LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037447.D

Acq On : 19 Oct 2018 10:45

Operator : JU/SJ

Sample : PB113692BL

Misc :

ALS Vial : 3 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_G\METHODS\8270-BG101818_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 5.185 318 323 331 rBvY 38252 63294 1.49% 0.291%
2 5.644 392 401 410 rBVY 983673 1599693 37.54% 7.343%
3 7.248 666 674 688 rBvY 1031838 1796032 42.15% 8.244%
4 7.630 730 739 748 rBVY 937516 1660503 38.97% 7.622%
5 8.105 813 820 829 rVvB 210027 365444 8.58% 1.677%

8.429 866 875 886 rBvV 667160 1206428 28.31% 5.537%
9.281 1011 1020 1035 rBV 576345 1048836 24.61% 4.814%
10.926 1291 1300 1310 rVB 296362 555324 13.03% 2.549%
13.364 1707 1715 1724 rBV 1678826 2677352 62.83% 12.289%%
14.739 1942 1949 1957 rBV2 527292 866271 20.33% 3.976%

=
QO ~NO®

11 16.225 2195 2202 2220 rBV4 1345304 2044215 47.97% 9.383%
12 17.483 2409 2416 2430 rVB2 734747 1184037 27.79% 5.435%
13 20.086 2853 2859 2871 rBV 3059740 4261098 100.00% 19.558%
14 21.766 3139 3145 3157 rvB2 710700 1250087 29.34% 5.738%
15 25.103 3702 3713 3734 rBV 374067 1208127 28.35% 5.545%

Sum of corrected areas: 21786741
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG101918\
Data File : BG037447.D

Acq On : 19 Oct 2018 10:45

Operator : JUu/SJ

Sample - PB113692BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG037447.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037447.D

Acq On : 19 Oct 2018 10:45

Operator : JU/SJ

Sample : PB113692BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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.

5.19 3.46 ng 63294 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 23
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 324 (5.191 min): BG037447.D (-318) (-) m/z 43.00 100.00%
a3
59
5000
101 A SN SRS RN
51 | 83 | 4.80 5.00 520 5.40 5.60
O e oL i o o m/z 59.00 55.04%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 G SN U RN
4.80 5.00 520 5.40 5.60
m/z 58.00 18.07%
o 25 31 37 , 83 o3 %
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #8344 3-Hexanol, 4-methyl-
59
480 500 520 540 560
5000 41 m/z 101.00 17.74%
31
| © g
0% '|'}?'|" Ty "|??Hki' T T ""I"'g?l""l
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8387: 2-Pentanol, 2,4-dimethyl- R R R
509 4.80 5.00 520 5.40 5.60
m/z 41.10 7.47%
5000
43 101
0 15 ! \3‘1 37\ ‘ ‘ | 53\\ 1 65 71 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037447.D

Acq On : 19 Oct 2018 10:45

Operator : JU/SJ

Sample : PB113692BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown7.63 Concentration Rank 1

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

7.63 90.88 ng 1660500 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 739 (7.630 min): BG037447.D (-730) (-) m/z 131.90 100.00%
5000 68
20 54 % J 720 7.40 7.60 7.80 8.00
ol | e [ gsms 4 h/z 68.00  44.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR AR A A
7.20 7.40 7.60 7.80 8.00
31 51 78 m/z 133.90 33.61%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 720 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.00 27.87%
o----.---‘-‘.‘-‘--‘-“‘.-5-39-- mm,\,\‘l,,h_l,,,l,slfs,,,,l,lfa?,
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal P
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.85%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | A G | S
m/z--> 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037447.D

Acq On : 19 Oct 2018 10:45

Operator : JU/SJ

Sample : PB113692BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.19 3.5 ng 63294 1 8.11 365444 20.0
unknown7 .63 7.63 90.9 ng 1660500 1 8.11 365444 20.0
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