
Simcyp Publications and  
Independent Applications  
List 2021



2

SIMCYP

Simcyp Publications and Independent  
Applications List 2021
Publications by Simcyp R&D Team (1997 – Present) and Independent Applications 
of Simcyp by Industry, Academia, and Regulatory Organizations (2007 – Present) 

SIMCYP PUBLICATION STATISTICS
Simcyp have over 290 published peer reviewed papers, and since 2007 there have 
been over 580 Independent Publications applying Simcyp.

 

Overall Simcyp publications (including articles, meeting abstracts, reviews, letters, and 
book chapters) have been cited 12,065 times (excluding self-citations). The citations 
are spread over 7,168 citing articles. The chart below shows the areas in which the 
Independent Applications have focused since 2020.
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SIMCYP 2021 PUBLICATIONS
Bonner J., et al.
Development and verification of an endogenous PBPK model to 
inform hydrocortisone replacement dosing in children and adults 
with cortisol deficiency. European Journal of Pharmaceutical 
Sciences 165, 105913, October 2021.

Thanh VH, et al.
Cotranscriptional Kinetic Folding of RNA Secondary Structures 
Including Pseudoknots. Journal of Computational Biology 28 (9), 
892-908, September 2021

El-Khateeb E, et al.
Review article: time to revisit Child-Pugh score as the basis for 
predicting drug clearance in hepatic impairment. Alimentary 
Pharmacology and Therapeutics 54 (4), 388-401, August 2021.

Al-Majdoub ZM, et al.
Quantitative Proteomic Map of Enzymes and Transporters in the 
Human Kidney: Stepping Closer to Mechanistic Kidney Models 
to Define Local Kinetics. Clinical Pharmacology and Therapeutics 
EPub Ahead of Print, August 2021.

Abduljalil K, et al.
Prediction of drug concentrations in milk during breastfeeding, 
integrating predictive algorithms within a physiologically-based 
pharmacokinetic model. CPT Pharmacometrics and Systems 
Pharmacology EPub Ahead of Print, July 2021.

Chirumamilla SK, et al.
Mechanistic PBPK Modelling to Predict the Advantage of the 
Salt Form of a Drug When Dosed with Acid Reducing Agents. 
Pharmaceutics 13 (8), 1169, July 2021.

Areti-Maria V, et al.
Hepatic Scaling Factors for In vitro-In vivo Extrapolation of 
Metabolic Drug Clearance in Patients with Colorectal Cancer with 
Liver Metastasis. Drug Metabolism and Disposition 49 (7), 563-
571, May 2021.

Giorgi M, et al.
Application of quantitative systems pharmacology to guide the 
optimal dosing of COVID-19 vaccines. CPT Pharmacometrics and 
Systems Pharmacology EPub Ahead of Print, July 2021.

Johnson TN, et al.
A best practice framework for applying physiologically-based 
pharmacokinetic modeling to pediatric drug development. CPT 
Pharmacometrics and Systems Pharmacology EPub Ahead of 
Print, July 2021.

Proença S, et al.
Effective exposure of chemicals in in vitro cell systems: A review 
of chemical distribution models. Toxicology in Vitro 73, 105133, 
June 2021

Neuhoff S, et al.
Application of proteomic data in the translation of in vitro 
observations to associated clinical outcomes. Drug Discovery 
Today EPub Ahead of Print, June 2021.

Abduljalil K, et al.
Fetal Physiologically Based Pharmacokinetic Models: Systems 
Information on Fetal Cardiac Output and Its Distribution to 

Different Organs during Development. Clinical Pharmacokinetics 
60 (6), 741-757, June 2021.

Segregur D, et al.
Evaluating the impact of acid-reducing agents on drug 
absorption using  biorelevant in vitro tools and PBPK modeling -  
case example dipyridamole. European Journal of Pharmaceutical 
Sciences 160, 105750, May 2021.

