LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BMO17278.D

Acq On - 22 Oct 2018 14:29 Instrument :

Operator : MJ/SJ ?:'I\:gﬁ’;ﬁSam ol

3§mple : J5575-20 SSSJDH%gDHQS
isc :

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 3.493 82 86 99 rBvV 119219 171214 1.42% 0.189%
2 4.834 308 314 323 rBY 238935 321960 2.67% 0.355%
3 5.275 383 389 402 rBV 5152863 7441193 61.67% 8.200%
4 6.845 646 656 667 rBvY 5351721 8612696 71.38% 9.491%
5 7.198 708 716 727 rBV 5462425 8392857 69.56% 9.249%
6 7.657 787 794 802 rBV 1252662 1972923 16.35% 2.174%
7 7.975 841 848 857 rBvV 3872798 6208577 51.45% 6.842%
8 8.816 983 991 999 rBVY 3068553 5154564 42.72% 5.680%
9 10.433 1258 1266 1279 rBV 1688116 2802817 23.23% 3.089%
10 12.916 1681 1688 1702 rBV 7695410 11623819 96.33% 12.809%

11 13.763 1826 1832 1841 rBV 736084 1043047 8.64% 1.149%
12 14.304 1917 1924 1940 rBV2 2359936 3621776 30.02% 3.991%
13 15.798 2171 2178 2198 rBV 5665814 8112712 67.23% 8.940%
14 17.051 2384 2391 2398 rBV2 2752208 3873574 32.10% 4.269%
15 17.956 2540 2545 2556 rBV 352985 505391 4._.19% 0.557%

16 19.121 2735 2743 2751 rBV 68328 149392 1.24% 0.165%
17 19.245 2759 2764 2769 rBvV2 100526 136862 1.13% 0.151%
18 19.692 2834 2840 2845 rBV 10059997 12066216 100.00% 13.297%
19 20.392 2955 2959 2961 rBV 126941 151331 1.25% 0.167%
20 20.503 2974 2978 2982 rBV2 86386 126071 1.04% 0.139%

21 20.974 3054 3058 3072 rBvV 401955 703922 5.83% 0.776%
22 21.244 3099 3104 3109 rBV 2852105 3624713 30.04% 3.994%
23 21.409 3129 3132 3137 rVB3 125352 123298 1.02% 0.136%
24 22.297 3280 3283 3287 rVB3 145703 172447 1.43% 0.190%
25 22.797 3364 3368 3372 rBV 210121 276624 2.29% 0.305%

26 23.456 3474 3480 3490 rVB 1835830 3355591 27.81% 3.698%

Sum of corrected areas: 90745587
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1I\BNA_M\Data\BM102218\

BM017278.D

22 Oct 2018 14:29

MJ/SJ

J5575-20

6 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

SSSI-1016-S-DH-23
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017278.D

Acq On - 22 Oct 2018 14:29

Operator : MJ/SJ

ﬁ?ggle i J5575-20 SSSI-1016-S-DH-23
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 4

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

4.83 3.26 ng 321960 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 313 (4.828 min): BM017278.D (-308) (-) m/z 43.00 100.00%
a3
59
5000
T 440 450 4B0 500 530
83 : : : : :
SE— ..':,.‘?9..,-....-,|....,....,....,....,..1??, m/z 59.00 59.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 USRS S U S
a1 440 4.60 4.80 5.00 5.20
101 m/z 101.10 20.33%
29
~--|-W“-Vb-vw--qugq--.--~.----.----.-~-.----.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
440 460 480 500 520
5000 59 m/z 58.00 15.21%
31 g3 101
miz--> 20 40 60 80 100 120 140 160 180
Abundance #7975: Acetic acid, 1,1-dimethylethy! ester R e R R
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.29%
57
5000
29 101
L | 7383
m/z--> 20 40 60 80 100 120 140 160 180 ' 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017278.D

Acq On - 22 Oct 2018 14:29

Operator : MJ/SJ

ﬁ?ggle i J5575-20 SSSI-1016-S-DH-23
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 85.08 ng 8392860 1,4-Dichlorobenzene-d4 7.66
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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 716 (7.198 min): BM017278.D (-708) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 : : : : :
T our o 28 m/z 68.10  40.63%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SR AN
6.80 7.00 7.0 7.40 7.60
m/z 134.00 32.42%
T h
I 1

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
132
R e RN
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 26.81%
33 44 o 105
%0 " g0 115
O e B ma e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e R A REmaE R
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 17.29%
117
5000
39 91
A i
| il | L wl l m
R A B e B e B S BRRRE R e
m/z--> 20 40 60 80 100 120 140 160 180 200 680 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017278.D

Acq On - 22 Oct 2018 14:29

Operator : MJ/SJ

ﬁ?ggle i J5575-20 SSSI-1016-S-DH-23
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 4 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.96 2.61 ng 505391 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 2546 (17.962 min): BM017278.D (-2540) (-) m/z 73.05 100.00%

7R
43
5000 129
97 213 e N
151 ,g1071185 o0 | 507 256 17160 17.80 18,00 18 20

283 m/z 60.00 83.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73
43 5
5000 129
29

171 17.60 17.80 18.00 18.20
‘ 214 m/z 43.05 79.37%

7 115
Ll T i | | Mo |18
| | ullly h H \H ml " 1 A
m/z--> 2|0 4IO 6|0 80 100 12|O 14|10 1(|30 IEIRO 2(I)O 250 24|10 2('30 ZEIRO
Abundance
43 73

17.60 17.80 18.00 18.20

5000{ 29 256 m/z 55.10 73.90%
129
97 213
115 157171185
143 199 | 227,44
TWWWW’TWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid e
73 17. 60 17. 80 18. 00 18 20
m/z 57.10 72.02%
43 5
5000 129
185 228
115
1 143157171 ‘ ‘
RN ol o e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017278.D

Acq On - 22 Oct 2018 14:29

Operator : MJ/SJ

ﬁ?ggle i J5575-20 SSSI-1016-S-DH-23
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 5 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.97 3.88 ng 703922 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 92
3 9-Nonadecene 266 C19H38 031035-07-1 91
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 81
Abundance Scan 3057 (20.968 min): BM017278.D (-3054) (-) m/z 57.10 100.00%
57
83 s [
5000
111
207 20.60 20.80 21.00 21.20
139
A AL PGB 1229252 261 328 369 429 | n7 43,10 85.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43 97
69
5000 AU AR AR
20 60 20. 80 21. oo 21.20
125 m/z 55.05 66.55%
15‘ | \\‘ H m \ ‘\ \\154 182 210 238 266
m/z--> 55 100 150 260 250 360 3%0 460
Abundance
55
o 20,60 20.80 21.00 21.20
5000 m/z 83.05 54 _.09%
29 111
139 168 195 224 252
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #98168: 9-Nonadecene
55 20.60 20.80 21.00 21.20
83 m/z 69.05 53.99%
111
266
Hmwm || Ao e
m/z--> 50 100 150 200 250 300 350 400 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017278.D

Acq On - 22 Oct 2018 14:29

Operator : MJ/SJ

3?22'6 i J5575-20 SSSI-1016-S-DH-23
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... 4.83 3.3 ng 321960 1 7.66 1972920 20.0
unknown?7 .20 7.20 85.1 ng 8392860 1 7.66 1972920 20.0
Tridecanoic acid 17.96 2.6 ng 505391 4 17.05 3873570 20.0
1-Nonadecene 20.97 3.9 ng 703922 5 21.24 3624710 20.0
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