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sonnet-4.5 1,000 tokens 5,000 tokens 10,000 tokens

average error 0.416 0.392 0.405
average uncertainty 0.086 0.09 0.106
average within bound 16.72% 17.49% 17.49%

joint 1 0.678 0.619 0.656
joint 2 0.282 0.279 0.270
joint 3 0.361 0.346 0.385
joint 4 0.276 0.291 0.275
joint 5 0.490 0.446 0.448
joint 6 0.384 0.394 0.439
joint 7 0.441 0.367 0.364
joint 8 N/A N/A N/A

Hyperparameter Value Hyperparameter Value

Dimension of one-electron layer 256 Dimension of two-electron layer 32
Dimension of nuclear layer 32 Number of layers 3
Number of determinants 8 Optimizer KFAC

Learning rate 3e-3 Learning rate decay 1
Learning rate delay 1e4 Damping 1e-3

Momentum of optimizer 0.0 Batch size 1024
Number of training steps1 5e5 GBS burn in 100

Number of GBS blocks 10 Number of GBS iterations 10
Electron move width 2e-2 Nuclear move width 2e-4

Adapt frequency 100 Precision Float32
Beta in Annealing 0.002 Initial virtual temperature 0.1

Annealing steps between each training steps 10 Lattice move width 0.02
Warmup steps 50000 Lattice steps 300

Wavefunction steps 5000 Initial rs 2.11
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