Rostami-Hodjegan A and Bois  F
Opening a debate on open-source modeling tools: Pouring fuel 
on fire versus extinguishing the flare of a healthy debate.  CPT 
Pharmacometrics  and Systems  Pharmacology 10 (5), 420-427, 
May 2021.

Rowland Yeo K and Berglund E
An Integrated Approach for Assessing the Impact of Renal 
Impairment on Pharmacokinetics of Drugs in Development: 
Pivotal Role of PBPK Modelling. Clinical Pharmacology and 
Therapeutics  EPub Ahead of Print, May 2021.

Delaunois A, et al.
Applying the CiPA approach to evaluate cardiac proarrhythmia 
risk of some antimalarials used off label in the first wave of 
COVID -19.  Clinical and Translational Science 14 (3), 1133-1146, 
May 2021.

Ahmad A, et al.
Population pharmacokinetic modeling and simulation to support 
qualification of pyridoxic acid as endogenous biomarker of 
OAT1/3 renal transporters. CPT Pharmacometrics  and Systems
Pharmacology 10 (5), 467-477, May 2021.

Martinez M, et al.
Comparison of Canine and Human Physiological Factors: 
Understanding Interspecies Differences that Impact Drug 
Pharmacokinetics. The AAPS Journal 23 (3), 59, April 2021.

Fang W, et al. 
Scientific considerations to move towards biowaiver for 
biopharmaceutical classification system class III drugs: How 
modeling and simulation can help Biopharmaceutics and Drug 
Disposition 42 (4), 118-127, April 2021.

Reddy VP, et al.
Food constituent- and herb-drug interactions in oncology: 
Influence of quantitative modelling on Drug labelling. British 
Journal of Clinical Pharmacology EPub Ahead of Print, March 2021.

Kharidia J, et al.
Evaluation of Drug-Drug Interaction Liability for Buprenorphine 
Extended-Release Monthly Injection Administered by 
Subcutaneous Route.  Clinical Pharmacology in Drug 
Development EPub Ahead of Print, March 2021.

Siméon S, et al.
Multistate models of developmental toxicity: Application to 
valproic acid-induced malformations in the zebrafish embryo. 
Toxicology and Applied Pharmacology 414, 115424, March 2021.

Rowland Yeo K and Venkatakrishnan K
Physiologically-Based Pharmacokinetic Models as Enablers 
of Precision Dosing in Drug Development: Pivotal Role of 
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the Human Mass Balance Study. Clinical Pharmacology and 
Therapeutics 109 (1), 51-54, January 2021.

Couto N, et al.
Label-Free Quantitative Proteomics and Substrate-Based Mass 
Spectrometry Imaging of Xenobiotic Metabolizing Enzymes in 
Ex Vivo Human Skin and a Human Living Skin Equivalent Model. 
Drug Metabolism and Disposition 49 (1), 39-52, January 2021.

Achour B, et al 
Liquid Biopsy Enables Quantification of the Abundance and 
Interindividual Variability of Hepatic Enzymes and Transporters. 
Clinical Pharmacology and Therapeutics 109 (1), 222-232, 
January 2021. 

Darwich A, et al.
Model-Informed Precision Dosing: Background, Requirements, 
Validation, Implementation, and Forward Trajectory of 
Individualizing Drug Therapy. Annual Review of Pharmacology 
and Toxicology 61, 225-245, January 2021.

Zamek-Gliszczynski MJ, et al.
Intestinal P-gp and Putative Hepatic OATP1B Induction: 
International Transporter Consortium Perspective on Drug 
Development Implications. Clinical Pharmacology and 
Therapeutics 109 (1), 55-64, January 2021.

SIMCYP 2020 PUBLICATIONS
El-Khateeb E, et al. 
Physiological-based pharmacokinetic modeling trends in 
pharmaceutical drug development over the last 20-years; in-
depth analysis of applications, organizations, and platforms. 
Biopharmaceutics and Drug Disposition 42 (4), 107-117, 
December 2020.

Al-Majdoub Z, et al. 
Mass spectrometry-based abundance atlas of ABC transporters 
in human liver, gut, kidney, brain and skin. FEBS Letters 594 (23), 
4134-4150, December 2020.

