LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24899.D

Acqg On : 14 Apr 2023 15:54
Operator : CG/JU

Sample : 02252-07

Misc :

ALS Vvial : 45 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©41023.M
Title : SVOA CALIBRATION

Signal : TIC: BN@24899.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.311 17 21 32 rVB 71213 110984 ©.95% 0.096%
2 3.746 94 95 111 rBV 177128 307474 2.64% 0.265%
3 3.975 128 134 140 rVB5 8787 17418 0.15% 0.015%
4 4.070 146 150 155 rBV 28592 41882 0.36% 0.036%
5 5.011 305 310 317 rVvB6 7211 13942 0.12% 0.012%
6 5.222 339 346 360 rVB 240934 387312 3.33% 0.334%
7 7.099 658 665 676 rVB 332970 530516 4.56% 0.457%
8 7.269 687 694 698 rBV 1244760 1993423 17.13% 1.717%
9 7.464 721 727 738 rBV 1178172 1903006 16.36% 1.640%
106 7.828 783 789 794 rVB6 8110 13506 0.12% 0.012%
11 7.940 801 808 812 rBV 1318558 2128357 18.29% 1.834%
12 7.975 812 814 821 rVB 232577 297008 2.55% 0.256%
13 8.293 862 868 877 rVB 114428 187632 1.61% 0.162%
14 8.493 899 902 908 rVB7 6800 12734 0.11% 0.011%
15 8.652 920 929 944 rBV 951657 1498958 12.88% 1.291%
16 9.110 999 1007 1018 rBV 1562326 2559386 22.00%  2.205%
17 9.216 1021 1025 1031 rVV3 13494 24663 0.21% 0.021%
18 9.275 1031 1035 1041 rVB7 8797 16132 0.14% 0.014%
19 9.516 1070 1076 1083 rVB2 10738 17914 0.15% 0.015%
20 9.834 1122 1130 1144 rBV 1247531 2040656 17.54% 1.758%
21 10.369 1214 1221 1230 rBV 1689863 2800137 24.07% 412%
22 10.616 1259 1263 1267 rBV6 7052 12522 0.11% 011%
23 10.652 1267 1269 1277 rW7 6990 12417 0.11%

24 10.752 1277 1286 1297 rVB 1860956 3060697 26.31%

ONOON
[
=
=
R

25 10.893 1303 1310 1318 rBV 358118 633899  5.45% 546%
26 11.140 1347 1352 1357 rVB7 7049 14138 0.12% 0.012%
27 11.275 1364 1375 1383 rVB2 66280 110851 ©0.95% ©.096%
28 11.540 1414 1420 1430 rBV5S 15725 29781 0.26% ©0.026%
29 12.134 1514 1521 1531 rBV 1299079 1970492 16.94% 1.698%
30 12.222 1532 1536 1539 rW5 19695 30193 0.26% 0.026%
31 12.275 1539 1545 1549 rVVv2 139880 215630 1.85% ©.186%
32 12.316 1549 1552 1553 rVvV3 23823 30226 0.26% 0.026%
33 12.340 1553 1556 1561 rVwv2 32412 51953 ©0.45% 0.045%
34 12.410 1564 1568 1573 rVB3 25755 39220 ©0.34% 0.034%
35 12.563 1589 1594 1597 rBV7 15035 26411 ©0.23% 0.023%

36 12.616 1597 1603 1610 rVV 1245090 1808163 15.54%  1.558%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24899.D

Acqg On : 14 Apr 2023 15:54
Operator : CG/JU

Sample : 02252-07

Misc :

