LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 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-BM012320.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 5.069 365 371 384 rBVY 1696746 2495673 19.67% 3.246%
2 6.628 628 636 649 rBY 1597948 2546399 20.07% 3.312%
3 7.422 764 771 780 rBVY 1011682 1610288 12.69% 2.095%
4 7.739 816 825 832 rBVY 1610011 2496664 19.68% 3.248%
5 8.563 952 965 974 rBVY 1074180 1770405 13.96% 2.303%
6 10.181 1232 1240 1249 rBVY 1312864 2241981 17.67% 2.916%
7 11.380 1437 1444 1449 rBV2 81916 146245 1.15% 0.190%
8 11.657 1487 1491 1497 rBV 111185 169861 1.34% 0.221%
9 12.127 1566 1571 1576 rBV 101472 168128 1.33% 0.219%
10 12.686 1660 1666 1672 rVB 2966411 4191621 33.04% 5.452%

11 12.933 1704 1708 1713 rVV 167581 216576 1.71% 0.282%
12 14.021 1889 1893 1897 rBV 236945 320447 2.53% 0.417%
13 14.074 1897 1902 1909 rVvB 1987287 2897589 22.84% 3.769%
14 14.245 1922 1931 1936 rBV 1143711 1471032 11.60% 1.913%
15 14.651 1996 2000 2005 rVB5 89713 140278 1.11% 0.182%

16 14.986 2053 2057 2064 rVB 285538 345718 2.73% 0.450%
17 15.398 2119 2127 2131 rBV 93980 204878 1.62% 0.266%
18 15.574 2148 2157 2167 rBV 2434819 3598089 28.37% 4._.680%
19 15.851 2200 2204 2207 rBV 287384 354868 2.80% 0.462%
20 16.033 2231 2235 2240 rBV 695964 802682 6.33% 1.044%

21 16.645 2335 2339 2343 rVV 275919 317601 2.50% 0.413%
22 16.698 2344 2348 2354 rVB2 103012 149081 1.18% 0.194%
23 16.827 2364 2370 2375 rBV 2345687 3243016 25.57% 4.218%
24 16.868 2375 2377 2383 rVB 213838 251161 1.98% 0.327%
25 16.957 2389 2392 2399 rVB 86169 134659 1.06% 0.175%

26 17.380 2460 2464 2468 rBV 249848 313592 2.47% 0.408%
27 17.551 2488 2493 2500 rVB 2883959 3287319 25.92% 4._.276%
28 17.768 2525 2530 2536 rBV2 306940 447020 3.52% 0.581%
29 18.074 2578 2582 2586 rVB 187104 201697 1.59% 0.262%
30 18.698 2683 2688 2691 rBV 6201560 7756955 61.15% 10.090%

31 18.733 2691 2694 2698 rVV 10313293 12684716 100.00% 16.500%
32 18.762 2698 2699 2706 rVB2 687139 763981 6.02% 0.994%
33 18.874 2713 2718 2720 rBV 1161527 1459709 11.51% 1.899%
34 18.898 2720 2722 2727 rVB 432424 500702 3.95% 0.651%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.945 2727 2730 2737 rBV 391282 559458 4.41% 0.728%

36 19.262 2777 2784 2788 rBV 400137 784233 6.18% 1.020%
37 19.303 2788 2791 2795 rVB 198641 215147 1.70% 0.280%
38 19.486 2817 2822 2830 rBV 4824396 5817612 45.86% 7.567%
39 19.739 2862 2865 2867 rBV2 184178 203636 1.61% 0.265%
40 19.768 2868 2870 2879 rVVv2 194811 362948 2.86% 0.472%

41 19.845 2880 2883 2884 rVV 185289 191268 1.51% 0.249%
42 19.868 2884 2887 2892 rVB2 321200 409152 3.23% 0.532%
43 19.980 2904 2906 2909 rBV 147136 140863 1.11% 0.183%
44 20.797 3042 3045 3050 rVvB2 538168 669404 5.28% 0.871%
45 21.039 3081 3086 3090 rBV 3052449 3978230 31.36% 5.175%