Ahmad A, et al.
IMI - Oral biopharmaceutics tools project - Evaluation of 
bottom-up PBPK prediction success part 4: Prediction 
accuracy and software comparisons with improved data and 
modelling strategies. European Journal of Pharmaceutics and 
Biopharmaceutics 156, 50-63, November 2020.

Lee J, et al.
Public Workshop Summary Report on Fiscal Year 2021 Generic 
Drug Regulatory Science Initiatives: Data Analysis and Model-
Based Bioequivalence. Clinical Pharmacology and Therapeutics 
EPub Ahead of Print, November 2020.

Loisios-Konstantinidis I, et al. 
Physiologically Based Pharmacokinetic/Pharmacodynamic 
Modeling to Predict the Impact of CYP2C9 Genetic 
Polymorphisms, Co-Medication and Formulation on the 
Pharmacokinetics and Pharmacodynamics of Flurbiprofen. 
Pharmaceutics 12 (11), 1049, November 2020.

Reddy VP, et al.
Pharmacokinetics under the COVID-19 storm. British Journal of 
Clinical Pharmacology EPub Ahead of Print, November 2020. 

Takita H, et al.
Application of the Nested Enzyme-Within-Enterocyte 
(NEWE) Turnover Model for Predicting the Time Course of 
Pharmacodynamic Effects. CPT Pharmacometrics and Systems 
Pharmacology 9 (11), 617-627, November 2020.

Rostami-Hodjegan A and Toon S
PBPK as a Component of Model-Informed Drug Development: 
Where We Were, Where We Are, and Where We Are Heading. 
The Journal of Clinical Pharmacology 60 (S1), S12-S16,  
November 2020.

De Sousa Mendes M, et al.
A laboratory specific scaling factor to predict the in vivo human 
clearance of aldehyde oxidase substrates. Drug Metabolism and 
Disposition 48 (11), 1231-1238,  November 2020.

Elmorsi Y, et al.
Proteomic characterisation of drug metabolising enzymes and 
drug transporters in pig liver. Xenobiotica 50 (10), 1208-1219, 
October 2020.

Kisitu J, et al.
Chemical concentrations in cell culture compartments (C5) – free 
concentrations. ALTEX 37 (4), 693-708, October 2020

Al-Majdoub Z, et al.
Quantification of Proteins Involved in Intestinal Epithelial 
Handling of Xenobiotics. Clinical Pharmacology and Therapeutics 
109 (4), 1136-1146, October 2020.

Jamei M, et al.
Current status and future opportunities for incorporation 
of dissolution data in pbpk modeling for pharmaceutical 
development and regulatory applications: orbito consortium 
commentary. European Journal of Pharmaceutics and 
Biopharmaceutics 155, 55-68, October 2020.

Sjöstedt N, et al.
Physiologically-Based Pharmacokinetic Model of Morphine and 
Morphine-3-Glucuronide in Nonalcoholic Steatohepatitis. Clinical 
Pharmacology and Therapeutics 109 (3), 676-687, September 
2020.

El-Khateeb E, et al.
Scaling Factors for Clearance in Adult Liver Cirrhosis. Drug 
Metabolism and Disposition 48 (12), 1271-1282, September 
2020. 

Puttrevu S, et al.
Physiologically Based Pharmacokinetic Modeling of Transdermal 
Selegiline and Its Metabolites for the Evaluation of Disposition 
Differences between Healthy and Special Populations. 
Pharmaceutics 12 (10), 942, September 2020.

Salem F, et al.
Does “Birth” as an Event Impact Maturation Trajectory of Renal  
Clearance via Glomerular Filtration? Reexamining Data in Preterm  
and Full-Term Neonates by Avoiding the Creatinine Bias. Journal 
of Clinical Pharmacology September Epub Ahead of Print, 2020.
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Abduljalil K, et al.
Prediction of maternal pharmacokinetics using physiologically 
based pharmacokinetic models: assessing the impact of the 
longitudinal changes in the activity of CYP1A2, CYP2D6 and 
CYP3A4 enzymes during pregnancy. Journal of Pharmacokinetics 
and Pharmacodynamics 47 (4), 361-383, August 2020.

