LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc :

ALS Vvial : 40 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43422.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.387 30 34 43 rvB 173816 227036 ©0.25% 0.977%
2 3.804 101 105 130 rBV 2069626 3244126 3.64% 1.103%
3 4.016 137 141 150 rVB2 55458 110384 0.12% 0.038%
4 5.293 349 358 375 rBV2 44599269 89059124 100.00% 30.281%
5 5.481 384 390 396 rVB 64428 96373 0.11% 0.033%
6 5.610 407 412 421 rBV 44568 93255 0.10% 0.032%
7 6.957 635 641 648 rBV 231807 385073 0.43% 0.131%
8 7.069 655 660 666 rVB 99510 153052 ©0.17% 0.052%
9 7.151 666 674 689 rVB 3006408 5049143 5.67% 1.717%
10 7.328 698 704 718 rVB 2265474 3657907 4.11% 1.244%
11 7.522 727 737 747 rBV 2813612 4681676 5.26% 1.592%
12 7.875 790 797 804 rVB 488230 782342 0.88% 0.266%
13 7.992 808 817 819 rBV 2033475 3211947 3.61% 1.092%
14 8.028 819 823 834 rVB 11137073 17850827 20.04% 6.069%
15 8.339 871 876 885 rVB2 109081 193155 ©0.22% 0.066%
16 8.704 930 938 945 rBV 3607194 5848670 6.57%  1.989%
17 9.163 1009 1016 1028 rBV 2788200 4644536 5.22% 1.579%
18 9.880 1129 1138 1153 rBV 2236202 3876782 4.35% 1.318%
19 10.422 1221 1230 1246 rBV 3318128 5671833 6.37% 1.928%
20 10.657 1263 1270 1284 rVB 701426 1281682 1.44% 0.436%
21 10.798 1285 1294 1301 rBV 2738551 4643224 5.21% 1.579%
22 10.945 1310 1319 1340 rBV 3179067 5477611 6.15% 1.862%
23 11.180 1352 1359 1368 rVB 160448 273141 0.31% 0.093%
24 12.380 1557 1563 1570 rVB2 59149 98235 0.11% ©0.033%
25 13.521 1751 1757 1761 rBV 82913 140005 ©0.16% 0.048%
26 14.039 1837 1845 1853 rBV 4923319 7041379 7.91% 2.394%
27 14.321 1885 1893 1900 rBV2 5833687 9147782 10.27%  3.110%
28 14.621 1936 1944 1951 rBV 3496088 5140706 5.77% 1.748%
29 14.821 1971 1978 1991 rBV 2260879 3447912 3.87% 1.172%
30 15.615 2105 2113 2126 rBV 7074115 10060328 11.30% 3.421%
31 15.733 2126 2133 2146 rBV 1958510 2728132 3.06% 0.928%
32 17.368 2403 2411 2417 rBV 3333505 4864861 5.46% 1.654%
33 17.462 2421 2427 2437 rVV2 6592158 9362305 10.51% 3.183%
34 18.262 2558 2563 2580 rBV 722255 1337550 1.50% 0.455%
35 19.192 2717 2721 2727 rVB 130107 152368 ©.17% 0.052%

36 19.315 2738 2742 2747 rBV2 84018 117367 ©.13% 0.040%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc :

