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Fig. SP1 The 2-dimensional contour, based on principal components 1 and 2, represents the projection of the attention scores onto a 3-dimensional
space.
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Fig. SP2 The 2-dimensional contour, based on principal components 2 and 3, represents the projection of the attention scores onto a 3-dimensional
space.
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Fig. SP3 The 2-dimensional contour, based on principal components 1 and 3, represents the projection of the attention scores onto a 3-dimensional
space.

Journal Name, [year], [vol.], 1E| |3



(a) Test Pt cluster A
> //
oo e
o vd
G 01 -

s
c ,/
.0 7
ol i
5 ] > 4
S -5 p
< /
< P L7-S1
ks g L7-52
o —10 4 //’ L7-S3
T T T
—10 -5 0
True Adsorption Energy

(c) Test Pt cluster ~
> ) 4
ED 7’

] 7
50 o
R ~
= 7
5 -
3 -5 R
2 7
L L7EF-S1
° s L7EF-S2
~ 104 Lot L7EF-S3
T T T
—10 -5 0

Fig. SP4 Parity plots of the adsorption energy and atomic force predictions for the test Pt metal clusters. (a) Actual adsorption energy against
its corresponding predicted values for model L7 fine-tuned using the transfer learning strategies S1, S2 and S3. (b) Actual atomic force against its
corresponding predicted values for model L7 fine-tuned using the transfer learning strategies S1, S2 and S3. (c) Actual adsorption energy against its
corresponding predicted values for model L7EF fine-tuned using the transfer learning strategies S1, S2 and S3. (d) Actual atomic force against its
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corresponding predicted values for model L7EF fine-tuned using the transfer learning strategies S1, S2 and S3.
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