Abduljalil K and RKS Badhan RKS
Drug dosing during pregnancy-opportunities for physiologically 
based pharmacokinetic models. Journal of Pharmacokinetics and 
Pharmacodynamics 47 (4), 319-340, August 2020.

Johnson TN, et al.
Use of a physiologically based pharmacokinetic-
pharmacodynamic model for initial dose prediction and 
escalation during a paediatric clinical trial. British Journal of 
Clinical Pharmacology EPub Ahead of Print, August 2020.

Abrahamsson B, et al.
Six years of progress in the oral biopharmaceutics area - A 
summary from the IMI OrBiTo project. European Journal of 
Pharmaceutics and Biopharmaceutics 152, 236-247, July 2020.

Krebs A, et al.
The EU-ToxRisk method documentation, data processing and 
chemical testing pipeline for the regulatory use of new approach 
methods. Archives of Toxicology 94 (7), 2435-2461, July 2020

Arora S, et al.
Biopharmaceutic In vitro In vivo Extrapolation (IVIV_E) Informed 
Physiologically-Based Pharmacokinetic Model of Ritonavir 
Norvir Tablet Absorption in Humans Under Fasted and Fed State 
Conditions. Molecular Pharmaceutics 17 (7), 2329-2344, July 2020.

Bois FY, et al.
Well-tempered MCMC simulations for population 
pharmacokinetic models. Journal of Pharmacokinetics and 
Pharmacodynamics Epub Ahead of Print, July 2020.

Liu D, et al.
Considerations and Caveats when Applying Global Sensitivity 
Analysis Methods to Physiologically Based Pharmacokinetic 
Models. AAPS J 22 (5), 93, July 2020.

Achour B, et al.
Mass Spectrometry of Human Transporters. Annual Review of 
Analytical Chemistry (Palo Alto, Calif.) 13 (1), 223-247, June 2020.

Rowland Yeo K, et al.
Impact of Disease on Plasma and Lung Exposure of Chloroquine, 
Hydroxychloroquine and Azithromycin: Application of PBPK 
Modeling. Clinical Pharmacology and Therapeutics Epub Ahead 
of Print, June 2020.

Abduljalil K, et al.
Fetal Physiologically Based Pharmacokinetic Models: Systems 
Information on Fetal Blood Components and Binding Proteins. 
Clinical Pharmacokinetics 59 (5), 629-642, May 2020.

Pan X, et al.
Development and Application of a Physiologically-Based 
Pharmacokinetic Model to Predict the Pharmacokinetics of 
Therapeutic Proteins from Full-term Neonates to Adolescents. 
AAPS J 22 (4), 76, May 2020.

Suarez-Sharp S, et al.
Translational Modeling Strategies for Orally Administered Drug 

Products: Academic, Industrial and Regulatory Perspectives. 
Pharmaceutical Research 37 (6), 95, May 2020.

Taskar KS, et al.
Physiologically-Based Pharmacokinetic Models for Evaluating 
Membrane Transporter Mediated Drug-Drug Interactions: 
Current Capabilities, Case Studies, Future Opportunities, and 
Recommendations. Clinical Pharmacology and Therapeutics 107 
(5), 1082-1115, May 2020.

Stamatopoulos K, et al.
Population-Based PBPK Model for the Prediction of Time-
Variant Bile Salt Disposition within GI Luminal Fluids. Molecular 
Pharmaceutics 17 (4), 1310-1323, April 2020.

Abduljalil K, et al.
A Preterm Physiologically Based Pharmacokinetic Model. 
Part I: Physiological Parameters and Model Building. Clinical 
Pharmacokinetics 59 (4), 485-500, April 2020.

