LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107531.D

Aca On : 20 Jul 2018 18:45

Operator : JU/SJ

Sample : PB111220BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

5.219 485 490 505 rBvV 779648 1191211 13.52% 1.685%
5.607 552 556 589 rBV 5199745 7282364 82.65% 10.303%
rBvV 5060280 7039101 79.89% 9.958%
6.748 745 750 772 rVB 5732604 7081806 80.38% 10.019%
6.972 784 788 810 rVB 1697663 1888575 21.43% 2.672%
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7.125 810 814 831 rBV 5086285 5651119 64.14% 7.995%
7.537 879 884 909 rBV 3978424 4651882 52.80% 6.581%
8.254 1001 1006 1025 rBV 2251664 2488199 28.24% 3.520%
9.331 1183 1189 1200 rBV 7551774 8064034 91.53% 11.408%
10.013 1300 1305 1322 rVB2 2674494 2726789 30.95% 3.858%

=
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11 10.807 1435 1440 1459 rBV 4943825 5498740 62.41% 7.779%
12 11.507 1555 1559 1567 rBV 3271727 2987664 33.91% 4.227%
13 13.095 1824 1829 1833 rBV 7919185 8810740 100.00% 12.465%
14 14.154 2005 2009 2013 rBV 3079149 2866609 32.54% 4 _055%
15 15.689 2264 2270 2280 rVB 1703115 2322361 26.36% 3.286%

16 16.148 2343 2348 2353 rBV 76887 133535 1.52% 0.189%

Sum of corrected areas: 70684729
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107531.D

Aca On : 20 Jul 2018 18:45

Operator : JU/SJ

Sample : PB111220BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107531.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107531.D

Aca On : 20 Jul 2018 18:45

Operator : JU/SJ

Sample : PB111220BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.22 12.61 ng 1191210 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 490 (5.219 min): BF107531.D (-485) (-) m/z 43.00 100.00%
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Abundance #8205: Acetic acid, 1,1-dimethylethyl ester e e
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107531.D

Aca On : 20 Jul 2018 18:45

Operator : JU/SJ

Sample : PB111220BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown6.75 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.75 75.00 ng 7081810 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.748 min): BF107531.D (-745) (-) m/z 132.00 100.00%
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96.0
40.0 54.0 J 6.40 6.60 6.80 7.00
oM'.l?,l-?. TR 2 S | — m/z 68.00 39.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
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104.0
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6.40 6.60 6.80 7.00
310 510 m/z 134.00 35.11%
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117.0
54,0 81.0
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Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.04%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072018\
Data File : BF107531.D

Acq On : 20 Jul 2018 18:45

Operator : JU/SJ

Sample : PB111220BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.22 12.6 ng 1191210 1 6.97 1888580 20.0
unknown6.75 6.75 75.0 ng 7081810 1 6.97 1888580 20.0
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