46 23.150 3440 3445 3452 rVB 2226761 3844886 30.31% 5.001%

Sum of corrected areas: 76877468
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1e+07

8000000

6000000

4000000

2000000

TIC: BM024707.D

5.07 6.63 7.74 10.18

J 7}.{12 }\ Ti A 11,3816

0

I I
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
1e+07

8000000

6000000

4000000

2000000

TIC: BM024707.D
1873

1870

19.49

12.69

14.07
14.24

8
12.13 12.93 14102 mm

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
1e+07

8000000

6000000

4000000

2000000

0

TIC: BM024707.D

21.04 23.15

20.80

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.02 2.21 ng 320447 Acenaphthene-d10 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1893 (14.021 min): BM024707.D (-1889) (-) m/z 57.10 100.00%

57

43 1

5000

-

13.80 14.00 14.20 14.40
m/z 71.10 73.72%

o 113 126 140 155 169 183

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane

212

43

3

13.80 14.00 14.20 14.40
m/z 43.10 67.49%

5000

99

113 127 141 155 169 183 197 226

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 A e oSl =y
71 13.80 14.00 14.20 14.40
5000 g5 m/z 85.05 47 .73%
29 99
ol 15 113 127 141 155 169 183 212
B A B B L EAma m e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane R AREES R S S
57 13.80 14.00 14.20 14.40
43 - m/z 41.10 42 .37%
5000 85
29
s DL S w1
B B B LR oo AR o R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. 80 14. OO 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 3 Dodecanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.25 10.15 ng 1471030 Acenaphthene-d10 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 98
2 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 87
3 Nonanoic acid. methvl ester 172 C10H2002 001731-84-6 74
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 72
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 72

Abundance Scan 1932 (14.251 min): BM024707.D (-1922) (-) m/z 74.00 100.00%
7
87
5000
41 55 AL B e e
|| | 101 115 129 143 157 17ll 183 14 14.00 14.20 14.40 14.60
0....,....,...:”,.-.-.-'.,':!..'-,'...'.,..'..,....,.... b e m/z 87.00  67.50%
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #72688: Dodecanoic acid, methyl ester
%
87
5000 U UL SR B B
55 14.00 14.20 14.40 14.60
43 143 171 m/z 55.00 21.44%
129 183
o5 2 Il .LII, Al 1S 7| 357 17T 200 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
74
87 " 14.00 14.20 14.40 14.60
5000 m/z 41.05 19.68%
55 143 g9
101 445 129 157 183 1gq 214
O o o e R o A ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39526: Nonanoic acid, methy! ester R e R Ra:
74 14.00 14.20 14.40 14.60
m/z 43.00 19.45Y%
5000 87
0 \ H ‘H [ " 191 115 1%9 1“1\1 172
m/z--> 20 ' 60 8|0 100 120 140 160 180 200 220 14100 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.99 2.39 ng 345718 Acenaphthene-d10 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Tetradecane 198 C14H30 000629-59-4 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
4 Heptadecane 240 C17H36 000629-78-7 80
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 2058 (14.992 min): BM024707.D (-2053) (-) m/z 57.05 100.00%
57 71
43
5000
LN IR DA SR B
113 127 140 169 226 14.60 14.80 15.00 15.20 15.40
) SRS | 198 10 88 127209 m/z 71.10 86.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57
43
5000 AR U BRI DU B
mmmmmmmmmm
9 m/z 43.10 66.89%
113 127 141 155 169 183 197 226