Abduljalil K, et al.
Preterm Physiologically Based Pharmacokinetic Model. Part II: 
Applications of the Model to Predict Drug Pharmacokinetics in 
the Preterm Population. Clinical Pharmacokinetics 59 (4), 501-
518, April 2020.

Couto N, et al.
Quantitative Proteomics of Clinically Relevant Drug-Metabolizing 
Enzymes and Drug Transporters and Their Intercorrelations in the 
Human Small Intestine. Drug Metabolism and Disposition: 48 (4), 
245-254, April 2020.

Polasek TM and A Rostami-Hodjegan A
Virtual Twins: Understanding the Data Required for Model-
Informed Precision Dosing. Clinical Pharmacology and 
Therapeutics 107 (4), 742-745, April 2020.

Simeon S, et al.
Development of a generic zebrafish embryo PBPK model and 
application to the developmental toxicity assessment of valproic 
acid analogs. Reproductive Toxicology 93, 219-229, April 2020.

Fayyaz A, et al.
Ocular Intracameral Pharmacokinetics for a Cocktail of Timolol, 
Betaxolol, and Atenolol in Rabbits. Molecular Pharmaceutics 17 
(2), 588-594, February 2020.

Barber J, et al.
Characterization of CYP2B6 K262R allelic variants by quantitative 
allele-specific proteomics using a QconCAT standard. Journal of 
Pharmaceutical and Biomedical Analysis 178 112901, January 2020.

Ferreira S, et al.
Quantitative Systems Toxicology Modeling To Address Key Safety  
Questions in Drug Development: A Focus of the TransQST Consortium.  
Chemical Research in Toxicology 33 (1), 7-9, January 2020.

Li Z, et al.
General Principles for the Validation of Proarrhythmia Risk 
Prediction Models: An Extension of the CiPA In Silico Strategy. 
Clinical Pharmacology and Therapeutics 107 (1), 102-111, 
January 2020.

Wiśniowska B, et al.
An Open-Access Dataset of Thorough QT Studies Results. Data 5 
(1), 10, January 2020.
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De Sousa Mendes M & Chetty M
Are Standard Doses of Renally-Excreted Antiretrovirals in Older 
Patients Appropriate: A PBPK Study Comparing Exposures in the 
Elderly Population With Those in Renal Impairment. Drugs R D 19 
(4), 339-350, December 2019.

Polasek TM, et al.
Precision medicine technology hype or reality? The example of 
computer-guided dosing. F1000Res 8, 1709, December 2019.

Tylutki Z, et al.
CardiacPBPK: A tool for the prediction and visualization of time-
concentration profiles of drugs in heart tissue. Computers in 
Biology and Medicine 115, 103484, December 2019.

Codaccioni M, et al.
Placental transfer of xenobiotics in pregnancy physiologically 
based pharmacokinetic models: Structure and data. 
Computational Toxicology 12, November 2019.

Kierzek AM, et al.
A Quantitative Systems Pharmacology Consortium Approach 
to Managing Immunogenicity of Therapeutic Proteins. CPT: 
Pharmacometrics & Systems Pharmacology 8 (11), 773-776, 
November 2019.

El-Khateeb, et al. 
Quantitative mass spectrometry-based proteomics in the era of 
model-informed drug development: Applications in translational 
pharmacology and recommendations for best practice. 
Pharmacology & Therapeutics 203, 107397, November 2019.

Martinez M, et al.
Workshop Report: USP Workshop on Exploring the Science of 
Drug Absorption. Dissolution Technologies August 2019.

Fisher C, et al. 
VIVD: Virtual in vitro distribution model for the mechanistic 
prediction of intracellular concentrations of chemicals in in vitro 
toxicity assays. Toxicology in vitro 58, 42-50, August 2019.

Harwood M, et al. 
The Regional-Specific Relative and Absolute Expression of 
Gut Transporters in Adult Caucasians: A Meta-Analysis. Drug 
Metabolism & Disposition 47(8), 854-864, August 2019.

