LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\
Data File : BM019115.D
Aca On : 12 Mar 2019 17:05 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?2?:'6 - (1817-20 PST-028-B007-1-030619
ALS Vial : 10 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 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 heiaht area % max. total
1 5.263 363 370 387 rBVY 2998448 4525240 45.15% 6.774%
2 6.840 631 638 661 rBY 3256583 5383078 53.71% 8.058%
3 7.198 692 699 721 rBVY 3378640 5213170 52.02% 7.804%
4 7.663 771 778 786 rBV 926141 1454182 14.51% 2.177%
5 7.981 824 832 845 rBVY 2108225 3432741 34.25% 5.139%
6 8.834 967 977 1000 rBVY 1670560 3021486 30.15% 4_.523%
7 10.445 1244 1251 1271 rBV 1159973 2117436 21.13% 3.170%
8 12.927 1666 1673 1695 rBV 4541272 6931130 69.16% 10.376%
9 13.786 1812 1819 1832 rBV 293539 480145 4_.79% 0.719%
10 14.316 1902 1909 1924 rBV2 2040892 3185948 31.79% 4_.769%

11 15.816 2157 2164 2183 rBV 4386027 6325511 63.11% 9.469%
12 17.068 2371 2377 2394 rBV2 2571366 3955839 39.47% 5.922%
13 17.962 2523 2529 2541 rBV 299691 574566 5.73% 0.860%
14 19.251 2743 2748 2761 rBV2 112439 229922 2.29% 0.344%
15 19.709 2820 2826 2840 rBV 8044575 10022326 100.00% 15.003%

16 20.968 3036 3040 3053 rBvV 435120 621286 6.20% 0.930%
17 21.268 3085 3091 3103 rBV 3323904 4344094 43.34% 6.503%
18 21.403 3111 3114 3121 rBV 101213 142636 1.42% 0.214%
19 21.839 3184 3188 3189 rBvV 156772 181304 1.81% 0.271%
20 22.297 3262 3266 3270 rBV 191009 246703 2.46% 0.369%

21 22.797 3347 3351 3355 rBvV 222982 298976 2.98% 0.448%
22 23.362 3443 3447 3452 rVB 169576 251580 2.51% 0.377%

23 23.509 3465 3472 3486 rVB 1821409 3522024 35.14% 5.272%
24 24.003 3552 3556 3564 rVB3 173252 340508 3.40% 0.510%

Sum of corrected areas: 66801831
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019115.D

Aca On : 12 Mar 2019 17:05

Operator : JU/SJ

ﬁ?gg le K1817-20 PST-028-B007-1-030619
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM019115.D
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Abundance TIC: BM019115.D
8000000 19.71

6000000
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4000000
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2000000 14.32
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Time--> 12.00 12.50 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: BM019115.D
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Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019115.D

Aca On : 12 Mar 2019 17:05

Operator : JU/SJ

ﬁ?ggle i K1817-20 PST-028-B007-1-030619
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : 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 unknown7.20 Concentration Rank 1

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

7.20 71.70 ng 5213170 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 699 (7.198 min): BM019115.D (-692) (-) m/z 131.95 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 . . : . .
& el e m/z 68.10  49.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 I UL UL IR

6.80 7.00 7.20 7.40 7.60
m/z 134.00  33.05%

15 28 39 52 03 77 90 104,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 e
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 31.35%
31
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine R A REman m
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.18%
5000
33 44 105 ‘
...,...‘.,...5.6;..‘..3,0....‘,.“...,..‘. S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019115.D

Aca On : 12 Mar 2019 17:05

Operator : JU/SJ

ﬁ?ggle i K1817-20 PST-028-B007-1-030619
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : 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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.96 2.90 ng 574566 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Ether. dodecvl isopropvl 228 C15H320 029379-42-8 30
4 Tetradecane 198 C14H30 000629-59-4 11
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 2529 (17.962 min): BM019115.D (-2523) (-) m/z 73.00 100.00%
7B
60
43
5000
129
97 213 AR DR AR
il 115 | 43197171185 199 | pp7 256 17.60 17.80 18.00 18.20
el m/z 60.10 75.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 g0 73
5000 29 DU B PR BN
17. 60 17. 80 18. oo 18.20
o7 129 256 m/z 43.05 60.72%
|y, 15 | 143157171185 199213 207
m/z--> "éblllxd" 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43 17.60 17.80 18.00 18.20
5000 29 129 m/z 57.10 54_.11%
’ 15 oh 214
b T i R AEaN
| | ulllall Iy H Ll \H m u‘ | A
m/z--> 25 Jo éo 80 100 150 150 160 180 200 220 250 2éo
Abundance #75207: Ether, dodecy! isopropy! e RARN
43 %7 70 83 17.60 17.80 18.00 18.20
m/z 55.10 51.67%
29
5000
125 140 W,V“A,Av,ww/k“k~waw_%~w~
15 “ 185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18. oo 18 20 '

8270-BM031119.M Wed Mar 13 18:15:05 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019115.D

Aca On : 12 Mar 2019 17:05

Operator : JU/SJ

ﬁ?ggle i K1817-20 PST-028-B007-1-030619
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : 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 3-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.97 2.86 ng 621286 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 Cvclotetradecane 196 C14H28 000295-17-0 93
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3040 (20.968 min): BM019115.D (-3036) (-) m/z 57.10 100.00%
57, 83
5000 111
3 ‘ 139 207 281 20.60 20.80 21.00 21.20
p AP 168189207206 250 281 ss1 Rt Gs 91 o1
m/z--> 50 100 150 200 250 300 350
Abundance #89787: 3-Octadecene, (E)-
9
97
5000
20.60 20.80 21.00 21.20
m/z 83.05 89.26%
125
za‘ | Jl | 154 182 204 252
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83 20.60 20.80 21.00 2120
5000 m/z 43.05 77 .88%
111
29
R .‘t A0 a0 TP gewy
m/z--> 50 100 150 200 250 300 350
Abundance #53619: Cyclotetradecane T I O T T
55 20.60 20.80 21.00 21.20
m/z 55.05 75.89%
83
5000
29 } ‘ 111
196
--‘J--||-‘--‘-‘[|J‘-‘|-13-9|-1§-8--‘|---- L LI s B A
m/z--> 50 100 150 200 250 300 350 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\BM031219\

Data File : BM019115.D

Acq On : 12 Mar 2019 17:05

Operator : JU/SJ

ﬁ?ggle i K1817-20 PST-028-B007-1-030619
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
Quant Title : 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]
unknown? .20 7.20 71.7 ng 5213170 1 7.66 1454180 20.0
n-Hexadecanoic acid 17.96 2.9 ng 574566 4 17.07 3955840 20.0
3-Octadecene, (E)- 20.97 2.9 ng 621286 5 21.27 4344090 20.0
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