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Table 1. The wall time [min] of construction of Fkomatrix and
diagonalization of SCF equation by direct-SCF ai&&F on CPU and GPU.

Construction  Diagonalization Total time
Direct-HF(CPU) 124.2 - 3.8 - 128.5 -
Direct-HF(GPU) 26.7 4.7y 3.8 (1.0) 30.7 (4.2)
RI-HF(GPU) 11.7 (10.6) 3.8 (1.0) 15.9 (8.1)
DC-RI-HF(GPU) 11.7 (10.6) 2.5 (1.5) 14.7 (8.8)
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Fig. 1. System-size dependence of the wall
times for the DC and conventional CCSD
calculations of gH,,o0n CPU and GPU.
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