Pade D, et al. 
Danazol Oral Absorption Modelling in the Fasted Dog: An 
Example of Mechanistic Understanding of Formulation Effects on 
Drug Pharmacokinetics. European Journal of Pharmaceutics and 
Biopharmaceutics 141, 191-209, August 2019.

Ke AB, et al.
Evaluation of Maternal Drug Exposure Following the 
Administration of Antenatal Corticosteroids During Late 
Pregnancy Using Physiologically-Based Pharmacokinetic 
Modeling. Clinical Pharmacology & Therapeutics 106(1), 164-
173, July 2019.

Polak S, et al. 
Better prediction of the local concentration–effect relationship: 
the role of physiologically based pharmacokinetics and 
quantitative systems pharmacology and toxicology in the 
evolution of model-informed drug discovery and development. 
Drug Discovery Today 24(7), 1344-1354, July 2019.
Venkatakrishnan K, et al. 
Come Dance With Me: Transformative Changes in the Science 
and Practice of Drug-Drug Interactions. Clinical Pharmacology & 
Therapeutics 105(6), 1272-1278, June 2019.
Graepel R, et al.
Paradigm shift in safety assessment using new approach 
methods: The EU-ToxRisk strategy. Current Opinion in Toxicology 
15, 33-39, June 2019.
Chetty M. 
Large molecules with large pharmacokinetic variability: progress 
in pursuit of key considerations for intersubject variability. 
International Journal of Pharmacokinetics 3(2), May 2018.
Machavaram K, et al. 
Simulating the Impact of Elevated Levels of Interleukin-6 on 
the Pharmacokinetics of Various CYP450 Substrates in Patients 
with Neuromyelitis Optica or Neuromyelitis Optica Spectrum 
Disorders in Different Ethnic Populations. The AAPS Journal 21(3), 
42, May 2019.
Darwich AS, et al. 
The nested enzyme-within-enterocyte (NEWE) turnover model for  
predicting dynamic drug and disease effects on the gut wall. European  
Journal of Pharmaceutical Sciences 131, 195-207, April 2019.
Pathak S, et al. 
Biopharmaceutic IVIVE– Mechanistic Modelling of Single- 
and Two-Phase In vitro Experiments to Obtain Drug-Specific 
Parameters for Incorporation into PBPK Models. Journal of 
Pharmaceutical Sciences 108(4), 1604-1618, April 2019.
Li Z, et al.
Modeling Exposure to Understand and Predict Kidney Injury. 
Seminars in Nephrology 39 (2), 176-189, March 2019.
Al-Majdoub ZM, et al. 
Proteomic Quantification of Human Blood-Brain Barrier SLC and 
ABC Transporters in Healthy Individuals and Dementia Patients. 
Molecular Pharmaceutics 16(3), 1220-1233, March 2019.
Li Z, et al.
Modeling Exposure to Understand and Predict Kidney Injury. 
Seminars in Nephrology 39 (2), 176-189, March 2019. 
Abduljalil K, et al. 
Fetal Physiologically Based Pharmacokinetic Models: Systems 
Information on the Growth and Composition of Fetal Organs. 
Clinical Pharmacokinetics 58(2), 235-262, February 2019.
Doki K, et al. 
Assessing Potential Drug-Drug Interactions Between Dabigatran 
Etexilate and a P-Glycoprotein Inhibitor in Renal Impairment 
Populations Using Physiologically Based Pharmacokinetic 
Modeling. CPT: Pharmacometrics & Systems Pharmacology 8(2), 
118-126, February 2019.

SIMCYP 2019 PUBLICATIONS
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SIMCYP 2018 PUBLICATIONS
Ezuruike U, et al.
Risk-Benefit Assessment of Ethintylestradiol Using a 
Physiologically Based Pharmacokinetic Modeling Approach. 
Clinical Pharmacology and Therapeutics 104(6), 1229-1239, 
December 2018.

