
ORKA SCIENTIFIC DIRECTORS’ PUBLICATIONS 

Design, Synthesis, and Testing of Potent, Selective Hepsin 
Inhibitors via Application of an Automated Closed-Loop 
Optimization Platform 
Shishir M. Pant,Amanda Mukonoweshuro, Bimbisar Desai, Manoj 
K. Ramjee, Christopher N. Selway,Gary J. Tarver, Adrian G. 
Wright, Kristian Birchall, Timothy M. Chapman, Topi A. Tervonen, 
and Juha Klefström 
Journal of Medicinal Chemistry 61 (10), 4335-4347 (2018). 
 
The 38th BMSS Annual Meeting, Royal Northern College of 
Music Manchester: 5th to 7th September 2017 
Patricia Wright, Hannah Britt, Cris Lapthorn, Christopher Whitmore 
European Journal of Mass Spectrometry 24 (2), 243 – 247 (2018) 
 
37th British Mass Spectrometry Society Annual Meeting 
Patricia Wright & Christine Eckers 
Bioanalysis 9 (5), 423-426 (2017). 
 
Bioanalytical Method Transfer.  
P. A. Wright & A.G. Wright.  Bioanalysis September 8 (17), 1837-
1844 (2016). 
 
Predicting collision-induced dissociation (CID) mass spectra: 
understanding the role of the mobile proton in small molecule 
fragmentation.  
P. A. Wright, A. Alex & F. Pullen.   Rapid Communications in Mass 
Spectrometry 30 (9):1163-1175 (2016). 
 
Can computational chemistry be used to predict CID 
fragmentation of anions? 
P.A. Wright, A. Alex & F. Pullen.    Rapid Communications in Mass 
Spectrometry 29 (23) 2309–2315 (2015).  
 

How useful is molecular modelling in combination with ion 
mobility mass spectrometry for ‘small molecule’ ion mobility 
collision cross sections? 
C. Lapthorn, F. Pullen, B. Z. Chowdhry, P.A. Wright , G. Perkins & Y. 
Heredia.   
Analyst 140 (20), 6814-6823 (2015). 
 
Predicting collision-induced dissociation spectra: Semi-
empirical calculations as a rapid and effective tool in software-
aided mass spectral interpretation. 
P.A. Wright, A. Alex & F. Pullen.  Rapid Communications in Mass 
Spectrometry 28, 1127–1143 (2014). 
 

Does not compute, or does it? 
P. A. Wright.  Mass Matters August 2014 (not peer reviewed). 
 
Understanding collision-induced dissociation of dofetilide: a 
case study in the application of density functional theory as an 
aid to mass spectral interpretation. 
P.A. Wright, A. Alex & F. Pullen.    
Analyst 138 (22), 6869-6880 (2014). 
 

Rapid Discovery of a Novel Series of Abl Kinase Inhibitors by 
Application of an Integrated Microfluidic Synthesis and 
Screening Platform 

Bimbisar Desai, Karen Dixon, Elizabeth Farrant, Qixing Feng, Karl R. 
Gibson, Willem P. van Hoorn, James Mills, Trevor Morgan, David M. 
Parry, Manoj K. Ramjee, Christopher N. Selway, Gary J. Tarver, Gavin 
Whitlock, and Adrian G. Wright 
Journal of Medicinal Chemistry 56 (7), 3033-3047 (2013) 
 
Integrated Synthesis and Testing of Substituted Xanthine 
Based DPP4 Inhibitors: Application to Drug Discovery 
Werngard Czechtizky, Jüergen Dedio, Bimbisar Desai, Karen Dixon, 
Elizabeth Farrant, Qixing Feng, Trevor Morgan, David M. Parry, 
Manoj K. Ramjee, Christopher N. Selway, Thorsten Schmidt, Gary J. 
Tarver, and Adrian G. Wright 
ACS Medicinal Chemistry Letters 4 (8), 768-772 (2013). 
 

