Supplementary material

Refer to Table S2 for specific formulas for deducing descriptors.

Refer to Table S3 for specific formulas for model verification.

Refer to Figure S1 for the comparison of observed and predicted values of PLS.

Refer to Figure S2 for the application domain of PLS.

Refer to Figure S3 for the ROS value.

Table S2 Specific formulas for deducing descriptors

Descriptor Formula Description
lonization potential I=EN-1 - E} EN~1lis the energy after losing one electron
. E}is the basal state energy(neutral)
Electron affinity A=El — EN*1 N1 .
E, " is the energy after gaining one electron
Absolute _I+4 u is absolute electronegativity
electronegativity 2 | is ionization potential
Absolute hardness I—a A is electron affinity
n:_

Adsorption energy

AEads:Etot - Z?:l Ei

n is absolute hardness
E;o¢ is the total energy of mixture
™, E; is the sum of energy of all materials

Table S3 Specific formulas for model verification

Index Formula Description
R2 RZ—1_ T —9)?
= S )
=1 i = ¥) _
y; is the observed value
RMSE RMSE= 2t vi91)? 9, is the predicted value
B n y; is the average value of the observed values
S (79)? n is the number of samples
QLZOO QEOO=1-W Yyrr 1S the average value of the observed values in
i=1 YiYi o
the training set
2 2 _y i Gimy)? y is the average value ofgthe observed values in
QF1 Qm—l'm YExr g
i=1 3
the test set
S @iy’ i -
Q2 Q2,=1-—gi=L 21 nrgr s he number of training set samples
F2 F2 YrEXT (yi—FexT)? .
=t ngxr 1S he number of test set samples
YrEXT (9i—y)? [ngxT
Q1?~3 Q1%3:1 Tros

Z?:ft(yi_yTR)z/nTR




Predicted Value

Figure S1 Comparison of observed and predicted values of PLS

Standardized Residuals
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Figure S2 Application domain of PLS
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