Standing JF, et al.
Comment on “Effect of Age-Related Factors on the 
Pharmacokinetics of Lamotrigine and Potential Implications for 
Maintenance Dose Optimisation in Future Clinical Trials”. Clinical 
Pharmacokinetics 57(11), 1471-1472, November 2018.

Chetty M, et al.
Physiologically based pharmacokinetic modelling to guide drug 
delivery in older people. Advanced Drug Delivery Reviews Rev 
135, 85-96, October 2018.

Feng K & Leary RH. 
Personalized medicine in digital innovation. International Journal 
of Pharmacokinetics 3(4), 103–106, November 2018.

Patel N, et al. 
Real Patient and its Virtual Twin: Application of Quantitative 
Systems Toxicology Modelling in the Cardiac Safety Assessment 
of Citalopram. The AAPS Journal 20(1), 6, November 2018.

Mikkelsen CR, et al.
Utilizing Postmortem Drug Concentrations in Mechanistic 
Modeling and Simulation of Cardiac Effects: a Proof of Concept 
Study with Methadone. Toxicology Mechanisms and Methods 
28(8), 555-562, October 2018.

Cristofoletti R, et al. 
Past, Present, and Future of Bioequivalence: Improving 
Assessment and Extrapolation of Therapeutic Equivalence for 
Oral Drug Products. Journal of Pharmaceutical Sciences 107(10), 
2519-2530, October 2018.

Tylutki Z, et al.
Physiologically Based Pharmacokinetic-Quantitative Systems 
Toxicology and Safety (PBPK-QSTS) Modeling Approach Applied 
to Predict The Variability of Amitriptyline Pharmacokinetics 
and Cardiac Safety in Populations and Individuals. Journal of 
Pharmacokinetics and Pharmacodynamics 45(5), 663-677,  
October 2018.

Chetty M, et al.
Physiologically based pharmacokinetic modelling to guide drug 
delivery in older people. Adv Drug Deliv Rev 135 85-96, October 
2018.

Abduljalil K, et al. 
Fetal Physiologically-Based Pharmacokinetic Models: Systems 
Information on Fetal Biometry and Gross Composition. Clinical 
Pharmacokinetics 57(9), 1149-1171, September 2018.

Al Feteisi H, et al. 
Identification and quantification of blood-brain barrier 
transporters in isolated rat brain microvessels. Journal of 
Neurochemistry 146(6), 670-685, September 2018.

Maldonado EM, et al.
Multi-scale, whole-system models of liver metabolic adaptation 
to fat and sugar in non-alcoholic fatty liver disease. NPJ Systems 
Biology and Applications 4(1), 33, August 2018.

Polasek TM, et al.
Precision Dosing in Clinical Medicine: Present and Future. Expert 
Review of Clinical Pharmacology 11(8), 743-746, August 2018.

Shebley M, et al. 
Physiologically Based Pharmacokinetic Model Qualification and 
Reporting Procedures for Regulatory Submissions: A Consortium 
Perspective. Clinical Pharmacology and Therapeutics 104(1), 
88-110, July 2018.

Emoto C, et al. 
PBPK Model of Morphine Incorporating Developmental Changes 
in Hepatic OCT1 and UGT2B7 Proteins to Explain the Variability in 
Clearances in Neonates and Small Infants. CPT: Pharmacometrics 
& Systems Pharmacology 7(7), 464-473, July 2018.

Patel N, et al.  
Virtual Thorough QT (TQT) Trial—Extrapolation of In vitro Cardiac 
Safety Data to In vivo Situation Using Multi-Scale Physiologically 
Based Ventricular Cell-wall Model Exemplified with Tolterodine 
and Fesoterodine. The AAPS Journal 20(5), 83, July 2018.

Neuhoff S, et al. 
Was 4β-hydroxycholesterol Ever Going to be a Useful Marker of 
CYP3A4 Activity? British Journal of Clinical Pharmacology 84(7), 
1620-1621, July 2018.

Polasek TM, et al.
Precision dosing to avoid adverse drug reactions. Therapeutic 
Advances in Drug Safety 10 2042098619894147, January 2019.