ALS Vvial : 45 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©41023.M
Title : SVOA CALIBRATION
37 12.751 1621 1626 1628 rBV6 13816 20254 0.17% 0.017%
38 12.793 1630 1633 1642 rVV9 14795 46690 0.40% 0.040%
39 12.904 1645 1652 1661 rVBS8 32442 90098 0.77% 0.078%
40 13.404 1733 1737 1744 rVB2 15980 23759 0.20% 0.020%
41 13.551 1755 1762 1766 rBvVi1e 7462 13715 0.12% 0.012%
42 13.887 1812 1819 1824 rVBS8 9828 19928 0.17% 0.017%
43 13.993 1830 1837 1847 rBV 3352034 4690167 40.32% 4.041%
44 14.234 1873 1878 1879 rBV5 14400 16845 0.14% 0.015%
45 14.281 1879 1886 1897 rVB 3695630 5387528 46.31% 4.642%
46 14.422 1906 1910 1916 rWV7 10201 14477 0.12% 0.012%
47 14.587 1931 1938 1947 rVB 2779788 4038259 34.71% 3.479%
48 14.781 1965 1971 1988 rBV 310163 543712 4.67% 0.468%
49 14.934 1992 1997 2004 rVvV 75517 121325 1.04% 0.105%
50 14.993 2004 2007 2011 rVB5 14452 19874 0.17% 0.017%
51 15.322 2059 2063 2067 rBV 21539 27609 0.24% 0.024%
52 15.575 2099 2106 2116 rBV 4849205 7061700 60.70% 6.084%
53 15.692 2120 2126 2141 rVV 1798010 2389945 20.54% 2.059%
54 15.810 2142 2146 2155 rVB3 25986 46818 0.40% 0.040%
55 15.940 2163 2168 2175 rBV 362739 504892 4.34% 0.435%
56 16.287 2223 2227 2231 rVB2 17803 24238 0.21% 0.021%
57 16.722 2296 2301 2311 rBV2 53855 80042 0.69% 0.069%
58 17.010 2347 2350 2357 rVB9 10715 15683 0.13% 0.014%
59 17.081 2357 2362 2365 rBv4 9603 15360 0.13% 0.013%
60 17.122 2365 2369 2373 rBV3 9754 15932 0.14% 0.014%
61 17.334 2398 2405 2414 rBV 3454086 4899519 42.11% 4.221%
62 17.434 2415 2422 2431 rBV2 6123022 8782568 75.49% 7.567%
63 17.592 2444 2449 2450 rBV5 12190 18349 0.16% 0.016%
64 17.710 2465 2469 2472 rBV3 11351 16206 0.14% 0.014%
65 18.098 2530 2535 2540 rBv8 11851 25858 0.22% 0.022%
66 18.234 2551 2558 2602 rBV 7181810 10752798 92.43% 9.264%
67 18.716 2637 2640 2646 rVB6 18283 27535 0.24% 0.024%
68 18.981 2683 2685 2689 rVB4 18643 20674 0.18% 0.018%
69 19.292 2733 2738 2744 rVB2 82701 118034 1.01% 0.102%
70 19.381 2744 2753 2755 rBV3 369275 683106 5.87% 0.589%
71 19.498 2768 2773 2790 rBV 1182351 1627286 13.99% 1.402%
72 19.728 2806 2812 2820 rBV 7799771 10634252 91.41% 9.162%
73 20.192 2886 2891 2895 rBv4 62131 107656 0.93% 0.093%
74 20.257 2898 2902 2904 rBV2 101712 152207 1.31% 0.131%
75 20.592 2955 2959 2963 rBV2 81637 123250 1.06% 0.106%

76 20.692 2972 2976 2983 rBV2 287667 444825 3.82% ©.383%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24899.D

Acqg On : 14 Apr 2023 15:54
Operator : CG/JU

Sample : 02252-07

Misc

ALS Vvial : 45 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©41023.M
Title : SVOA CALIBRATION

77 21.192 3057 3061 3077 rBV2 594816 1356494 11.66% 1.169%
78 21.363 3087 3090 3093 rBvV2 93711 116712 1.00% 0.101%
79 21.522 3111 3117 3123 rBV 4185466 5639110 48.47% 4.858%
80 22.127 3217 3220 3230 rBV2 137484 236580 2.03% 0.204%
81 22.280 3242 3246 3251 rBV 420522 640168 5.50% ©.552%
82 22.416 3266 3269 3275 rBV2 206497 341946  2.94%  0.295%
83 22.639 3303 3307 3315 rVB 221265 408867 3.51% ©.352%
84 22.774 3327 3330 3338 rVB 323190 476099 4.09% 0.410%
85 23.192 3398 3401 3411 rVB2 197483 322988 2.78% 0.278%