3D thinking: computational aids for the bioanalyst. 
P.A. Wright, A. Alex & F. Pullen.  Bioanalysis 5 (4), 395-398 (2013). 
 
Development of the first sphingomyelin biomimetic stationary 
phase for immobilized artificial membrane (IAM) 
chromatography 
Dieter Verzele UGent, Frederic Lynen UGent, Mike De Vrieze, Adrian 
G Wright, Melissa Hanna-Brown and Patrick Sandra 
Chemical Communications 48 (8), 1162-1164 (2012). 
 
Metabolite Identification by Mass Spectrometry: Forty Years of 
Evolution. 
P.A. Wright.  Xenobiotica, 41 (8), 670-686 (2011). 
 

Looking back through the MIST: A perspective of evolving 
strategies and key focus areas for metabolite safety analysis. 
A.N.R. Nedderman & P.A. Wright.   Bioanalysis, 2 (7), 1235-1248 
(2010). 
 

Metabolism, Pharmacokinetics and Toxicity of Functional 
Groups Impact of the Building Blocks of Medicinal Chemistry 
on ADMET. Chapter 4: Primary, Secondary and Tertiary Amines 
and their Isosters 
Published 2010. RSC Publications Edited by Dennis A. Smith 
Using Density Functional Theory to Rationalise the Mass 
Spectral Fragmentation of Maraviroc and its Metabolites. 
P.A. Wright, A. Alex, T. Nyaruwata, T. Parsons & Frank Pullen.   
Rapid Communications in Mass Spectrometry 24, 1025–1031 (2010). 
 

A Rapid Methodology for the Characterization of Dialkyl 
Tertiary Amine-N-Oxide Metabolites Using Structurally 
Dependent Dissociation Pathways and Reconstructed Ion 
Current Chromatograms.  
S.W. Holman, P.A. Wright & G.J. Langley.   Analytical Chemistry 82 
(6), 2347-2354 (2010). 
 
Evidence for site-specific intra-ionic hydrogen/deuterium 
exchange in the low-energy collision-induced dissociation 
product ion spectra of protonated small molecules generated 
by electrospray ionisation. 
S.W. Holman, P.A. Wright, N.J. Well & G.J. Langley.  Journal Mass 
Spectrometry 45 (4), 347-357 (2010). 
Thermoresponsive Poly(N-vinylcaprolactam) as Stationary 
Phase for Aqueous and Green Liquid Chromatography. 
B. Miserez, F. Lynen, A. Wright, M. Euerby, &P. Sandra  
Chromatographia 71(1-2), 1-6 (2010). 
 
A Holistic Strategy for Characterizing the Safety of Metabolites 
through Drug Discovery and Development. 
D. Walker, J. Brady, D. Dalvie, J. Davis, M. Dowty, J.N. Duncan, A. 
Nedderman, R.S. Obach & P.A. Wright.   Chemical Research in 
Toxicology 22, 1653-1662 (2009). 
 
Can density functional theory (DFT) be used as an aid to a 
deeper understanding of tandem mass spectrometric 
fragmentation pathways? 

A. Alex, S. Harvey, T. Parsons, F.S. Pullen, P.A. Wright & J. Riley.  
Rapid Communications in Mass Spectrometry 23 (17), 2619-2627 
(2009). 
 
High-throughput approaches towards the definitive 
identification of pharmaceutical drug metabolites. 2. An 
example of how unexpected dissociation behaviour could 
preclude correct assignment of sites of metabolism.   
S.W. Holman, P.A. Wright & G.J. Langley.   
Rapid Communications in Mass Spectrometry, 23 (13), 2017-2025 
(2009). 
 