ALS Vvial : 40 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
37 19.386 2750 2754 2758 rBV 78305 118454 ©0.13% 0.040%
38 19.539 2776 2780 2794 rBV 169247 302946 0.34% 0.103%
39 19.750 2809 2816 2823 rBV 6696994 9129125 10.25% 3.104%
40 20.268 2900 2904 2907 rBV 150573 208531 ©0.23% 0.071%
41 20.303 2907 2910 2916 rVB 355680 399708 0.45% 0.136%
42 20.797 2989 2994 2997 rVB2 115207 157063 0.18% 0.053%
43 20.956 3016 3021 3025 rBV 441518 593484 0.67% 0.202%
44 21.027 3030 3033 3038 rVB3 177366 228169 ©0.26% 0.078%
45 21.144 3048 3053 3058 rBV 4724430 5468372 6.14% 1.859%
46 21.186 3058 3060 3065 rVB2 143722 168417 ©.19% 0.057%
47 21.262 3068 3073 3075 rBV 2737521 3856095 4.33% 1.311%
48 21.286 3075 3077 3083 rVB 2975202 3107008 3.49% 1.056%
49 21.497 3108 3113 3116 rBv4 264669 396888 0.45% 0.135%
50 21.539 3116 3120 3132 rVB 3452077 4499351 5.05% 1.530%
51 21.662 3139 3141 3145 rVB2 88280 89575 0.10% 0.030%
52 21.715 3147 3150 3156 rVB 195891 247507 0.28% 0.084%
53 22.197 3225 3232 3242 rBV 2293562 4007890 4.50% 1.363%
54 23.256 3407 3412 3416 rBV 1220037 2066597 2.32% 0.703%
55 23.303 3416 3420 3432 rVB 1091403 2044423 2.30% 0.695%
56 23.809 3498 3506 3515 rBV2 4416164 8913497 10.01% 3.031%
57 23.968 3526 3533 3540 rVB 2152960 4288381 4.82% 1.458%
58 24.650 3644 3649 3656 rVB 416535 855487 0.96% 0.291%
59 24.738 3658 3664 3675 rBV 829122 1969690 2.21% 0.670%
60 25.409 3774 3778 3789 rVB 390012 960741 1.08% 0.327%
61 27.650 4152 4159 4172 rVB3 876073 2944580 3.31% 1.001%

62 28.503 4291 4304 4320 rVB2 5983850 22936782 25.75% 7.799%

Sum of corrected areas: 294110590
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043422.D\data.ms

4e+07
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07

8.028
1le+07

5000000 3804 71583622 7 gop 8.704 9163 9880 10422015845

3.387 4.016 5.58310 6.95%0 | || 7875 8.339 ]\ | A l10.657 11.180
T T ‘ 1 1T ‘ L ‘ T T T ‘ LI r"*\’\ T ‘ L ’ L r»\ T \7‘ T T T \7‘ W_Y_TAW_'_Yi\ L ‘ T T ‘ L ‘ L “r T T ‘ T
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 1000 1050 11.00 11.50

Abundance TIC: BM043422.D\data.ms

o

4e+07
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07

le+07
14034321 15.615 17.462 19.750

5000000 14691051 16 733 17.368
12.380 13.521 A \ '
T I

Time--> 2.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM043422.D\data.ms

18.262 1919928863 20568

= O

4e+07
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07

1le+07
28.503

21.144, 23.809

5000000 288539 55197

0 IWM ﬂsﬁu 88 25409 27.650

Ofﬁ‘\\\A\—‘\J\A\\‘\\\\‘\\\\‘\\\T‘ﬁw\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 21.00 2150 22.00 2250 23.00 23.50 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\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11

Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : 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 2 Benzene, 1-chloro-2-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
6.957 2.40 ng/ul 385073 1,4-Dichlorobenzene-d4 7.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 94
2 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 94
3 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 93
4 Benzene, 1l-chloro-2-methyl- 126 C7H7C1 000095-49-8 93
5 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 93
Abundance Scan 641 (6.957 min): BM043422.D\data.ms (-635) (-) m/z 91.05 100.00%
91.0
5000
126.0
T e
39.0 ‘ ‘ 6.60 6.80 7.00 7.20
ob bl e 1980 2811 u; 126,00 32.34%
miz-> 50 100 150 200 250
Abundance #12916: Benzene, 1-chloro-2-methyl-
91.0
5000 L L BN NI BN B
126.0 6.60 6.80 7.00 7.20
m/z 89.05 19.88%
39.0
O\\\“\”‘P \“M\”\H“‘\\m\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #12918: Benzene, 1-chloro-2-methyl-
91.0
e RAARE RN R
6.60 6.80 7.00 7.20
5000 m/z 63.00 15.40%
126.0
39.0 ‘
ob— u“u“}‘ ‘M h‘ SN e e
miz--> 50 100 150 200 250
Abundance #12923: Benzene, 1-chloro-2-methyl- R AR NRaa TS
91.0 6.60 6.80 7.00 7.20
m/z 128.00 10.50%
5000 126.0
39.0 | ‘ H
) Y VN S S — STV VAT
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 5 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.262 5.50 ng/ul 1337550  Phenanthrene-d10 17.368
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 94
Abundance Scan 2563 (18.262 min): BM043422.D\data.ms (-2558) (- m/z 73.05 100.00%
73.0
5000
129.0
= —
171.1 2132 18.00 18.50
aspll Lyl | 17T | 2582 355
o2 BL s L L L L L 999 m/z 43,85 95.60%
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e =
129.0 18.00 18.50
213.0 m/z 60.10 86.99%
‘ 1710 ‘
0 T \“ H‘““\H\ !““\ \‘ T \H‘ \‘\ T “\ LI ’ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #143510.n—Hexadecanok:add
— ==
18.00 18.50
5000 129.0 m/Z 41.05 73.51%
171.0 213.0 256.0
OH“ w\h”wﬂ‘\m\‘“‘\““\H“\HH’HH“
m/z--> 5 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid T ——
43.0 18.00 18.50
m/z 57.05 70.30%
5000 256.0
129.0
213.0
‘ ‘ 171.0
LI 1 R A S DYt
m/z--> 5 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.956 2.64 ng/ul 593484  Chrysene-d12 21.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 45
2 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 44
3 1,1,4a,6-Tetramethyl-5-(phenylth... 314 C21H30S 155191-62-1 30
4 (3S,3aR,6R,8aS)-7,7-Dimethyl-8-m... 218 C15H220 082509-29-3 27
5 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 25
Abundance Scan 3021 (20.956 min): BM043422.D\data.ms (-3016) (- | m/z 109.05 100.00%
109.1
55.0 203.2
313.3
5000
e
| L dlesso || 4000 ars e
0“JH‘ M ol S0 2 b T A m/z 95.10 90.62%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #80316: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimet
41.0
161.0
93.0
5000 1
21.00
' m/z 203.15 72.04%
0 \“\ "I rlJ l‘ \\\h\ L L L O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0
189.0
—=
107.0 21.00
5000 41.0 m/z 55.05 71.73%
Loy
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217720: 1,1,4a,6-Tetramethyl-5-(phenylthio)methyl-1,2, DR
109.0 21.00
m/z 189.15 59.41%
41.0
5000
218.0
Mg/l 7t
0 9T O N S Ve
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.145 24.31 ng/ul 5468370  Chrysene-d12 21.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,4]Triazolo[1,5-a]pyrimidin-... 193 C8H11N50 1000362-66-7 38
2 2H-Inden-2-one, 1,4,5,6,7,7a-hex... 136 C9H120 039163-29-6 35
3 3H-Cyclopenta[c]pyridazin-3-one,... 136 C7H8N20 1000338-22-1 35
4 Benzaldehyde, 3-methoxy- 136 C8H802 000591-31-1 35
5 Decahydro-2-naphthalenyl formate 182 C11H1802 010519-12-7 25
Abundance Scan 3053 (21.144 min): BM043422.D\data.ms (-3048) (- | m/z 136.05 100.00%
136.1
205.2 —— ——
“ ‘ H \ ‘ ‘ 328, 21.00 21.50
oL kbbbl s L) 2573 STPT 4030 4611 /) 107 10 49.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #68207: [1,2,4]Triazolo[1,5-a]pyrimidin-7-ol, 6-amino-5-pr
136.0
41.0
5000
21.00 21.50
193.0 m/z 123.10 41.70%
O \‘\ \‘\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #18981: 2H-Inden-2-one, 1,4,5,6,7,7a-hexahydro-
136.0
79.0 21.00 21.50
5000 m/z 81.10 40.42%
27.T ‘
ol-bkLbL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #18576: 3H-Cyclopenta[c]pyridazin-3-one, 2,5,6,7-tetrah e =S
136.0 21.00 21.50
m/z 95.10 38.02%
- | AﬂxAAJA,,/vL
0"mmMH‘M“‘_“‘_“‘_“w“‘w“‘w“‘w“‘ A L
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.262 17.14 ng/ul 3856100 Chrysene-d12 21.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 1-Hexacosene 364 C26H52 018835-33-1 93
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3073 (21.262 min): BM043422.D\data.ms (-3068) (- | m/z 57.10 100.00%
7.1