86 23.804 3497 3505 3519 rVB2 5685690 11633714 100.00% 10.023%
87 23.957 3524 3531 3545 rVB 2765167 5758786 49.50% 4.961%
88 24.563 3630 3634 3642 rVB 268081 527265 4.53% ©0.454%

Sum of corrected areas: 116071335
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 14 Apr 2023 15:54
: CG/IU
: 02252-07

. 45

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041423\
BN©24899.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.M
: SVOA CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BN024899.D\data.ms

10.369t0-752

[Liumzs 540

9.110

7.26%64 7.940 8.652 9.834

JJ%“B zeagﬁ

222

7.09
3.311 37489750 5.0P1 msle

Time-->
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9.50

10.00 10.50 11. 00 11. 50
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24899.D

Acqg On : 14 Apr 2023 15:54
Operator : CG/JU

Sample : 02252-07

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.134 12.88 ng/ul 1970490  Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-hexenyl ester, ... 170 C10H1802 053398-84-8 27
2 4-Undecyne 152 C11H20 060212-31-9 18
3 4-Undecyne 152 C11H20 060212-31-9 18
4 7-Formylbicyclo[4.1.0]heptane 124 C8H120 1000197-01-8 18
5 1,2-Oxathiolane, 2,2-dioxide 122 C3H603S 001120-71-4 18
Abundance Scan 1521 (12.134 min): BN024899.D\data.ms (-1514) (- | m/z 41.10 100.00%
41.1
67.1
5000
97.1 1351 —— —
12.00 12.50
0 e by 1682089 s g s 98.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45114: Butanoic acid, 3-hexenyl ester, (E)-
67.0
43.0
5000 — —
12.00 12.50
m/z 67.10 81.69%
Oﬁg.o”’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29462: 4-Undecyne
67.0
—— —
12.00 12.50
5000 41.0 m/z 81.05 71.96%
‘ ‘ 109.0
015 N 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29461: 4-Undecyne Tt I
67.0 12.00 12.50
m/z 55.00 69.10%
5000 41.0
‘ ‘ 109.0
0/ 130 :_WH‘MMH‘m““1‘37,-9H,w,w_m —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN@24899.D

Acqg On : 14 Apr 2023 15:54

Operator : CG/JU

Sample : 02252-07

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.M
: SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 unknown-02 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.616 11.82 ng/ul 1808160 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropenyl-5-methyl-6-hepten-... 168 C11H200 013066-55-2 47
2 2-Octyne 110 C8H14 002809-67-8 38
3 Butane, 1-chloro-4-(methylenecyc... 144 C8H13Cl 1000158-48-9 35
4 1,8-Nonadiene, 2,8-dimethyl- 152 C11H20 020054-25-5 35

5 trans-(2-Ethylcyclopentyl)methanol 128 C8H160

036258-08-9 27

Abundance Scan 1603 (12.616 min): BN024899.D\data.ms (-1597) (- | m/z 41.05 100.00%
41.0
81.0
5000
111,0 1390 et ——
‘ ‘ 12.50 13.00
0 b b0 1681 1929 gy o5 82.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43394: 2-Isopropenyl-5-methyl-6-hepten-1-ol
55.0 81.0
5000 — —
107.0 12.50 13.00
29.0 o
135.0 m/z 55.00 77 .75%
Ok 1\“‘\h\\‘1“‘1\\\‘\:"-\6\8\.(\)‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6656: 2-Octyne
81.0
41.0 L T
12.50 13.00
5000 ITI/Z 43.00 61.88%
51150 | u00
T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #24051: Butane, 1-chloro-4-(methylenecyclopropyl)- — =
81.0 12.50 13.00
m/z 66.95 57.80%
5000
41.0 A¥
109.0
Ot ALl 1810 —t —r—
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24899.D

