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MAE = 7.61 nm 
RMSE = 20.59 nm
R2 = 0.89

Model ExtraTreesRegressor

MAE = 9.48 nm
RMSE = 26.49 nm
R2 = 0.82

Model KNeighborsRegressor(a)                                                                      (b)                                                                     (c)

(d)                                                                      (e)                                                                     (f)

MAE = 13.04 nm
RMSE = 26.26 nm
R2 = 0.82

Model RandomForestRegressor
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Actual values

MAE = 39.27 nm
RMSE = 65.41nm
R2 = -0.12

Model SuportVectorRegressor

Actual values

MAE = 14.68 nm 
RMSE = 36.47 nm
R2 = 0.65

Model DecisionTreeRegressor

Actual values

MAE = 11.95 nm
RMSE = 24.71nm
R2 = 0.84

Model GradientBoostingRegressor

Figure S 1: (Color online) Predictive performance of six regression models on the testing dataset for emission wavelength
prediction of phosphor Eu3+ including (a) Extra Trees Regressor, (b) K-Nearest Neighbors Regressor , (c)Random Forest
Regressor , (d) Support Vector Regressor, (e) Decision Tree Regressor, (f) Gradient Boosting Regressor.
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Model ExtraTreesRegressor

MAE = 13.34 nm
RMSE = 32.41 nm
R2 = 0.65

Model KNeighborsRegressor

MAE = 12.21 nm 
RMSE = 32.23 nm
R2 = 0.66

Model RandomForestRegressor

MAE = 14.44 nm
RMSE = 30.41 nm
R2 = 0.69
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Actual values

Model SuportVectorRegressor

MAE = 13.02 nm
RMSE = 32.29 nm
R2 = 0.65

Actual values

Model DecisionTreesRegressor

MAE = 14.92 nm
RMSE = 33.58 nm
R2 = 0.63

Actual values

Model GradientBoostingRegressor

MAE = 15.88 nm
RMSE = 30.03 nm
R2 = 0.70

Figure S 2: (Color online) Predictive performance of six regression models on the testing dataset for excitation wavelength
prediction of phosphor Eu3+ including (a) Extra Trees Regressor, (b) K-Nearest Neighbors Regressor , (c)Random Forest
Regressor , (d) Support Vector Regressor, (e) Decision Tree Regressor, (f) Gradient Boosting Regressor.
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MAE = 6.05 nm
RMSE = 16.66 nm
R2 = 0.88

Model ExtraTreesRegressor(a)                                                                       (b)                                                                     (c)

(d)                                                                       (e)                                                                     (f)
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Actual values

MAE = 9.10 nm
RMSE = 23.08 nm
R2 = 0.78

Model SupportVectorRegressor
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Figure S 3: (Color online) Predictive performance of six regression models on the testing dataset for excitation 1st peak
wavelength prediction of phosphor Eu3+ including (a) Extra Trees Regressor, (b) K-Nearest Neighbors Regressor , (c)Random
Forest Regressor , (d) Support Vector Regressor, (e) Decision Tree Regressor, (f) Gradient Boosting Regressor.
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Figure S 4: (Color online) The feature importance of the Extra Trees model
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