LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60324\
Data File : BM@45804.D

Acqg On : 03 Jun 2024 14:29
Operator : MA/JU

Sample : P2663-11

Misc :

ALS vial : 9 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-BM053124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@45804.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.057 9 12 19 rVB 54661 72735 1.66% 0.165%
2 3.493 83 86 105 rBvV 136949 366734 8.38% 0.831%
3 3.746 126 129 134 rVB 27641 34836 0.80% 0.079%
4 4,175 198 202 207 rVB 18994 25112 ©.57% 0.057%
5 4.987 337 340 343 rVB3 10237 12778 ©0.29% 0.029%
6 5.763 468 472 477 rVB6 11571 17397 0.40% 0.039%
7 5.957 504 505 508 rBV3 4173 4551 0.10% 0.010%
8 6.240 549 553 561 rVBS8 9614 22773 0.52% 0.052%
9 6.628 611 619 620 rBV7 4362 9483 0.22% 0.021%
106 6.739 631 638 646 rBVv2 110776 243598 5.57% ©0.552%
11 6.834 649 654 671 rVB 783537 1398974 31.96% 3.169%
12 7.057 684 692 712 rBV2 212721 766589 17.51% 1.737%
13 7.469 755 762 774 rVB 895213 1392130 31.80% 3.154%
14 7.975 843 848 850 rBV6 4112 5363 ©0.12% 0.012%
15 8.251 888 895 911 rBV 390215 745662 17.03% 1.689%
16 8.581 948 951 952 rBV3 7055 7708 0.18% 0.017%
17 8.633 953 960 975 rVV 994414 1730844 39.54%  3.921%
18 8.757 975 981 990 rVW4 20628 58670 1.34% 0.133%
19 8.833 991 994 1001 rVW7 14694 30253 0.69% 0.069%
20 9.245 1060 1064 1069 rBV3 14184 29050 0.66% 0.066%
21 9.363 1080 1084 1087 rBV6 6200 9390 0.21% 021%

22 9.916 1170 1178 1194 rBV2 261018 620352 14.17%
23 10.239 1225 1233 1243 rBV 1093923 1798633 41.09%
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24 10.422 1257 1264 1283 rBV 854547 1738685 39.72% 939%
25 11.439 1435 1437 1442 rVB5 3216 4695 0.11% 011%
26 11.663 1471 1475 1476 rBV4 6464 5922 0.14% 0.013%
27 11.745 1481 1489 1490 rBV3 14421 28151 ©.64% ©0.064%
28 11.839 1501 1505 1511 rVB3 20373 34837 ©.80% 0.079%
29 12.669 1643 1646 1650 rBV6 3042 4591 0.10% 0.010%
30 13.086 1710 1717 1723 rBV1@ 9081 21632 0.49% 0.049%
31 13.439 1774 1777 1781 rVB5 5506 7275 0.17% ©0.016%
32 13.563 1792 1798 1811 rBV 1388839 2002544 45.75%  4.537%
33 13.745 1821 1829 1832 rBV5 10307 21960 0.50% 0.050%
34 13.804 1832 1839 1848 rVV 2156072 3036616 69.37% 6.879%
35 14.110 1885 1891 1899 rBV 1511479 2149997 49.12%  4.871%
36 14.180 1899 1903 1911 rVB 68524 94919 2.17% 0.215%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60324\
Data File : BM@45804.D

Acqg On : 03 Jun 2024 14:29
Operator : MA/JU

Sample : P2663-11

Misc :

ALS vial : 9 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-BM053124.MA.M
Title : SVOA CALIBRATION
37 14.298 1918 1923 1927 rVB7 3558 5262 0.12% 0.012%
38 14.439 1942 1947 1949 rBV6 3765 5617 ©.13% 0.013%
39 14.974 2032 2038 2041 rBvVv7 4939 7550 0.17% 0.017%
40 15.110 2053 2061 2074 rBV 2595944 3616284 82.61% 8.192%
41 15.357 2098 2103 2107 rVB6 11009 17238 ©0.39% 0.039%
42 16.356 2268 2273 2275 rBV5 3723 6138 0.14% 0.014%
43 16.539 2300 2304 2308 rVB7 5633 7860 ©0.18% 0.018%
44 16.651 2320 2323 2325 rBV4 5234 5091 0.12% 0.012%
45 16.856 2352 2358 2367 rBV 1833262 2323041 53.07% 5.263%
46 16.956 2369 2375 2390 rVV 3022861 4078452 93.17% 9.239%
47 17.180 2410 2413 2416 rBV5 4502 5975 0.14% 0.014%
48 17.562 2475 2478 2481 rBV5 5055 8086 ©.18% 0.018%
49 17.721 2501 2505 2507 rBV5 3065 5192 0.12% 0.012%
50 18.821 2688 2692 2698 rVB3 30978 45685 1.04% ©0.103%
51 18.892 2700 2704 2708 rVB 34299 43146 0.99% ©0.098%
52 19.215 2757 2759 2760 rBv2 8614 6517 0.15% 0.015%
53 19.256 2760 2766 2775 rVB 3240418 4377308 100.00% 9.917%
54 19.503 2806 2808 2813 rVvB5 11839 14063 0.32% 0.032%
55 20.821 3028 3032 3040 rBV 176456 218706 5.00%  0.495%
56 21.068 3069 3074 3080 rBV 1623838 2148578 49.08% 4.867%
57 22.356 3287 3293 3308 rBV 1343598 2402326 54.88% 5.442%
58 23.609 3498 3506 3518 rBV2 1739976 3810844 87.06% 8.633%
59 23.791 3529 3537 3547 rBV 1094385 2427086 55.45% 5.498%