5
5000

~

— =
‘ F5-1 2070 21.00 21.50
ol tikhlil,, 207028018551 4433 7 43.10  88.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 s —
21.00 21.50

m/z 55.10  71.28%

sl 2s20

\H\‘H‘H“H\.\‘\H\‘HH‘lHH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

=
21.00 21.50

5000 m/z 83.10 62.25%
5.0
oL, ﬂ 2220 3600 648,
et A At e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene = =
57.0 21.00 21.50

m/z 69.10  58.44%

5000
5.0
0 \‘\ ‘u | \\‘ |, 196.0 292.0364.0

e \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 9 unknown-03 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.286 13.81 ng/ul 3107010  Chrysene-d12 21.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (-)-Neoclovene-(I), dihydro- 206 C15H26 1000152-82-1 43
2 3,3,5,5-tetramethylcyclohexene 138 C10H18 1000510-60-7 38
3 [2-(1-butenyl)-2,2-dimethylcyclo... 163 C11H17N 1000111-15-4 35
4 Benzamide, 4-fluoro-N-(5-methyl-... 287 C14H10FN30S 1000350-88-6 30
5 Hexahydroindole 123 C8H13N 018159-32-5 25
Abundance Scan 3077 (21.286 min): BM043422.D\data.ms (-3075) (- | m/z 123.10 100.00%
1238.1
5000
55. 191.2
287.3
‘ \ | ” } | \ ‘ 21.00 21.50
ob ot WAL L | 1855.1 429.1480.1549. /0 g5 1 87.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82896: (-)-Neoclovene-(1), dihydro-
81.0
5000 163.0 — 1 T
21.00 21.50
m/z 109.10  84.45%
0 \‘H"Jl\\\ \“H“J\‘\\‘I\\‘WJ‘\\\H‘\\\\‘\\H‘H\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19458: 3,3,5,5-tetramethylcyclohexene
1238.0
e —
21.00 21.50
50001 41.0 m/z 81.10 75.11%
oL Ml
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38776: [2-(1-butenyl)-2,2-dimethylcyclopropyllacetonitril e =0
123.0 21.00 21.50
m/z 149.05 71.25%
41.0
5000
OMMH|' SN WSS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:13:42 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 10 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.197 17.82 ng/ul 4007890  Chrysene-di12 21.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 96
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Cyclopentadecane 210 C15H30 000295-48-7 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3232 (22.197 min): BM043422.D\data.ms (-3225) ({ | m/z 57.10 100.00%

57.1
5000
111.1

—
| 1672 22.00 22.50
ol AdbLLAL 26722241 3083 4011 490. .. 4310 92.51%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #248981: 1-Heneicosyl formate
57.0

5000 111.0 22100 22,50
m/z 55.10  83.28%

294.0
O TTT \‘IMW‘ \‘M ‘1‘ \1‘\\ JL]‘-ISZ.“()‘,%‘Z‘Z"(‘)‘ \‘\ T \l‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1

57.0

T
22.00 22.50
5000 1.0 m/z 83.10 80.42%

Ao 02220 3080
m/z--> 50 100 150 200 250 300 350 400 450
Abundance

#87654: Cyclopentadecane —
55.0 22.00 22.50
m/z 69.10 72.16%

5000
111.0
L, 2
0 | [HERE L

T —.
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50

2

o

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:13:47 2023 Page: 10



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM121823\

Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS vial : 40

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.256 9.64 ng/ul 2066600  Perylene-d12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 3412 (23.256 min): BM043422.D\data.ms (-3407) (- | m/z 57.10 100.00%

57.1
5000

P 2112 2811 23.00 23.50
O d \‘Mw"_"‘_";_‘?"5‘91“‘42‘9:‘1”59‘3‘-‘1‘“ m/z 71.10  67.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123961: Heptadecane
57.0
5000 e P
23.00 23.50

m/z 43.10 65.85%

. U Lszro 2o
‘\\\ \\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane

57.0

23.00 23.50

5000 m/z 85.10 48.75%
e R R AL A I R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #314331: Triacontane R =
57.0 23.00 23.50

m/z 55.10  22.82%

5000 WAmjxmwww}J\V\WMN#w\
L J ﬁ |, 197.0 267.0 337.0 4220

L s . H— —
miz—> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:13:48 2023 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z
B
01
: M
: 0

4

Quant Method
Quant Title

TIC Library

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Me43422.D

9 Dec 2023 09:11

A/JU

5807-19

© Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M

: SVOA CALIBRATION

: 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 12 Heptadecyl heptafluorobutyrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.303 9.53 ng/ul 2044420  Perylene-d12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 74
2 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 70
3 1-Heptacosanol 396 C27H560 002004-39-9 64
4 1-Octadecanol 270 C18H380 000112-92-5 62
5 1-Hexadecanol 242 C16H340 036653-82-4 62

