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Input: Four Gauss-type orbitals G, Gp, G, Ga

Output: ERI [ab|cd]

: for k =0to K do

Compute R values in batch k in parallel

: end for
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monatonic Hydrogen (H)
HEEBAEL | cc-pVDZ  cc-pVTZ  cc-pVQZ  cc-pV5Z cc-pVoZ
M

5 15 35 70 126

max(K) 4 3 12 16 20
CPU 0.001 0.135 9.680 766.249 48,479.200
GPU 0.002 0.008 0.183 8.713 476.624
b 0.60 16.67 52.90 87.94 101.71
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Benzene (C¢Hs) Naphthalene (CioHg) | Copper oxide (CuO)

%TL‘QB@& STO-3G  6-31G** | STO-3G  6-31G** | STO-3G _ 6-31G**
36 120 58 190 24 54

max(K) 4 8 4 8 8 12
CPU 17198 384714 | 113375 3972.26 14847 274386
GPU 2.385 44.736 15.722 290.210 0.841 11.141
[Epi(ee s 7.21 13.07 7.22 13.69 17.65 24.63
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