Acqg On : 14 Apr 2023 15:54
Operator : CG/JU

Sample : 02252-07

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.940 2.50 ng/ul 504892  Acenaphthene-d10 14.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 97
3 Benzophenone 182 C13H100 000119-61-9 96
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 87
Abundance Scan 2168 (15.940 min): BN024899.D\data.ms (-2163) (- | m/z 105.00 100.00%
105.0
77.0
5000 181.9
51.0
=
16.00
152.1
o SN W SN N X M e m/z 76.95 72.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0
182.0
5000 ““A T
16.00
51.0 m/z 181.95 47.86%
0 27.0 | I 126.0 152.0
\\\‘\\\\“\\\\‘\\\H\’\\\\’\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
S/
77.0 182.0 16.00
5000 ’ ' m/z 50.95 34.81%
51.0
‘ ‘ 126.0 152.0
[ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone T
105.0 16.00
m/z 50.00 12.12%
77.0
5000 182.0
51.0
0 27\.0 ‘\ H‘\ ‘ 126'0 15\2-0
R A e AR e 5
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041423\

BN©24899.D

: 14 Apr 2023 15:54
: CG/IU
: 02252-07

: 45  Sample Multiplier:

1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

5 n-Hexadecanoic acid

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.233  43.89 ng/ul 10752800  Phenanthrene-di1e 17.334
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2558 (18.234 min): BN024899.D\data.ms (-2551) (- | m/z 43.05 100.00%
43.0
5000
1290
— —
‘ 1711 2132 564 18.00 1850
0 ““ “NM‘w‘ N“J‘uw‘u“h“ 385 m/z 73.00  85.91%
m/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— —
129.0 18.00 18.50
213.0 m/z 60.00 83.79%
‘ 1710 ‘
O T \“ HM‘\H\ “ ‘\ \‘ T \H‘ \‘\ T “\ LI ’ LI ‘ T
miz--> 100 150 200 250 300 350
Abundance #143510.n—Hexadecanok:add
—— —
18.00 18.50
5000 129.0 m/Z 41.05 79.70%
171.0 213.0 256.0
0\\\\“‘ w\h”wﬂ‘\m\‘“‘\““\H“\HH’HH“
m/z--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid —— —
73.0 18.00 18.50
m/z 57.10 70.13%
129.0 256.0
5000
213.0
171
0. ‘m‘m““““‘ L — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24899.D

Acqg On : 14 Apr 2023 15:54
Operator : CG/JU

Sample : 02252-07

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 cis-Vaccenic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.381 2.79 ng/ul 683106  Phenanthrene-di10 17.334
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 98
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 97
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 97
4 Heptadecanolide 268 C17H3202 005637-97-8 92
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 91
Abundance Scan 2753 (19.381 min): BN024899.D\data.ms (-2744) (- | m/z 55.05 100.00%
55.0
5000 JjL
11.1 M U
19.00 19.50
264.1
0l HM e ha 029 2L PO 351 414 41 00 80.89%
miz--> 50 100 150 200 250 300 350 400
Abundance #176209: cis-Vaccenic acid
55.0
5000 = —
19.00 19.50
11.0 m/z 43.10 60.32%
L | 1,1650 22002°HC
0 H\i‘\“\‘ “\Hl\h“‘\m“l\m‘“‘\“\{\‘\W\\‘\‘\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176229: trans-13-Octadecenoic acid
55.0
= —
19.00 19.50
5000 m/z 69.05 59.49%
‘ 1»11'0 264.0
oL ‘\“ H\‘\.! M\‘ J;Mh‘“‘u “\“M‘\H\wu‘ ]‘.“6“5“0‘ ‘2‘2‘0‘0‘ | ‘\‘.‘ A
m/z--> 50 100 150 200 250 300 350 400
Abundance #176218: cis-13-Octadecenoic acid = —
55.0 19.00 19.50
m/z 83.05 47.59%
5000
11.0
| H‘ \M\\ | |1,,1650 2200240
IREEE R I8 e e o = —
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24899.D

Acqg On : 14 Apr 2023 15:54
Operator : CG/JU

Sample : 02252-07

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.498 5.77 ng/ul 1627290  Chrysene-d12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 90
Abundance Scan 2773 (19.498 min): BN024899.D\data.ms (-2768) (- | m/z 43.10 100.00%
43.1
5000
129.0
|| e 050
obo M b s asse war L giee 757
miz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000/ 28 284.0 _—
185.0 19.50
m/z 60.00 72.16%
oL ‘\“‘ u‘“‘“‘Hh“m‘\m“u\d! u‘w‘ ‘ L ‘\ NE “ Lo “ ‘\ ‘\‘ . “‘ R
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
=
19.50
5000 129.0 m/z 57.10 71.53%
185.0 284.0
27.9
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid —
43.0 19.50
m/z 41.05 70.64%
5000 129.0 WL
ol 231 —_—
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24899.D

