LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031919\
Data File : BM019254.D
Acq On : 20 Mar 2019 05:17 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le - K1948-03 PST-026-B034-031319
ALS Vial : 25 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-BM031119_.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 5.234 376 382 398 rBV 4078162 6089583 38.32% 7 .509%
2 6.822 644 652 670 rBV 4484654 7108721 44.73% 8.765%
3 7.169 704 711 726 rBV 4441366 7011518 44.12% 8.645%
4 7.633 784 790 798 rBV 671315 1060101 6.67% 1.307%
5 7.951 836 844 855 rBV 2958626 4656171 29.30% 5.741%

8.804 982 989 1005 rBV 2329639 3985448 25.08% 4.914%
10.422 1257 1264 1285 rBVY 838030 1534380 9.65% 1.892%
12.904 1679 1686 1697 rBV 6954348 10046104 63.21% 12.387%
13.168 1726 1731 1740 rVB 166376 267659 1.68% 0.330%
13.757 1825 1831 1845 rBV 464832 733487 4.62% 0.904%

=
QO ~NO®

11 14.292 1915 1922 1935 rVB2 1481109 2289024 14.40% 2.822%
12 15.792 2171 2177 2194 rBV 6515020 9093635 57.22% 11.213%
13 17.045 2384 2390 2402 rBV2 1943568 2878630 18.11% 3.549%
14 17.939 2537 2542 2551 rBV 290611 466466 2.94% 0.575%
15 18.803 2684 2689 2697 rBV 696860 1114299 7.01% 1.374%

16 19.692 2833 2840 2848 rBV 12500182 15892378 100.00% 19.596%
17 20.950 3050 3054 3066 rVB 611989 855571 5.38% 1.055%
18 21.244 3099 3104 3116 rBV 2289428 3204204 20.16% 3.951%
19 22.768 3360 3363 3368 rVB 133094 177496 1.12% 0.219%
20 23.474 3477 3483 3497 rVB 1387993 2636269 16.59% 3.251%

Sum of corrected areas: 81101144
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019254.D

Acq On : 20 Mar 2019 05:17

Operator : JU/SJ

ﬁ?ggle i K1948-03 PST-026-8034-031319
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019254.D
1.2e+07

1e+07

8000000

6000000

6.82 7.17
4000000 5,23

7.95
8.80
2000000

7.63 10.42

O T T e s  AMMED| SEENENREREE | SRS | S U

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019254.D

1.2e+07 19.69

1e+07

8000000

12.90
15.79

6000000

4000000

2000000 14.29 17.04

18.80

13.76 A 17.94

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019254.D

1.2e+07

1e+07
8000000
6000000

4000000

21.24
2000000 23.47
20.95 277

O S ——

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019254.D

Acq On : 20 Mar 2019 05:17

Operator : JU/SJ

ﬁ?ggle i K1948-03 PST-026-8034-031319
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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 unknown7.17 Concentration Rank 1

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

7.17 132.28 ng 7011520 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 711 (7.169 min): BM019254.D (-704) (-) m/z 132.00 100.00%
132
5000 68
o ohY Tk 750 T 76
0 A e e R m/z 68.10 48.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 SRR RARSE RRRRA RERAY
6.80 7.00 7.20 7.40 7.60
33 44 105 m/z 134.00 32.24%
0% | e |
S L U S S WL L L WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.00 30.13%
41 97
53
29 117
107
G L U S S W L L L B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13917: Benzene, 1,2,4-trifluoro- AL e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.61%
5000 63 g
LY N e
oL i ..“.l”.‘l.‘.“....‘ A ..“. —— —— —— —— S N
m/z--> 20 40 i 80 100 120 140 160 180 200 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO031919\
Data File : BM019254.D

Acq On : 20 Mar 2019 05:17

Operator : JU/SJ

Sample - K1948-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3 Acetaminophen Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.17 2.34 ng 267659 Acenaphthene-d10 14.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaminophen 151 C8HONO2 000103-90-2 52
2 2-Propenal, 3-(2,2,6-trimethyl-7._.. 194 C12H1802 055759-91-6 50
3 Metacetamol 151 C8HONO2 000621-42-1 50
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 50
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 50

