LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101918\
Data File : BM017232.D

Acq On : 19 Oct 2018 16:27

Operator : MJ/SJ

Sample : PB113946BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 height area % max. total
1 4.840 310 315 325 rVvB 175287 236756 1.67% 0.271%
2 5.281 383 390 399 rBV 5280218 7447927 52.48% 8.520%
3 6.851 646 657 666 rBY 5058040 7916483 55.78% 9.056%
4 7.204 710 717 730 rBV 5300656 8078911 56.92% 9.242%
5 7.669 787 796 806 rvB 1175160 1891373 13.33% 2.164%

7.981 842 849 860 rBV 3865365 6213219 43.78% 7.108%
8.822 984 992 1008 rBV 2947157 4862408 34.26% 5.562%
10.439 1260 1267 1286 rBV 1492195 2523628 17.78% 2.887%
12.922 1682 1689 1698 rBV 7901137 11734912 82.68% 13.424%
14.304 1918 1924 1937 rBV2 2209999 3408025 24.01% 3.899%

=
QO ~NO®

11 15.804 2172 2179 2195 rBV 5963992 8606164 60.64% 9.845%
12 17.057 2385 2392 2405 rBV 2864052 3951729 27.84% 4.521%
13 19.698 2835 2841 2849 rBV 11431280 14192770 100.00% 16.236%
14 21.250 3100 3105 3112 rBV 2966375 3617191 25.49% 4.138%
15 23.462 3475 3481 3488 rVB 1482455 2734174 19.26% 3.128%

Sum of corrected areas: 87415670
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101918\
Data File : BM017232.D

Acq On : 19 Oct 2018 16:27

Operator : MJ/SJ

Sample : PB113946BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM017232.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101918\
Data File : BM017232.D

Acq On : 19 Oct 2018 16:27

Operator : MJ/SJ

Sample : PB113946BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.84 2.50 ng 236756 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 315 (4.840 min): BM017232.D (-310) (-) m/z 43.00 100.00%
43
59
5000
101 SRS I ..
4.60 4.80 5.00 5.20
83
ot et P 9L 208 7z 59.10 58.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L UL A
59 460 480 500 5.20
m/z 101.10 23.52%
15 4 101
83
Ol e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 480 500 520
5000 m/z 58.05 16.12%
29 101
0 15 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R ERE A RER
59 4.60 4.80 5.00 5.20
m/z 41.00 9.49%
5000 41
o Wyl |7 126 147
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101918\
Data File : BM017232.D

Acq On : 19 Oct 2018 16:27

Operator : MJ/SJ

Sample : PB113946BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.20 Concentration Rank 1

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

7.20 85.43 ng 8078910 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 716 (7.198 min): BM017232.D (-710) (-) m/z 131.95 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 . . . . :
0 82 lalis 208 281 m/z 68.10 41.42%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SRARS AR RS
6.80 7.00 7.20 7.40 7.60
31 ‘ m/z 134.00 32.34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 27 .91%
33 105
51 70 86
o e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl A REma
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 17.60%
5000 o 11°
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.0 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101918\
Data File : BM017232.D

Acq On : 19 Oct 2018 16:27

Operator : MJ/SJ

Sample : PB113946BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.84 2.5 ng 236756 1 7.67 1891370 20.0
unknown?7 .20 7.20 85.4 ng 8078910 1 7.67 1891370 20.0
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