Abundance Scan 3420 (23.303 min): BM043422.D\data.ms (-3416) (- | m/z 83.10 100.00%
83.1
5000 MJ\w}j\v\wv
F —
‘1F3.1 22112811 4201 ‘ 23.00 23.50
o LT 2211250 3431 42914892549, m/z 55.10  94.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 = —
23.00 23.50
‘ 1%5_0 m/z 97.10  93.27%
O \J‘\"\L\\ii‘\\\‘\\l\l“\‘\\\‘?2\3\,?‘.(\)\\\‘\\\\‘\\\\‘4\:3\4\.‘()\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257310: Bromoacetic acid, pentadecyl ester
43.0
S e
23.00 23.50
5000 m/z 69.10 85.51%
111.0
182.0
0 WHW”‘MAIMZF’E’-O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol —1 —
57.0 23.00 23.50
m/z 43.10 80.39%
5000
125.0
oLt { | “\  182.0 250.0308.0 378.0
PR e e e e e T o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:13:49 2023

Page: 12



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM121823\

Data File : BM@43422.D

Acqg On : 19
Operator : MA
Sample : 05
Misc

ALS vial : 40

Quant Method
Quant Title

TIC Library

Dec 2023 09:11
/3U
807-19

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
24.650 3.99 ng/ul 855487  Perylene-di2 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3649 (24.650 min): BM043422.D\data.ms (-3644) (- | m/z 57.10 100.00%
7.1

5
5000

T
24.50 25.00

127.1 207.0
ob LI 2970 2830301140204830 5351/, 7100 7140
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 \‘\ T T
24.50 25.00

m/z 43.10 63.93%

A Liggro. 20
O‘\\‘Tg’W\‘f‘\[1‘\‘\1‘“‘\‘\\‘\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0

2!50 2500
5000 m/z 85.10 50.00%
‘ 127.0 240.0
0\*w‘Viq”k“””w**w**”\**H!*H*!*H*!H**w***w**w* RNMWM/\/\J\\MNF
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane o e
57.0 24.50 25.00

m/z 55.10  23.83%

B )\A/J\\/\_/
\‘ J L II J‘lf“?.o 197.0 296.0

O e e e e e e

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:13:50 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.738 9.19 ng/ul 1969690  Perylene-di12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Octacosyl acetate 452 (C30H6002 018206-97-8 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3664 (24.738 min): BM043422.D\data.ms (-3658) (- | m/z 57.10 100.00%

57.1
5000

5.1

208.0 281.1 .
o AL, 2080 281130 aponsenasas. s 16 as.o

miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene
57.0

5000 T —
24.50 25.00
1P25.0 m/z 83.10 80.03%
378.0
O \\“\“\ \ijli‘l]-fg\r’.o[!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
R —
24.50 25.00
5000 ITI/Z 55.10 77 .13%
125.0
ool asse oo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol T ——
97.0 24.50 25.00

m/z 97.10 76.42%

5000 WA/L
290/ | ||| | 1670 236.0294.0 364.0

0L L | L
L I B o B B e e e R A RN RS R R —

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:13:51 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 15 (2,4,5-Trifluorophenyl)acet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.409 4.48 ng/ul 960741  Perylene-di2 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,4,5-Trifluorophenyl)acetic acid 190 C8H5F302 209995-38-0 72
2 3,7-dioxa-2,8-disilanonane, 2,2,... 290 C14H3402Si2 1000397-32-8 59
3 1,6-Naphthyridin-4-amine 145 C8H7N3 028593-08-0 58
4 1H-Indole, 1,2-dimethyl- 145 C10H11N 000875-79-6 53
5 Diethylmalonic acid, isobutyl 2,... 360 C18H23F304 1000369-25-6 50
Abundance Scan 3778 (25.409 min): BM043422.D\data.ms (-3774) (- | m/z 145.05 100.00%
145.1
5000 \WF/\//&
—=
55.1 25.50
0Lt pebbtinekd ) 212.0267.032313784 4901 17 144 05  16.95%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #65247: (2,4,5-Trifluorophenyl)acetic acid
145.0
5000 1
25.50
m/z 146.05 15.40%
75.0
O \‘\\w“\\l\‘\‘\\\\\“\!‘l\L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #186214: 3,7-dioxa-2,8-disilanonane, 2,2,5,5,8,8-hexame
145.0
—
73.0 25.50
5000 m/z 157.10 13.19%
247.0
0‘\MNJMJ&W@LHH‘H‘W“H‘H‘W“H‘H‘W“H,H‘w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #24827: 1,6-Naphthyridin-4-amine —=
145.0 25.50
m/z 172.10 9.59%
5000
52.0
ol e,
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:13:52 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 16 1H-Cycloprop[e]azulene, dec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.650  13.73 ng/ul 2944580  Perylene-d12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 70
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 53
3 Valerena-4,7(11)-diene 204 C15H24 351222-66-7 49
4 (4as,9aR)-3,5,5,9-Tetramethyl-2,... 204 C15H24 053111-25-4 46
5 Aromandendrene 204 C15H24 000489-39-4 46