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 AL R B
71 14.60 14.80 15.00 15.20 15.40
5000 85 m/z 85.05 60.47%
29
ol 15 9 113127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl- S R Ea s s S
57 14.60 14.80 15.00 15.20 15.40
43 m/z 41.10 43.13%
71
5000 85
141
99
0,‘,“,“,“,113 L1 R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 60 14. 80 15. OO 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 5 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.85 2.19 ng 354868 Phenanthrene-d10 16.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2204 (15.851 min): BM024707.D (-2200) (-) m/z 57.10 100.00%
57
e ‘ j\v\Akaw_,ﬁ\V_J\w*JMAvu
R SRR SRS BRI B
140155 15.60 15.80 16.00 16.20
ol 162197 220 240 m/z 71.05 87.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
g7
85
5000 LI IR B SULRRN IR
4 mmmmmmmm
m/z 43.10 64.81%
o Lo 4 LY 141 160 19751, 240
m/z--> 20 4b 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
" 15.60 15.80 16.00 16.20
5000 a 85 m/z 85.05 61.50%
ol 15 U3 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59882: Tetradecane AR EEEEE S R S e
57 15.60 15.80 16.00 16.20
m/z 41.00 41.26%
- | | WMM
m/z--> 20 4b eb éo 160 120 110 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 6 Methyl tetradecanoate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.03 4.95 ng 802682 Phenanthrene-d10 16.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
2 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 92
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 81
4 Methvl 8-methvl-nonanoate 186 C1l1H2202 1000336-43-6 76
5 Nonanoic acid, methyl ester 172 C10H2002 001731-84-6 74
Abundance Scan 2234 (16.027 min): BM024707.D (-2231) (-) m/z 74.00 100.00%
74
87
5000
43 55 143 199 A
H h 101115129 | 157 47,185 | 211 242 15.80 16.00 16.20 16.40
0 ,....,....',.- ot e e e e e g || M/Z 87.00  68.52%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #95860: Methyl tetradecanoate
74
87
5000 LB BN UL UL B
43 15.80 16.00 16.20 16.40
m/z 43.05 23.60%
0 | ||| || ,| 101115129 1‘}3 157 171 185 199211 242
m/z--> 20 ' 60 80 160 120 140 160 180 200 250 240
Abundance
74
87 " 15.80 16,00 16.20 16,40
5000 m/z 41.05 22 .58%
55 199
143
0 101 445129 | 157 971185 211 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50099: Decanoic acid, methyl ester I
74 15.80 16.00 16.20 16.40
87 m/z 55.05 22 .52%
43
5000
0 \‘ \‘ ‘H ‘ i 1(\)1 115 129 ‘3 \5 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 7 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.55 20.27 ng 3287320 Phenanthrene-d10 16.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 89
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 87
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
Abundance Scan 2493 (17.551 min): BM024707.D (-2488) (-) m/z 74.00 100.00%
H
5000
43 IR | S
17.20 17.40 17.60 17.80
0 m/z 87.00 76.54%
m/z--> 50 100 150 200 250 300 350
Abundance #119400: Hexadecanoic acid, methyl ester
7
5000 L S BB UL S B
43 17.20 17.40 17.60 17.80
m/z 43.05 26 .24%

o&_duu
m/z--> 50 100 150 200 250 300 350
Abundance
74
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rr

17.20 17.40 17.60 17.80

5000 m/z 55.05 23.42%
43
o 101 1253 17 199 242
e e B s SRS s m e e
m/z--> 50 100 150 200 250 300 350
Abundance #84485: Tridecanoic acid, methyl ester e e AR
74 17. 20 17. 40 17. 60 17. 80

m/z 41.05 22 .78%

- 43 /\J\
143
185
| \ ‘u " 9\7\ 115 | ‘ | 1 228

ol i 22 L N

m/z--> 50 100 150 200 250 300 350 17. 20 17. 40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 8 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.77 2.76 ng 447020 Phenanthrene-d10 16.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 92
3 Heptadecanoic acid 270 C17H3402 000506-12-7 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 70