Metabolite quantitation: detector technology and MIST 
implications.   
P.A. Wright, Z. Miao & B. Shilliday.  Bioanalysis 1 (4), 831-845, 
(2009). 

http://journals.sagepub.com/author/Wright%2C+Patricia
http://journals.sagepub.com/author/Britt%2C+Hannah
http://journals.sagepub.com/author/Lapthorn%2C+Cris
http://journals.sagepub.com/author/Whitmore%2C+Christopher
https://scholar.google.co.uk/citations?view_op=view_citation&hl=en&user=BTRZ2F0AAAAJ&sortby=pubdate&citation_for_view=BTRZ2F0AAAAJ:_B80troHkn4C
https://scholar.google.co.uk/citations?view_op=view_citation&hl=en&user=BTRZ2F0AAAAJ&sortby=pubdate&citation_for_view=BTRZ2F0AAAAJ:_B80troHkn4C
https://scholar.google.co.uk/citations?view_op=view_citation&hl=en&user=BTRZ2F0AAAAJ&sortby=pubdate&citation_for_view=BTRZ2F0AAAAJ:_B80troHkn4C
https://scholar.google.co.uk/citations?view_op=view_citation&hl=en&user=BTRZ2F0AAAAJ&sortby=pubdate&citation_for_view=BTRZ2F0AAAAJ:olpn-zPbct0C


SAR of a series of inhaled A2a antagonists and comparison of 
inhaled pharmacokinetic in a preclinical model with clinical 
pharmacokinetic data. 
S.J. Mantell, P.T. Stephenson, S.M. Monaghan, G.N. Maw, M.A. 
Trevethick, M. Yeadon, D.K. Walker, M.D. Selby, D.V. Batchelor, S. 
Rozze, H. Chavarcohe, A. Lemaitre, K.N.Wright, L. Whitlock, E.F. 
Stuart, P.A. Wright & F. Macintyre.    Bioorganic and Medicinal 
Chemistry Letters, 19 (15), 4471-4475 (2009). 
 

High-throughput approaches towards the definitive 
identification of pharmaceutical drug metabolites. 1. Evidence 
for an ortho effect on the fragmentation of 4-benzenesulfinyl-
3-methylphenylamine using electrospray ionisation mass 
spectrometry.   
S.W. Holman, P.A. Wright & G.J. Langley.   
Rapid Communications in Mass Spectrometry, 22 (15), 2355-2365 
(2008).  
 
Application of parallel gradient high performance liquid 
chromatography with ultra-violet, evaporative light scattering 
and electrospray mass spectrometric detection for the 
quantitative quality control of the compound file to support 
pharmaceutical discovery 
Anthony W. Squibb, Mark R. Taylor, Barry L. Parnas, Gareth 
Williams, Richard Girdler, Peter Waghorn, Adrian G. Wright, Frank 
S. Pullen, 
Journal of Chromatography A 1189 (1–2), 101-108 (2008) 
 
Evolution of an open-access quantitative bioanalytical mass 
spectrometry service in a drug discovery environment.  
P.A. Wright, C. Chassaing, N. Cussans, D. Gibson, C. Green, M. 
Gleave, R. Jones, P. Macrae & K. Saunders.   Biomedical 
Chromatography; 20, 585-596 (2006). 
 
Characterisation of sulphoxides by Atmospheric Pressure 
Ionisation Mass Spectrometry. 
P.A. Wright, A. Alex, D. Gibson, R.  Jones & P. Macrae.  
Rapid Communications in Mass Spectrometry 19, 205-214 (2005). 
 
Improving quantitative measurements for the evaporative light 
scattering detector. 
B.T. Mathews, P.D. Higginson, R. Lyons, J.C. Mitchell, N.W. Sach, 
M.J. Snowden, M.R. Taylor & A.G. Wright  Chromatographia, 60 
(11/12) 625-63 (2004). 
 
