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Table S1: Method Parameters for data-dependent Acquisition. The following settings were optimized for 

reproducible, data dependent fragmentation of OPNA-BChE adducted nonapeptides. 
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Table S2: Parameters for Post-Acquisition Processing. The following parameters were used for the processing of 

QC materials, convenience set samples, and unknown sera. 

 

 

 

 

 

 

 

 

 

 

 

 

 

Acquisition Parameter 

Assay Type Name 
Injection Volume 10 μL 
Mass Precision 4.00 

Target Screening Processing Parameter 

Peaks S/N Ration Threshold 5 
Peaks Mass Tolerance 5 ppm 
Retention Time Identify  
Fragment Ions Identify 
Minimum Number of Fragments 1 
Intensity Threshold 2000 
Mass Tolerance 30 ppm 
MS Order MS2 
Isotopic Pattern Identify 
Fit Threshold 90% 
Allowed Mass Deviation 5 ppm 
Allowed Intensity Deviation 10% 

Peak Detection Parameter 

Detection Algorithm ICIS 
Detection Method Highest Peak 
Smoothing 1 
Area Noise Factor 5 
Peak Noise Factor 10 
Baseline Window 40 
Constrain Peak Width No 
Noise Method Incos 
Minimum Peak Width 3 
Multiplet Resolution 10 
Area Tail Extension 5 
Area Scan Window 0 
RMS No 
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Table S3: Compound Database Settings. The following parameters were used for the QC Compound Database. 

This database was also used for the post-acquisition processing of convenience set samples. For unknown 

samples, a new database was made taking into account the high resolution unknown parent ion masses identified 

but keeping the masses and mass tolerances of fragments constant. 
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Table S4: Optimized Source Parameters for Data-Dependent Acquisition. These parameters were optimized 

using direct infusion of purified synthetic BChE nonapeptides of unadducted BChE, GB-BChE, and MeP-BChE. 

Analytes were introduced into the source of the instrument at the flow rate, solvent composition, and 

concentrations likely to be observed in processed sera or plasma. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



34 | P a g e  
 

 

Table S5: Ruggedness Testing for BChE nonapeptide QC Material (QCL). Method parameters were altered for 

QCL analysis. Mass deviations (ppm) are provided for each analyte and parameter. In addition, an ID percentage 

is also included as a measure of efficiency. 
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Table S6: Ruggedness Testing for MeP-BChE QC Material (QCM). Method parameters were altered for QCM 

analysis. Mass deviations (ppm) are provided for each analyte and parameter. In addition, an ID percentage is also 

included as a measure of efficiency. 
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Table S7: Ruggedness Testing for GB-BChE QC Material (QCH). Method parameters were altered for QCH analysis. 

Mass deviations (ppm) are provided for each analyte and parameter. In addition, an ID percentage is also included 

as a measure of efficiency. 

 

 

 

 

 

 

 

 

 

 

 

 