Polasek TM, et al. 
What Does it Take to Make Model-Informed Precision Dosing 
Common Practice? Report from the 1st Asian Symposium on 
Precision Dosing. The AAPS Journal 21(2), 17, January 2019.

Johnson TN, et al. 
Development of a physiologically based pharmacokinetic 
model for mefloquine and its application alongside a clinical 
effectiveness model to select anoptimal dose for prevention of 
malaria in young Caucasian children. British Journal of Clinical 
Pharmacology 85(1), 100-113, January 2019.

Polasek TM, et al.
Precision dosing to avoid adverse drug reactions. Ther Adv Drug 
Saf 10 2042098619894147, January 2019. 
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SIMCYP 2017 PUBLICATIONS
Hens B, et al.
In silico modeling approach for the evaluation of gastrointestinal 
dissolution, supersaturation, and precipitation of posaconazole. 
Molecular Pharmaceutics 14(12), 4321-4333, December 2017.

Johnson TN, et al. 
Bioavailability of oral hydrocortisone corrected for binding 
proteins and measured by LC-MS/MS using serum cortisol and 
salivary cortisone. Journal of Bioequivalence and Bioavailabilty 
10(1), 1-3, December 2017.

Pathak S, et al. 
Model-based analysis of biopharmaceutical experiments to  
improve mechanistic oral absorption modeling—An integrated 
in vitro-in vivo extrapolation (IVIV_E) perspective using 
ketoconazole as a model drug. Molecular Pharmaceutics 14(12), 
4305-4320, December 2017.

Leist M, et al.
Adverse outcome pathways: Opportunities, limitations and  
open questions. Archives of Toxicology 91(11), 3477-3505, 
November 2017.

Maldonado E, et al.
Integration of genome scale metabolic networks and gene 
regulation of metabolic enzymes with physiologically-
based pharmacokinetics. CPT: Pharmacometrics & Systems 
Pharmacology 6(11), 732-746, November 2017.

Patel N, et al. 
Real patient and its virtual twin: Application of quantitative 
systems toxicology modeling in the cardiac safety assessment of 
citalopram. The AAPS Journal 20(1), 6, November 2017. 

Wiśniowska B, et al. 
Thorough QT (TQT) studies: Concordance with torsadogenesis 
and an evolving cardiac safety testing paradigm. Drug Discovery 
Today 22(10), 1460-1465, October  2017.

Wedagedera J & Burroughs NJ
Comparison of a dual strategy for T-cell activation under 
inhibition of the CD4 receptor. Journal of Biological Systems 
26(2), 321-338, June 2018.

Polak S, et al. 
Quantitative approach for cardiac risk assessment and 
interpretation in tuberculosis drug development. Journal of 
Pharmacokinetics and Pharmacodynamics 45(3), 457-467, June 
2018.

Hermann R, et al.
Core entrustable professional activities in clinical pharmacology: 
Pearls for clinical practice: Drug-drug and food-drug interactions. 
Journal of Clinical Pharmacology 58(6), 704-716, June 2018.

Brussee JM, et al.
First-pass CYP3A-mediated metabolism of midazolam in the gut 
wall and liver in preterm neonates. CPT: Pharmacometrics & 
Systems Pharmacology 7(6), 374-383, June 2018.

Achour B, et al. 
Data generated by quantitative liquid chromatography-mass  
spectrometry proteomics are only the start and not the endpoint:  
Optimization of quantitative concatemer-based measurement 
of hepatic uridine-5’-diphosphate-glucuronosyltransferase 
enzymes with reference to catalytic activity. Drug Metabolism & 
Disposition 46(6), 805-812, June 2018.

Scotcher D, et al. 
Microsomal and cytosolic scaling factors in dog and human 
kidney cortex and application for in vitro-in vivo extrapolation 
of renal metabolic clearance. Drug Metabolism and Drug 
Disposition 45(5), 556-568, May 2018.

Rostami-Hodjegan A
Revisiting principles behind drug clearance and organ extraction. 
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