


Batch  # Peak area (Mean & S.D)  

1 9.4E+08 + 1.45E+08 

2 7.95E+08 + 1.94E+08 

3 9.11E+08 + 1.67E+08 

(B) 
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Peak area: 1.2e4 
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Peak area: 1.2e4 
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Supersome
s/NADPH  
cofactor 

 

10µL incubation mixture in 40µL cold 
ACN + Internal Standard at 0, 5, 10, 

15, 30 and 60 mins 

Combine adjacent wells to convert 6 
plates into 3 plates using the Tecan. 

This reduces number of sample 
analysis from 2304 to 1152. 

37˚C with 
shaking 

Centrifuge the plates for  
20 mins at 4˚C 

 
10 mM compound plate from 

compound management 
diluted to 50 µM using ACN. 
1µM (final conc) compound 
added to incubation plate 

 

Automated Incubation Method Automated UHPLC-HRMS 
Method 

Automated Data 
Analysis Method 

Analyze using a pre-developed  
UHPLC-Full Scan MS method 

TraceFinder 3.2 will detect and 
integrate peaks based on exact 

mass and automatically generate 
1152 output reports/batch 

Import compound names and 
molecular formulae into 
TraceFinder 3.2 software 

Import all reports into 
Validator software 

Validator will extract data 
from the TraceFinder 3.2 

output reports. 

Validator will perform 
regression analysis of various 
combinations of data points 
and rank them by quality of 

the fit & calculate t1/2 and CLint.  
 

Figure 6 

This article has not been copyedited and formatted. The final version may differ from this version.
DMD Fast Forward. Published on July 14, 2016 as DOI: 10.1124/dmd.116.072017

 at A
SPE

T
 Journals on June 2, 2023

dm
d.aspetjournals.org

D
ow

nloaded from
 

http://dmd.aspetjournals.org/


Loperamide,Ketoconazole,Albendazole,0... 10/06/15 01:29:36

RT: 0.00 - 2.20
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1.69 1.82 1.93 2.200.21 1.530.30 0.40 1.410.53 0.66 0.80 0.94 1.251.16
1.60

2.111.67
1.73

1.79 2.132.051.28

NL:
3.42E8
m/z= 
266.0944-
266.0970  MS 
Loperamide,Ketoc
onazole,Albendaz
ole,0 min

NL:
3.55E6
m/z= 
531.1533-
531.1587  MS 
Loperamide,Ketoc
onazole,Albendaz
ole,0 min

NL:
1.44E7
m/z= 
477.2279-
477.2327  MS 
Loperamide,Ketoc
onazole,Albendaz
ole,0 min

Albendazole 
m/z: 266.0957 

Ketoconazole 
m/z: 531.1560 

Loperamide 
m/z: 477.2303 

Figure 7 
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Figure 8 
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