Abundance Scan 2530 (17.768 min): BM024707.D (-2525) (-) m/z 73.00 100.00%

5000

129
213

185 L L L B L
ot 17. 40 17. 60 17. 80 18. 00

0 m/z 60.00 78 .53%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43
5000 129 |||||A|||||||||||||||
83 17.40 17.60 17.80 18.00
256 m/z 43.05 63.09%

01 157 1g5 213
o S P < ﬂ
m/z--> 50 100 150 200 250 300 350
Abundance
73
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—

43 17.40 17.60 17.80 18.00
5000 m/z 57.10 56.26%
129
185 228
97
ol Ml dy ol g J4020 | 2t |
m/z--> 5I0 l(I)O 15IO 2(I)0 25I0 3CI)O 35IO
Abundance #119368: Heptadecanoic acid T T T T e
43 73 17. 40 17. 60 17. 80 18. 00

m/z 41.05 56.12%

270
5000
129
‘ H 171 227
2 I\\J J‘H H\ dul \153 ‘ 298 ‘\ 253

0 pHr t — B e

m/z--> 50 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 9 Methyl 9-cis,ll-trans-octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.70 47.84 ng 7756960 Phenanthrene-d10 16.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methyv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 2688 (18.698 min): BM024707.D (-2683) (-) m/z 67.05 100.00%
95
5000{ 41
1 Hos 0y P 230 3 1640 1550 1880 1900
0 W SeST 4 816 342 m/z 81.10 87.11%
m/z--> 50 100 150 200 250 300 350
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
5000 % L UL UL SN IS
18.40 18.60 18.80 19.00
123 150 294 m/z 95.10 59.94%
o La g aMPos 20 22 |
m/z--> 50 100 150 200 250 300 350
Abundance
67
41 LRI SR NN SUN
95 18.40 18.60 18.80 19.00
5000 m/z 55.05 53.68%
. 123 150 474 ,a 263 204
m/z--> " s0 100 150 200 250 300 350
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R e  EAamane
n 67 18.40 18.60 18.80 19.00
m/z 41.05 45 _41%
294
0 } ‘ e 120 178105 220037 263
m/z--> 50 100 150 200 250 300 350 18,40 18.60 18.80 19.00

8270-BM012320.M Tue Feb 04 15:02:17 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 10 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.73 78.23 ng 12684700 Phenanthrene-d10 16.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 2694 (18.733 min): BM024707.D (-2691) (-) m/z 55.10 100.00%

5000

=

18.40 18.60 18.80 19.00
m/z 69.10 80.09%

o 296314 335

m/z--> 50 100 150 200 250 300 350
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

382

74

%

5000

18.40 18.60 18.80 19.00
m/z 74.00 70.46%

0
m/z--> 50 100 150 200 250 300 350
Abundance
55
B A RaEEE B L
74 18.40 18.60 18.80 19.00
5000 o7 m/z 41.10 68.47%
29 264
123 180 222
o 152 199 o 296
B o B i L B e
m/z--> 50 100 150 200 250 300 350
Abundance #141286: 13-Octadecenoic acid, methyl ester R AREEEE LSy
55 18.40 18.60 18.80 19.00
m/z 83.10 63.22%
5000 f4
29 ' 264
123 180 222
SHEVEE Wi W% I SRR S |
m/z--> 50 150 200 250 300 350 18. 40 18 60 18. 80 19. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 11 cis-13-Octadecenoic acid, m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.76 4.71 ng 763981 Phenanthrene-d10 16.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 58
2 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 58
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 53
4 8-Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 46
5 17-Octadecynoic acid, methyl ester 294 C19H3402 1000333-54-0 38
Abundance Scan 2699 (18.762 min): BM024707.D (-2698) (-) m/z 69.10 100.00%

5000

123

265 LI B L B A B B
181 180 18 40 18 60 18. 80 19. OO

m/z 74.00 75.27%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #141299: cis-13-Octadecenoic acid, methyl ester

5000

18.40 18.60 18.80 19.00
m/z 83.10 67.13%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
55

