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Table S1 Observed and Predicted pharmacokinetics parameters of tegoprazan following the administration of tegoprazan in humans

Training dataset AUCint (ngxh/mL) Cmax (ng/mL) References Description
Study ID Dose (mg) Observed Predicted Ratio  Observed  Predicted Ratio
ID 01 50 2107.1 2843.5 1.35 567.4 523.3 0.92 Hanetal. 2017 [1] Single dose
ID 04 400 26288.3 23049.4 0.88 4854.1 3657.6 0.75 Hanetal. 2017 [1] Single dose
ID 05 100 6763.6 5951.7 0.88 1380.4 1089.5 0.79 Hanetal. 2017 [1] Multiple, first dose
ID 05 100 4148.1 6145.7 1.48 705.0 1124.9 1.60 Hanetal. 2017 [1] Multiple, last dose
ID 07 100 6223.4 6053.2 0.97 1227.0 1094.9 0.89  Hwang et al. [2] Single dose
ID 08 100 7737.2 7672.1 0.99 976.8 1212.9 1.24 Ghim et al. 2021 [3] Multiple doses, tegoprazan
alone
ID 09 100 23755.1 23909.4 1.01 2256.1 21134 0.94 Ghim et al. 2021 [3] Multiple doses, tegoprazan
with clarithromycin
ID 12 200 11109.3 12445.1 1.12 2535.6 2612.9 1.03 Heetal. 2021 [4] Single dose
ID 14 50 3813.8 2919.4 0.77 635.2 537 .4 0.85  Yoon et al. 2021 [5] Single dose
ID 17 50 3693.6 3218.9 0.87 538.7 566.8 1.05 Jeon et al. 2021 [6] Multiple doses
ID 19 200 7516.5 8725.3 1.16 910.5 644.6 0.71  Hanetal. 2021 [7] Single dose, fed
Test dataset AUCint (ngxh/mL) Cmax (ng/mL) References Description
Study ID Dose (mg) Observed Predicted Ratio  Observed  Predicted Ratio
ID 02 100 5651.4 5903.1 1.04 1227 .4 1046.5 0.85 Hanetal. 2017 [1] Single dose
ID 03 200 10358.2 11851.6 1.14 2480.2 2122.5 0.86 Hanetal. 2017 [1] Single dose
ID 06 200 10325.5 11947.1 1.16 2789.2 2235.0 0.80 Hanetal. 2017 [1] Multiple, first dose
ID 06 200 10244.6 12717.2 1.24 1150.4 2303.3 2.00 Hanetal. 2017 [1] Multiple, last dose
ID 10 50 3152.1 3061.5 0.97 715.6 615.2 0.86 Heetal. 2021 [4] Single dose
ID 11 100 5709.6 6093.2 1.07 1275.6 1217.5 0.95 Heetal. 2021 [4] Single dose
ID 13 100 6943.5 6409.9 0.92 978.5 1248.0 128 Heetal. 2021 [4] Multiple doses
ID 15 50 3417.9 2919.4 0.85 670.3 537.4 0.80  Yoon etal. 2021 [5] Single dose, fasted
ID 16 50 3629.1 2896.9 0.80 327.4 331.7 1.01  Yoonetal. 2021 [5] Single dose, fed
ID 18 200 8455.4 11673.9 1.38 1898.7 2122.5 1.12  Hanetal. 2021 [7] Single dose, fasted

AUCint, area under the concentration-time curve; Cmax, maximum concentration



Table S2 Observed and Predicted pharmacokinetics parameters of the metabolite M1 following the administration of tegoprazan in humans

Training dataset AUCint (ngxh/mL) Cmax (ng/mL) References Description
Study ID Dose (mg)* Observed Predicted Ratio  Observed Predicted  Ratio
ID 07 100 9058.2 9642.8 1.06 395.6 307.6 0.78  Hwang et al. [2] Single dose
ID 08 100 23865.9 23521.0 0.99 1211.2 855.4 071  Ghim et al. 2021 Multiple doses, tegoprazan
[3] alone
ID 09¥ 100 66841.0 47842.4 0.72 2696.4 1407.9 0.52  Ghim et al. 2021 Multiple doses, tegoprazan
[3] with clarithromycin
ID 12 200 16838.8 19513.8 1.16 958.1 731.1 0.76  Heetal. 2021 [4] Single dose
ID 14 50 5230.4 4677.0 0.89 183.5 146.2 0.80  Yoon etal. 2021 [5] Single dose
ID 17 50 4621.8 4700.5 1.02 135.9 145.5 1.07 Jeon et al. 2021 [6] Multiple doses
ID 19 200 9222.7 12210.753 1.32 303.1 367.5 121  Hanetal 2021 [7] Single dose, fed
Test dataset AUCin¢ (ngxh/mL) Cmax (ng/mL) References Description
Study ID Dose (mg)* Observed Predicted Ratio  Observed Predicted  Ratio
ID 10 50 4430.7 4832.7 1.09 2435 185.1 0.76  He etal. 2021 [4] Single dose
ID 11 100 7678.0 9680.7 1.26 493.2 360.1 0.73  Heetal. 2021 [4] Single dose
ID 13 100 12013.9 13693.9 1.14 547.8 551.4 1.01 Heetal. 2021 [4] Multiple doses
ID 15 50 4317.6 4677.0 1.08 144.0 146.2 1.02  Yoonetal. 2021 [5] Single dose, fasted
ID 16 50 4621.8 4700.5 1.02 135.9 145.5 1.07  Yoonetal. 2021 [5] Single dose, fed
ID 18 200 11692.8 18847.8 1.61 586.0 569.5 0.97  Hanetal. 2021 [7] Single dose, fasted

AUCint, area under the concentration-time curve; Cmax, maximum concentration
*Dose of tegoprazan; *this dataset was not used for the model development.
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