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A GPU implementation of Two-Electron Repulsion Integral Screening
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Algorithm 1 % Block 23E{T 3 2E7 L2V X 4
Lpe0
2: while p <t do
3:  while true do

4 if i = 0 then

5: f=0

6: q < p +atomicAdd(sp,1)

7 if g <t then

8: if T,,T.q < 6 then

9: atomicMin(¢, q)

10: else

11 fe1 {i: thread index}
12: if f =1 then {p: row index of block}
13: Compute [ab|cd] {g: column index of block}
14: else {f: flag shared within a block }
15: break {sp: global counter initialized with 0}
16: p«< p+1 {r: min. column index of skipped block}
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