Abundance Scan 4159 (27.650 min): BM043422.D\data.ms (-4152) (+ | m/z 133.05 100.00%

55.1  133.1
204.2
285.1
5000

T
27.50 28.00

| | 0! o
0 Hm‘w Ahal Ll ‘3‘7’91‘ L4751 h/z ss.ie 88.19%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #80316: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimet
41.0
161.0
5000

27.50 28.00
| ‘ m/z 107.10  79.46%
H h “\ il H \\ ‘ ' ol

O\\‘\\f\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0

T
27.50 28.00

5000 ITI/Z 204.20 77 .97%
95.0
147.
41.0 } r
AL 111
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80219: Valerena-4,7(11)-diene = 7
105.0 204.0 27.50 28.00

m/z 95.10  73.33%

HM m

T 7
m/z--> 50 100 150 200 250 300 350 400 450 27.50 28.00

o

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:13:54 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 17 Lup-20(29)-en-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.503 106.97 ng/ul 22936800  Perylene-di12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
3 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26 069239-71-0 60
4 Guaia-9,11-diene 204 C15H24 1000374-19-8 50
5 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 48
Abundance Scan 4304 (28.503 min): BM043422.D\data.ms (-4291) (- | m/z 95.10 100.00%
931 205.2
5000
U \
b | Im 3113-3 4214 a90.3540, S
ol SN RMRRA AL d s o U1 490.3549. s 169 10 97.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315404: Lup-20(29)-en-3-one
109.0 205.0
5000 4% ZEAN ‘
28.50
} 3130 4240 m/z 81.10 91.17%
O T ‘\ \\ “‘\‘\I‘ \|‘ }“‘“AH\“ \\L‘ \J“\l J\J ‘\‘ ‘\ \“\l\li J\\ T 1‘ ‘l\ l\ \‘ T ‘ ‘\l \\\ T ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315403: Lup-20(29)-en-3-one
109.0 2050
1 |
28.50
50001 41. m/z 55.10 85.60%
313.0 424.0
0 “U!" b ”m”H‘M"J}lﬂ\"\,l - JM ; «‘uhm‘; }“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82905: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodec F ‘
82.0 28.50
m/z 93.10 85.41%
5000
’ Wg.ozoao
B )\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.50

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:13:55 2023 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43422.D

Acqg On : 19 Dec 2023 09:11
Operator : MA/JU

Sample : 05807-19

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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|
Benzene, 1-chlo... 6.957 2.4 ng/ul 385073 1 7.992 3211950 20.0
n-Hexadecanoic ... 18.262 5.5 ng/ul 1337550 4 17.368 4864860 20.0
unknown-01 20.956 2.6 ng/ul 593484 5 21.538 4499350 20.0
unknown-02 21.145 24.3 ng/ul 5468370 5 21.538 4499350 20.0
(DEL) Alkane: S... 21.262 17.1 ng/ul 3856100 5 21.538 4499350 20.0
unknown-03 21.286 13.8 ng/ul 3107010 5 21.538 4499350 20.0
1-Heneicosyl fo... 22.197 17.8 ng/ul 4007890 5 21.538 4499350 20.0
(DEL) Alkane: S... 23.256 9.6 ng/ul 2066600 6 23.968 4288380 20.0
Heptadecyl hept... 23.303 9.5 ng/ul 2044420 6 23.968 4288380 20.0
(DEL) Alkane: S... 24.650 4.0 ng/ul 855487 6 23.968 4288380 20.0
(DEL) Alkane: S... 24.738 9.2 ng/ul 1969690 6 23.968 4288380 20.0
(2,4,5-Trifluor... 25.409 4.5 ng/ul 960741 6 23.968 4283380 20.0
1H-Cycloprop[e]... 27.650 13.7 ng/ul 2944580 6 23.968 4288380 20.0
Lup-20(29)-en-3... 28.503 107.0 ng/ul 22936800 6 23.968 4288380 20.0
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