LC/MS in Drug Discovery.  
R.F. Venn, P.V. Macrae, P.A. Wright & A.G. Wright. 
European Pharmaceutical Business Review p.48 August (2003). 
Midazolam is metabolized by UGT1A4 in human hepatocytes 
and hepatic microsomes.  
D.W. Siddle, L. Faithfull, M. Gleave, P. Wright, N. Lindsay  & C. 
Kohl. Drug Metabolism Reviews 35 supp.1, 55 (2003). 
 
Pharmacokinetics and Metabolism of a Selective PDE5 Inhibitor 
(UK-343,664) in Rat and Dog. 
D.K. Walker, K/C. Beaumont, P. Comby, K.M. Evans, J.I. Gedge, 
R.C. Halliday, S.J. Roffey, & P.A. Wright.  Xenobiotica 31 (8/9), 651-
664 (2001). 
 
Direct analysis of Crude Plasma samples by Turbulent Flow 
Chromatography/Tandem Mass Spectrometry. 
C. Chassaing., J. Luckwell, P. Macrae, K. Saunders, P.A. Wright, R. 
Venn.   
Chromatographia 53 (3/4), 122-129 (2001). 
 
Open access capillary electrophoresis-A walk up capillary 
electrophoresis service for the synthetic chemist. 
G.Sharma-Sing, D. A. Brown, F. S. Pullen & A. G. Wright.  
Journal of Chromatography A 888 (1-2) 219-227 (2000). 
 
Pharmacokinetics and Metabolism of Sildenafil in Mouse, Rat, 
Rabbit, Dog and Man.  
D.K. Walker, M.J. Ackland, G.C. James, D.J. Muirhead, D.J. Rance, P. 
Wastall & P.A. Wright.   
Xenobiotica 29 (3), 297-310 (1999). 

 
Immunoaffinity Chromatography for the Extraction of 
Salbutamol from Biofluids prior to MS Analysis.  
L.F. Statham, P.A. Wright & C.P. Goddard.  Methodology Surveys 
Biochemical Analysis 22, 297-304 (1992). 
 
Development and optimisation of a high-performance liquid 
chromatographic assay for tioconazole and its potential 
impurities. Part II. Selection of detection conditions for 
potential impurities 
Adrian G. Wright, John C Berridge, Anthony F. Fell, 
The Analyst 114 (1), 53 (1989). 
 
Chlopromazine Inhibition of Melatonin Metabolism by Normal 
and Induced Rat Liver Microsomes. 
C. Beedham, J.A. Smith, D. Steele & P.A. Wright.   
European Journal of Drug Metabolism and Pharmacokinetics 12, 
299-302 (1987).  
 

Development and optimisation of an HPLC assay for tioconazole and 
its potential impurities. I Selection of separation conditions.  
A.G. Wright, J.C. Berridge & A.F. Fell  Journal of Chromatography 464(1), 
27-38 (1991). 
 
Development and optimisation of an HPLC assay for tioconazole 
and its potential impurities. II Selection of detection conditions 
for potential impurities.  
A.G. Wright, J.C. Berridge & A.F. Fell   
Analyst 114 (1), 53-56 (1989). 
 
Strategies for automated optimisation of high-performance 
liquid chromatographic separations incorporating diode-array 
detection. 
A.G. Wright, A.F. Fell & J.C. Berridge  
Journal of Chromatography 458, 335-353 (1988). 
 
Computer-aided optimisation with photodiode array detection 
in HPLC. 
A.G. Wright, A.F. Fell & J.C. Berridge   
Analytical Proceedings 25 (9), 330-303 (1988). 
 
Sequential simplex optimisation and multichannel detection in 
HPLC: application to method development. 
A.G. Wright, A.F. Fell & J.C. Berridge   
Chromatographia 24, 533-540 (1987). 
 

http://www.springerlink.com/content/?Author=C.+Beedham
http://www.springerlink.com/content/?Author=J.+A.+Smith
http://www.springerlink.com/content/?Author=D.+Steele
http://www.springerlink.com/content/?Author=P.+A.+Wright

