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Motivation
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= Natural orbitals are great tool in all kinds of many-body methods

= Convergence almost independent of underlying HO basis frequency
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Courtesy of Tobias Wolfgruber

= Generate radius sequences converging from above as evaluation data for
artificial neural networks (ANNSs)
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Natural Orbitals (NATS)
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Optimal Convergence
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= Easy to dial-in optimal radius convergence with SNATs

= No significant loss in convergence rate for energy
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= Generate radius sequences converging from above & below

m Next step: Application as evaluation data for ANNs
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