18.40 18.60 18.80 19.00
5000 83 m/z 55.10 66.59%

29 264
111 222
137 180
o 159 2%
e A LN Ean o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-

18.40 18.60 18.80 19.00
m/z 43.10 50.69%

-

18.40 18.60 18.80 19.00

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 12 11H-Benzo[b]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.87 2.06 ng 409152 Chrysene-di12 21.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 70
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 60
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 55
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 49
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 45
Abundance Scan 2887 (19.868 min): BM024707.D (-2884) (-) m/z 216.10 100.00%
216
5000 55
87
110 139 250 292 19.60 19.80 20.00 20.20
167 324 . . . .
OMMWMWMM m/z 215.05 83.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74422: 11H-Benzo[b]fluorene
216
5000 SRR VN U SR
19.60 19.80 20.00 20.20
108 m/z 55.10 41.73%
oL 57 | 130163189
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
216
10,60 19.80 20.00 20.20
5000 m/z 74.00 37.62%
108
51 81 139163 189
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74416: Pyrene, l—methyl— S B B B B L B N B
216 19.60 19.80 20.00 20.20
m/z 69.10 30.67%
5000
108 189
ol 30 63 86 | 137163 | |
m/z--> 50 100 150 200 250 300 350 400 450 19,60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020320\
Data File : BM024707.D

Aca On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Cyclopentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.80 3.37 ng 669404 Chrysene-di12 21.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 97
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 3045 (20.797 min): BM024707.D (-3042) (-) m/z 83.10 100.00%
55
5000
LRI IR SR SN B
4 20.40 20.60 20.80 21.00 21.20
oA 267297 333 381410 446 497 535 n/z 97.10 a8 _ 78%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane
55
5000 U AU AL IRV
20,40 20.60 20.80 21.00 21.20
m/z 69.10 84 _.70%
2 139 182210
O b .”. S
mz-> 0 50 160 1éo 200 250 300 350 400 450 500
Abundance
43
83 LRI R SR SN B
20.40 20.60 20.80 21.00 21.20
5000 m/z 57.10 83.34%
111
o 139168 196224252
mz-> 0 50 100 150 200 250 300 350 400 450 500 |
Abundance #131391: n-Nonadecanol-1 A B o
55 83 20.40 20.60 20.80 21.00 21.20
m/z 55.10 80.70%
o | ﬂmﬂvwkvmdw,J\«Nﬂﬁpwu»A/W
o 2 1?9168196 238266
miz-> 0 50 100 150 200 250 300 350 400 450 500 | 20.40 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM020320\
Data File : BM024707.D

Acq On : 03 Feb 2020 20:00

Operator : CG/JU

Sample : L1016-15 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM012320_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexadecane 14.02 2.2 ng 320447 3 14.07 2897590 20.0
Dodecanoic acid, ... 14.25 10.2 ng 1471030 3 14.07 2897590 20.0
Tetradecane 14.99 2.4 ng 345718 3 14.07 2897590 20.0
Heptadecane 15.85 2.2 ng 354868 4 16.83 3243020 20.0
Methyl tetradecan... 16.03 5.0 ng 802682 4 16.83 3243020 20.0
Hexadecanoic acid... 17.55 20.3 ng 3287320 4 16.83 3243020 20.0
n-Hexadecanoic acid 17.77 2.8 ng 447020 4 16.83 3243020 20.0
Methyl 9-cis,11-t... 18.70 47.8 ng 7756960 4 16.83 3243020 20.0
9-Octadecenoic ac... 18.73 78.2 ng 12684700 4 16.83 3243020 20.0
cis-13-Octadeceno... 18.76 4.7 ng 763981 4 16.83 3243020 20.0
11H-Benzo[b]fluorene 19.87 2.1 ng 409152 5 21.04 3978230 20.0
Cyclopentadecane 20.80 3.4 ng 669404 5 21.04 3978230 20.0
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