LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109395.D

Aca On : 27 Sep 2018 18:49

Operator : JU/SJ

Sample = J5066-15

Misc :

ALS Vial : 18 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-BF092218 .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
1 4.898 474 478 493 rVB 60430 77540 3.19% 0.379%
2 5.316 544 549 552 rBVY 2011659 1900652 78.15% 9.280%
3 6.345 719 724 733 rBVY 2109048 2107659 86.66% 10.291%
4 6.475 742 746 749 rBVY 2328566 2057941 84.62% 10.048%
5 6.704 782 785 788 rBV 826654 661646 27.21% 3.230%
6 6.863 808 812 815 rBVY 1971211 1574061 64.72% 7.685%
7 7.269 876 881 884 rBVY 1329487 1308519 53.80% 6.389%
8 7.316 887 889 893 rVB 40003 33351 1.37% 0.163%
9 7.986 999 1003 1014 rBY 1058448 878735 36.13% 4 _.290%
10 9.063 1182 1186 1189 rBvV 2981232 2431969 100.00% 11.874%

11 9.457 1249 1253 1259 rBvV 621091 530955 21.83% 2.592%
12 9.733 1296 1300 1304 rBV 1051194 981482 40.36% 4.792%
13 10.522 1430 1434 1443 rBV 1436004 1355482 55.74% 6.618%

14 10.663 1454 1458 1464 rVB3 26056 38584 1.59% 0.188%
15 11.127 1534 1537 1541 rVB 31825 31418 1.29% 0.153%
16 11.210 1548 1551 1554 rBV 976808 891504 36.66% 4 _.353%
17 11.233 1554 1555 1558 rVB 49290 30428 1.25% 0.149%
18 11.751 1640 1643 1647 rBV2 66827 70103 2.88% 0.342%
19 12.416 1754 1756 1760 rBV 60267 58454 2.40% 0.285%
20 12.645 1793 1795 1799 rVB 60428 45317 1.86% 0.221%

21 12.792 1816 1820 1824 rBV 1900812 1830892 75.28% 8.939%
22 13.239 1894 1896 1901 rVB5 26791 28839 1.19% 0.141%
23 13.715 1974 1977 1984 rVB2 70414 112318 4.62% 0.548%
24 13.839 1994 1998 2001 rBV 857959 768803 31.61% 3.754%
25 15.239 2232 2236 2240 rBV 585969 674609 27.74% 3.294%

Sum of corrected areas: 20481261
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109395.D

Aca On : 27 Sep 2018 18:49

Operator : JU/SJ

Sample = J5066-15

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF109395.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109395.D

Aca On : 27 Sep 2018 18:49

Operator : JU/SJ

Sample = J5066-15

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

4.90 2.34 ng 77540 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 478 (4.898 min): BF109395.D (-474) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
831 460 4.80 5.00 5.20
o} S | NNV | St S N m/z 59.10 55.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL LR
59.0 460 480 500 520
m/z 101.10 20.25%
31.0 | 83.0 101.0
O e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.10 15.22%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LSS B L LA N B
43.0 460 4.80 5.00 5.20
m/z 41.10 9.66%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'VQQQw"'V"'w IR SR L SR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109395.D

Aca On : 27 Sep 2018 18:49

Operator : JU/SJ

Sample = J5066-15

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.47 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.47 62.21 ng 2057940 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 745 (6.469 min): BF109395.D (-742) (-) m/z 132.00 100.00%
13p.0
5000 68.1
400 o1 Tk 640 6k0 650
(o} : B m/z 68.10 44 .01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13p.0
69.0
104.0 N
5000 IREBERAREE RS LRSS S

6.20 6.40 6.60 6.80
m/z 134.00 30.63%

31.0 510
o T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.00 28.22%
S P S 0 N N T Y
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R o AR R mE
132.0 6.20 6.40 6.60 6.80
117.0 m/z 69.05 18.40%
5000
39.0 65.0 o0
0.¥5q.u..ﬁ.ub.,f..ﬂ,.f.wuh.ln.wh.,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109395.D

Aca On : 27 Sep 2018 18:49

Operator : JU/SJ

Sample = J5066-15

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.92 ng 112318 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 91
2 E-7-Octadecene 252 C18H36 1000130-92-0 86
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 86
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 86
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 86
Abundance Scan 1978 (13.721 min): BF109395.D (-1974) (-) m/z 83.10 100.00%
55.0 83.1
5000
184.0 13.40 13.60 13.80 14.00
0 m/z 55.05 88.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69584: Cyclopentadecane
55.0
5000 BRI RN
13.40 13.60 13.80 14.00
29.0 m/z 43.05 84_.17%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104185: E-7-Octadecene
43.0
69.0 RN AR SRR
13.40 13.60 13.80 14.00
5000 m/z 97.10 82.13%
125.0 252.0
o ‘ 154.0 182.0  224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane AR e R RR
57.0 13.40 13.60 13.80 14.00
97.0 m/z 57.10 76.13%
5000
29.0 125.0
0 Ll 154.0  196.0 224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092718\
Data File : BF109395.D

Acq On : 27 Sep 2018 18:49

Operator : JU/SJ

Sample - J5066-15

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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... 4._.90 2.3 ng 77540 1 6.70 661646 20.0
unknown6 .47 6.47 62.2 ng 2057940 1 6.70 661646 20.0
Cyclopentadecane 13.72 2.9 ng 112318 5 13.84 768803 20.0
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