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A GPU Implementation of Head-Gordon-Pople Algorithm
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Algorithm 1 BEf7® GPU 5225 (ITIB 713 X A1)

1: for each 175D LR (batch) in parallel with thread do
2: for each [ab|cd] do
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6: end for
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Algorithm 2 $22F7k

1: for each 1751 32 x 32 E 3 (X A /L) in parallel with warp do
for each & £ )LD %% in parallel with thread do

3 for each X 4 L DEAT do
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14: end for

15: end for
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