LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\
Data File : BM019058.D
Aca On : 06 Mar 2019 05:28 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : K1704-04 PST-027-B114-022719
ALS Vial : 21 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-BM021119.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 5.269 365 371 390 rBVY 4591471 6725726 55.84% 7 .854%
2 6.851 633 640 657 rBY 4500185 7763604 64.45% 9.066%
3 7.210 693 701 718 rBVY 4893269 7620653 63.26% 8.899%
4 7.675 773 780 787 rBV 971251 1574708 13.07% 1.839%
5 7.987 826 833 847 rBVY 3394517 5407779 44.89% 6.315%
6 8.840 970 978 994 rBVY 2543038 4355628 36.16% 5.086%
7 10.457 1246 1253 1269 rBV 1228931 2116573 17.57% 2.472%
8 11.510 1425 1432 1449 rBV 47157 159188 1.32% 0.186%
9 12.939 1666 1675 1691 rBY 6041094 8932393 74.15% 10.431%
10 13.792 1813 1820 1832 rBvV 259846 391906 3.25% 0.458%

11 14.327 1902 1911 1918 rBV2 1773662 2698646 22.40% 3.151%
12 15.821 2159 2165 2186 rBV 5114021 7669877 63.67% 8.957%
13 17.080 2373 2379 2383 rBV 2258185 3163300 26.26% 3.694%
14 17.121 2383 2386 2394 rVB 444198 628468 5.22% 0.734%
15 17.968 2518 2530 2534 rBV2 654086 1035173 8.59% 1.209%

16 18.151 2555 2561 2565 rBV3 97601 186130 1.55% 0.217%
17 18.874 2680 2684 2691 rBV2 66397 136548 1.13% 0.159%
18 19.027 2704 2710 2716 rBV3 53959 122368 1.02% 0.143%
19 19.145 2721 2730 2736 rBV 677796 1027831 8.53% 1.200%
20 19.256 2744 2749 2754 rBV 246236 359002 2.98% 0.419%

21 19.480 2782 2787 2788 rBV 126238 166801 1.38% 0.195%
22 19.509 2788 2792 2801 rVB 593049 827444 6.87% 0.966%
23 19.715 2820 2827 2841 rBV 9981064 12045688 100.00% 14.067%
24 19.833 2842 2847 2856 rBV5 74371 204254 1.70% 0.239%
25 20.162 2898 2903 2907 rBV2 80344 134820 1.12% 0.157%

26 20.974 3037 3041 3051 rVB3 935314 1245986 10.34% 1.455%
27 21.274 3086 3092 3096 rBV 3112935 4169067 34.61% 4._.868%
28 21.309 3096 3098 3103 rVB 303719 389770 3.24% 0.455%
29 21.868 3190 3193 3201 rVB2 483580 696610 5.78% 0.813%
30 22.809 3350 3353 3356 rBvV 207494 278961 2.32% 0.326%

31 23.521 3468 3474 3490 rVB 1712698 3398696 28.22% 3.969%

Sum of corrected areas: 85633598
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019058.D

Aca On : 06 Mar 2019 05:28

Operator : JU/SJ

ﬁ?ggle i K1704-04 PST-027-B114-022719
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM019058.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019058.D

Aca On : 06 Mar 2019 05:28

Operator : JU/SJ

ﬁ?ggle i K1704-04 PST-027-B114-022719
ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 unknown7.21 Concentration Rank 1

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

7.21 96.79 ng 7620650 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 701 (7.210 min): BM019058.D (-693) (-) m/z 132.00 100.00%
132
5000 68
40 %6 6.80 7.00 7.20 7.40 7.60
54 : : : : :
8 e 2%~ m/z 68.10 48.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole
132
5000 A U UL L L
6.80 7.00 7.20 7.40 7.60
o 104 m/z 134.00 33.00%
14 27 39 51 %P 77 g9 | 15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 30.22%
33 44 105 ‘
'“|"L|"§q'ﬂ”ﬁ{'“hjh“l"“l"“l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13917: Benzene, 1,2,4-trifluoro- LS LN LI N BN N
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.68%
5000 63 g
St 50 )y 02
n PR N P 1 b Jl
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\BMO30519\

Data File : BM019058.D

Aca On : 06 Mar 2019 05:28

Operator : JU/SJ

ﬁ?ggle i K1704-04 PST-027-B114-022719
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
17.97 6.54 ng 1035170 Phenanthrene-d10 17.08
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Dodecane 170 C12H26 000112-40-3 25
5 Tridecane 184 C13H28 000629-50-5 25
Abundance Scan 2530 (17.968 min): BM019058.D (-2518) (-) m/z 73.00 100.00%
7B
43 ¢
5000
129
97 213 R AR AR AR AR
115 | 5157171 192 517, 256 17.60 17.80 18.00 18.20
| | 281
e m/z 60.00 70.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43

60

5000 R e EARA LS
17. 60 17. 80 18 00 18.20

m/z 43.10 59.28%

83 129 256
[ || . o s 143157171185199213227242 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #65565: Tridecanoic acid
73
i R R iaaaan
43 5 17.60 17.80 18.00 18.20
5000 - 129 m/z 57.05 54 .48%
’ 15 ok 214
L T i e a7
I | ullly MH H LI \H w ‘ ol | A
REEERREREERn RS A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid R e L A ERRREE
43 g 73 17.60 17.80 18.00 18.20

m/z 41.10 49.82%

5000

%

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\BMO30519\

Data File : BM019058.D

Aca On : 06 Mar 2019 05:28

Operator : JU/SJ

ﬁ?ggle i K1704-04 PST-027-B114-022719
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.97 5.98 ng 1245990 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 3040 (20.968 min): BM019058.D (-3037) (-) m/z 83.10 100.00%

57|83
5000

928 ..................

20 60 20. 80 21. OO 21. 20
oﬁﬁ-erlJLﬂ 250280 305 343 m/z 69.05 95.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
97
83
5000 |||||||||||||||||||
- 11 20.60 20.80 21.00 21.20

m/z 57.10 94 .51%

,| m J | l |139 167 196 224 252 280
e A s
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43

20.60 20.80 21.00 21.20

5000 m/z 55.05 83.79%
111
i A J 1,130 182 210
ittt
m/z--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester T T T
43 20 60 20. 80 21. OO 21. 20
69 m/z 97.05 83.26%

5000

I

m/z--> 50 100 150 200 250 300 350 400 20 60 20. 80 21. OO 21. 20

153 181 224 250
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO30519\

Data File : BM019058.D

Acq On : 06 Mar 2019 05:28

Operator : JU/SJ

ﬁ?ggle i K1704-04 PST-027-B114-022719
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 .21 7.21 96.8 ng 7620650 1 7.67 1574710 20.0
n-Hexadecanoic acid 17.97 6.5 ng 1035170 4 17.08 3163300 20.0
3-Eicosene, (E)- 20.97 6.0 ng 1245990 5 21.27 4169070 20.0
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