Abundance Scan 1731 (13.168 min%; BM019254.D (-1726) (-) m/z 43.05 100.00%
43 109
151
5000
123 137 169 12.80 13.00 13.20 13.40
0...,....|'|"."||" I||. |||| IH’ ml'.,'....,....,....,....,?(.)8.. m/z 109.10 99._10%
m/z--> 20 60 100 120 140 160 180 200
Abundance #23673. Acetaminophen
109
5000 151 UL AR UL SRR B
12.80 13.00 13.20 13.40
43 80 m/z 151.05 61.63%
ol 15 27 5465 | 91 | 122135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
12:80 13.00 13.20 13.40
5000 43 151 m/z 41.00  25.14%
27 55 g9 8l o5 121 179
e S S S UL B I B L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23671: Metacetamol
109 12.80 13.00 13.20 13.40
m/z 69.00 21.90%
5000 151
43
ol 15 27 54 65 M 91 | 122135
m/z--> 20 40 60 80 100 120 140 160 180 200 12:80 13.00 13.20 13.40

8270-BM031119.M Wed Mar 20 17:50:15 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019254.D

Acq On : 20 Mar 2019 05:17

Operator : JU/SJ

ﬁ?ggle i K1948-03 PST-026-8034-031319
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.94 3.24 ng 466466 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Tridecane 184 C13H28 000629-50-5 18
Abundance Scan 2542 (17.939 min): BM019254.D (-2537) (-) m/z 73.00 100.00%
73
43 hﬁ*ﬂ*ﬂﬁumﬂxhvgy_aﬂw
5000
129
7 115 213 DA BULELE B
01 143157171185199 | 957 256 283 17.60 17.80 18.00 18.20
01 m/z 60.00 72 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 L AR BRI BN UL
ﬂmﬂmmmmm
21 m/z 43.05 59.09%
m/z--> 25 46 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 55 73
17.|60 17.|80 18.|00 18.|20 '
5000 - 129 m/z 55.05 55.71%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid B s o Lt
73 17.60 17.80 18.00 18.20
m/z 57.10 52.04%
43 57
5000
129
29 ‘ 115 171 214
R 0 A ™ Y B O A SO By
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019254.D

Acq On : 20 Mar 2019 05:17

Operator : JU/SJ

ﬁ?ggle i K1948-03 PST-026-8034-031319
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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 5 1-Nonadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.80 7.74 ng 1114300 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
4 4-HeptafFluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 91
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
Abundance Scan 2688 (18.797 min): BM019254.D (-2684) (-) m/z 69.05 100.00%
55 6
4
5000
125 18.40 1860 18:80 19.00 19.20
140 : : : : :
N 154168182196 224 267 283 n/z 83.10 98 _98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108955: 1-Nonadecanol
43 57 83
97
5000
29 18.40 18.60 18.80 19.00 19.20
125 m/z 55.05 88.54%
oL14 MM Lol 139154168182196210224238 25266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
37 83 I L B L B BN L
18.40 18.60 18.80 19.00 19.20
5000 97 m/z 57.05 77.89%
29 111
o 125140154168182196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #145521: Bromoacetic acid, hexadecy! ester AR EEEE G
43 18.40 18.60 18.80 19.00 19.20
69 83 m/z 43.05 73 .00%
5000
29
. | ﬂ\ 141 166180196 222 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019254.D

Acq On : 20 Mar 2019 05:17

Operator : JU/SJ

ﬁ?ggle i K1948-03 PST-026-8034-031319
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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 6 Heptafluorobutanoic acid, h... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.95 5.34 ng 855571 Chrysene-di2 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 3054 (20.950 min): BM019254.D (-3050) (-) m/z 57.10 100.00%
57 83
= AMJK“JL
AU A SRR
139 168 20.60 20.80 21.00 21.20
ol 207 23g 268 343 401 429 475 m/z 83.10 39 _.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
83
5000 AUV A
111 20.60 20.80 21.00 21.20
- ‘ ‘ m/z 69.10 87.78%
169 238
oLt \ \‘ R Ao e
m/z--> 50 150 200 250 300 350 400 450
Abundance
43
69 NN AR SRR
97 20.60 20.80 21.00 21.20
5000 m/z 55.10 76.91%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148859: Trichloroacetic acid, pentadecy! ester LR EE e e e
20.60 20.80 21.00 21.20
83 m/z 43.10 75.91%
5000
o 139 182 210
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019254.D

Acq On : 20 Mar 2019 05:17

Operator : JU/SJ

3?22'6 i K1948-03 PST-026-8034-031319
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .17 7.17 132.3 ng 7011520 1 7.63 1060100 20.0
Acetaminophen 13.17 2.3 ng 267659 3 14.29 2289020 20.0
n-Hexadecanoic acid 17.94 3.2 ng 466466 4 17.04 2878630 20.0
1-Nonadecanol 18.80 7.7 ng 1114300 4 17.04 2878630 20.0
Heptafluorobutano... 20.95 5.3 ng 855571 5 21.24 3204200 20.0
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