Acqg On : 14 Apr 2023 15:54
Operator : CG/JU

Sample : 02252-07

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 N-(3-Chlorophenyl)-1-methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.192 4.81 ng/ul 1356490  Chrysene-d12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(3-Chlorophenyl)-1-methyl-1H-p... 259 C12H1@CIN5 1000486-15-0 81
2 Pyrazine, 3,6-dimethyl-2,5-diphe... 260 C18H16N2 1000298-55-3 43
3 Cyclopentanone, 2,5-bis(phenylme... 260 C19H160 000895-80-7 38
4 4-Amino-3-[p-chlorophenyl]-1-met... 259 C12H10CIN5 058791-75-6 38
5 2,3',6-Trichlorobiphenyl 256 C12H7C13 038444-76-7 28

Abundance Scan 3061 (21.192 min): BN024899.D\data.ms (-3057) (- | m/z 258.10 100.00%

258.1
5000
115.0
— —
520 1030 21.00 2150
O babl o =220 ] 355.0417.0 4888549, /7 259.00  63.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146481: N-(3-Chlorophenyl)-1-methyl-1H-pyrazolo[3,4-d
258.0

%

5000

‘ ——
21.00 21.50

m/z 260.10  38.65%

52.0 111.0
I .‘I\.lh Jm m ‘I i 177.0 |

‘\\\\’\f\\‘\\\\‘\‘\‘\l\“\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #148503: Pyrazine, 3,6-dimethyl-2,5-diphenyl-
259.0

o

%

115.0

‘ —
21.00 21.50

5000 m/z 115.00  31.56%

51014l

U I
LA e B e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #148538: Cyclopentanone, 2,5-bis(phenylmethylene)-
259.0

o

-

‘ R
21.00 21.50

m/z 261.05 19.95%

5000
115.0

—

51.0
0 il )], 181.0
e e e e e —

s \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN©41423\

Data File : BN©24899.D

Acqg On : 14 Apr 2023 15:54
Operator : CG/JU

Sample : 02252-07

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.280 2.27 ng/ul 640168 Chrysene-di12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 87
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 87
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 3246 (22.280 min): BN024899.D\data.ms (-3242) (- | m/z 57.05 100.00%
57.0
2200 2250
16822242 | . .
b mh e 2281.0340.9 41504768534 s 43,10 67.80%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 T —
22.00 22.50
m/z 71.10 60.74%
126.0183.0
O\\\ ‘\l\‘\h\il‘\J\h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
= —
22.00 22.50
5000 m/z 85.10 42.99%
obd ‘ ﬁ 7169.0225.0281.0337.0394.0
“H“‘H‘ A e e A ARAREmEa
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #333755: Tetracosane, 11-decyl- = T
57.0 22.00 22.50
m/z 55.05 25.86%
h W\J\J\J\/\M
o } ) \h | 169.0225.0281.0337-0393.0
A L R e s AR —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24899.D

Acqg On : 14 Apr 2023 15:54
Operator : CG/JU

Sample : 02252-07

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041023.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 12.134 12.9 ng/ul 1970490 2 10.752 3060700 20.0
unknown-02 12.616 11.8 ng/ul 1808160 2 10.752 3060700 20.0
Benzophenone 15.940 2.5 ng/ul 504892 3 14.587 4038260 20.0
n-Hexadecanoic ... 18.233 43.9 ng/ul 10752800 4 17.334 4899520 20.0
cis-Vaccenic acid 19.381 2.8 ng/ul 683106 4 17.334 4899520 20.0
Octadecanoic acid 19.498 5.8 ng/ul 1627290 5 21.522 5639110 20.0
N-(3-Chlorophen... 21.192 4.8 ng/ul 1356490 5 21.522 5639110 20.0
(DEL) Alkane: S... 22.280 2.3 ng/ul 640168 5 21.522 5639110 20.0
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