O CI— 5 M Evalua_ztion c_)f RI-MP2_c_orreIa_tion energy

A Quantum Leap Into the Future of Chemistry

2
BL,BY, — BB

ia™ jb h ja

s ZZ e,—+ej)—(ea+eb)

ijab P

Computational speedup due to using
single-precision MM for B*B contractions
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using mixed precision arithmetic

Absolute error in final RI-MP2 energy due to
reduced precision. Values below 10 are

acceptable.
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