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Table S1. The molecular formula of the bent-core compounds included in the database
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The accuracy indicators were calculated as follows:

Mean Absolute Error (MAE): MAE = % ™ |Yactuar — Ypreaicteal (Equation S1)

100 @y
i=1

Yactual~Ypredicted

Mean Absolute Percentage Error (MAPE): MAPE =

(Equation S2)

n Yactual

Root Mean Squared Error (RMSE): RMSE = \[%Z?=1(Yactual — Ypreaictea)® (Equation S3)
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Figure S1- The SHAP values for T1 model.
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Figure S2- The SHAP values for T2 model.
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Figure S3- The SHAP values for T3 model.
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Figure S4- The SHAP values for T4 model.
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Figure S5- The SHAP values for T5 model.
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Figure S6- The SHAP values for T6 model.
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