Documents

1) Gomatam, A., Joseph, B., Advani, P., Shaikh, M., lyer, K., Coutinho, E.

How effective are ionization state-based QSPKR models at predicting pharmacokinetic
(2023) Molecular Diversity, 27 (4), pp. 1675-1687.

2) Stoyanova, R., Katzberger, P.M., Komissaroy, L., Khadhraoui, A., Sach-Peltason, L., Groebke
Manevski, N.

Computational Predictions of Nonclinical Pharmacokinetics at the Drug Design Stage
(2023) Journal of Chemical Information and Modeling, 63 (2), pp. 442-458.

3) Danishuddin, Kumar, V., Faheem, M., Woo Lee, K.

A decade of machine learning-based predictive models for human pharmacokinetics: /
(2022) Drug Discovery Today, 27 (2), pp. 529-537.

4) de Almeida Junior, A.S.A., de Oliveira, J.F., da Silva, A.L., da Rocha, R.E.T., Junior, N.C.P., G
R.M.F., de Azevedo Albuquerque, M.C.P., Brayner, F.A., Alves, L.C., do Carmo Alves de Lima

In vitro activity, ultrastructural studies and in silico pharmacokinetic properties of indc

derivatives and analogues against juvenile and adult worms of S. mansoni
(2019) European Journal of Pharmaceutical Sciences, 138, art. no. 104985, .

5) Holt, K., Nagar, S., Korzekwa, K.

Methods to Predict Volume of Distribution
(2019) Current Pharmacology Reports, 5 (5), pp. 391-399.

6) Wang, Y., Liu, H., Fan, Y., Chen, X., Yang, Y., Zhu, L., Zhao, J., Chen, Y., Zhang, Y.

In Silico Prediction of Human Intravenous Pharmacokinetic Parameters with Improved
(2019) Journal of Chemical Information and Modeling, 59 (9), pp. 3968-3980.



7) Holt, K., Ye, M., Nagar, S., Korzekwa, K.
Prediction of tissue-plasma partition coefficients using microsomal partitioning: Incor|

based pharmacokinetic models and steady-state volume ofdistribution predictions
(2019) Drug Metabolism and Disposition, 47 (10), pp. 1050-1060.

8) Korzekwa, K., Nagar, S.

Drug Distribution Part 2. Predicting Volume of Distribution from Plasma Protein Bindin
(2017) Pharmaceutical Research, 34 (3), pp. 544-551.

9) Zhivkova, Z.
Quantitative Structure — Pharmacokinetic Relationships for Plasma Clearance of Basic

the Major Elimination Pathway
(2017) Journal of Pharmacy and Pharmaceutical Sciences, 20, pp. 135-147.

10) Shin, H.K., Kang, Y.-M., No, K.T.

Predicting adme properties of chemicals
(2017) Handbook of Computational Chemistry, pp. 2265-2301.

11) Zhivkova, Z.

Quantitative Structure — Pharmacokinetics Relationships for Plasma Protein Binding
(2017) Journal of Pharmacy and Pharmaceutical Sciences, 20, pp. 349-359.

12) Poulin, P.

The Need for Human Exposure Projection in the Interpretation of Preclinical In Vitro a
(2016) Drug Discovery Toxicology: From Target Assessment to Translational Biomarkers, pf

13) Freitas, A.A., Limbu, K., Ghafourian, T.
Predicting volume of distribution with decision tree-based regression methods using

partition coefficients
(2015) Journal of Cheminformatics, 7 (1), art. no. 6, .

14)



Ronseaux, S., Beck, J., Springer, C.

Maximizing the Power of a Local Model for ADMET-Property Prediction
(2014) Predictive ADMET: Integrated Approaches in Drug Discovery and Development, 978111¢

15) del Amo, E.M., Ghemtio, L., Xhaard, H., Yliperttula, M., Urtti, A., Kidron, H.

Applying Linear and Non-Linear Methods for Parallel Prediction of Volume of Distribu

Drug
(2013) PLoS ONE, 8 (10), art. no. e74758, .

16) Kharkar, P.S.

In silico absorption, distribution metabolism and excretion
(2013) In Silico Drug Discovery and Design, pp. 148-162.

17) Honey, Thareja, S., Kumar, M., Sinha, V.R.

Self-organizing molecular field analysis of NSAIDs: Assessment of pharmacokinetic ¢

properties using 3D-QSPkR approach
(2012) European Journal of Medicinal Chemistry, 53, pp. 76-82.

ELSEVIER Copyright © 2024 Elsevier B.V. All rights reserved. Scopus® is a re
trademark of Elsevier B.V.



