss,ss)-type 4-center ESP calculation for

FMO calculation of (Ala)10 (112 atom, 5 fragments)

‘ 4 MPI / worker 1 MPI / worker

Elapsed Time /s SpeedUps  Elapsed Time /s SpeedUps

CPU (4 core) GPU ICPU (1core) |~ CPU (4 core) GPU ICPU (1core)
SCC 12.0 25 19.6 42.3 7.3 23.2
Dimer SCF 34 0.5 26.5 11.9 1.8 26.8
ES Dimer 0.3 0.0 25.8 0.9 0.1 28.4

HEE: ABFZED—EBIT JIST-CREST AFZEREIE [ARA b XZ 27— V@ EHH RICE T2 VAT LAY 7 by = T
ORI, FFERE TR A b~ 2 — VBRI A T TSRS - R A BRI ORFZEBR%E ) 10k 5.
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