
Method
gFID w/o guidance gFID w/ guidance

250 50 20 250 50 20

ImageNet 256× 256

SiT-B/2 17.97 18.10 19.05 4.46 4.57 4.88

+ MixFlow 15.64 15.76 16.47 3.91 3.93 4.10

Gain 2.33 2.34 2.58 0.55 0.64 0.78

SiT-XL/2 9.35 9.73 10.67 2.15 2.17 2.28

+ MixFlow 7.87 8.00 8.71 1.99 2.01 2.09

Gain 1.48 1.73 1.96 0.16 0.16 0.19

ImageNet 512× 512

SiT-XL/2 9.72 11.12 13.50 2.71 2.83 3.12

+ MixFlow 7.99 9.01 10.82 2.53 2.59 2.84

Gain 1.73 2.11 2.68 0.18 0.24 0.28
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Correct Incorrect Total

Before
Correct 50164 114 50278

Incorrect 392 1673 2065

Total 50556 1787 52343
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B1In11Ga42N54

a (Å) c (Å) Eg (eV)

RA I
DFT 9.843 15.985 2.63

VFF 9.802 (-0.4%) 15.938 (-0.3%) 2.65 (0.8%)

RA II
DFT 9.840 16.006 2.66

VFF 9.809 (-0.3%) 15.951 (-0.3%) 2.70 (1.5%)

RA III
DFT 9.782 15.904 2.74

VFF 9.810 (0.3%) 15.952 (0.3%) 2.70 (-1.5%)
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Nanotube Dataset CSImage Dataset

MSE CRPS Time MSE CRPS Time

TGP 1.10 0.50 0.37 0.18 0.49 0.92

DynaTree 1.05 0.51 0.13 2.71 0.59 0.36

laGP 1.11 0.55 0.14 1.67 0.69 0.20

liGP 1.08 0.51 0.29 0.67 0.53 0.18

LocalGP 1.32 0.58 0.29 0.20 0.10 0.09

JGP-L 1.10 0.49 0.60 0.14 0.62 0.31

JGP-Q 1.38 0.56 0.86 0.14 0.60 0.82

DeepGP 1.48 0.43 0.98 1.99 0.64 0.36

BNN 1.51 0.68 0.32 0.26 0.31 0.03

RLGP 1.05 0.08 0.32 0.14 0.29 0.41

Corrosion Dataset Cancer Dataset

MSE CRPS Time MSE CRPS Time

TGP 1.17 0.61 0.59 1.25 0.61 11.62

DynaTree 1.30 0.49 1.09 1.52 0.68 0.08

laGP 0.99 0.46 0.28 1.25 0.62 0.05

liGP 1.21 0.63 0.16 1.47 0.78 0.08

LocalGP 0.92 0.45 0.22 1.39 0.71 0.03

JGP-L 0.80 0.43 0.47 1.37 0.72 0.17

JGP-Q 0.78 0.43 1.25 1.91 0.92 0.36

DeepGP 0.66 0.38 0.58 1.27 0.62 0.28

BNN 1.06 0.53 0.25 1.32 0.63 0.03

RLGP 0.68 0.41 0.30 1.33 0.63 0.05
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Outcome

Model Linear Non-linear

Cov PCov AL Cov PCov AL

LIN 99.91 95.10 0.79 100.00 95.14 3.42

NN 95.77 95.04 0.81 99.58 95.28 2.77

RF 99.98 94.90 0.75 100.00 95.63 2.30
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