Sum of corrected areas: 44141484
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60324\
Data File : BM@45804.D

Acqg On : 03 Jun 2024 14:29
Operator : MA/JU

Sample . P2663-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM045804.D\data.ms

3000000
2500000
2000000

1500000
10.239

8.633
1000000 cgan 7469 0.422
500000 8.251
9916
. ‘~“NA\Z464JZ§\NM4§5@ZAW~W§75@5Gg4oe%_  7.975)| 854833 9.9463 1143656859 12660

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11. 50 12.00 12.50
Abundance TIC: BM045804.D\data.ms
16.956 19.p56

3000000

15.110
2500000

13.804

2000000 16.8%6 21.068

14.110 22.356
1500000 13.563

1000000

500000
REL::R 9.}@&,&&@9 14.9%5/.357 1655651 17.1807156221 1883399 218.503

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM045804.D\data.ms
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60324\
Data File : BM@45804.D

Acqg On : 03 Jun 2024 14:29
Operator : MA/JU

Sample . P2663-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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 1 9-Octadecenenitrile, (Z)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.821 2.04 ng/ul 218706  Chrysene-d12 21.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Octadecenenitrile, (Z)-
2 9-Octadecene, (E)-

3 Phosphetane, 1-chloro-2,2,3,4,4-...
4 2-Pentenal, 2-methyl-4-oxo-5-(2,...
5 Cyclohexane, 1-(cyclohexylmethyl...

263 C18H33N
252 C18H36
194 C8H16C1l0P
262 C15H1804
208 C15H28

000112-91-4 97
007206-25-9 25
029276-11-7 15
055721-95-4 15
054934-92-8 15

Abundance Scan 3032 (20.821 min): BM045804.D\data.ms (-3028) (- | m/z 55.00 100.00%
55.0
5000
2050 2100
206.1 276.1 : :
ol 3439 429 iz 41.e0  76.75%
miz--> 50 100 150 200 250 300 350 400
Abundance #152026: 9-Octadecenenitrile, (2)-
41.0
5000 122.0 s aatds
20.50 21.00
m/z 69.00 53.85%
g7
0 \‘1 T \h‘\‘ ‘“‘H‘\“HM’ NH Vh'\‘h\ j’ﬂe‘E‘P“ "\ !‘ \‘\2“6\6:.9\ [RSLLANLINL FL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #138524: 9-Octadecene, (E)-
55.0
SoP— SISt
20.50 21.00
5000 ITI/Z 43.00 51.70%
11.0
oL Lo 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #69743: Phosphetane, 1-chloro-2,2,3,4,4-pentamethyl-, 1 — ——
69.0 20.50 21.00
m/z 83.00 35.62%
5000
179.0
126.0
0r \:‘\,\“wa, M PO ) Y U PORS | SRV
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60324\
Data File : BM@45804.D

Acqg On : 03 Jun 2024 14:29
Operator : MA/JU

Sample . P2663-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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 2 13-Docosenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.356  22.36 ng/ul 2402330  Chrysene-d12 21.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 89
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
3 9-Octadecenamide 281 C18H35NO 003322-62-1 81
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 72

Abundance Scan 3293 (22.356 min): BM045804.D\data.ms (-3287) (- | m/z 59.00 100.00%

59.0
5000

‘H 1701 240.2294.1 2200 2250
A “*“‘“WMW 21022991 355.0 4145 491 n/z 55.00  61.22%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #245084: 13-Docosenamide, (Z)-
59.0

o

5000
137.0 2200 2250
m/z 72.00 59.89%
337.0
O \\\‘\“ U\HH\‘"}‘!“\““\‘} “\\1\9\3’\0!\\‘2\7\7\\0‘\1\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
2200 2250
5000 ITI z 41.00 46.00%
ol Ll ms0  2m0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174772: 9-Octadecenamide
59.0 2200 2250

m/z 43.00 42.84%

5000 L
R0 2200 2810

(IRRER N 0 R N R NP o
miz--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60324\
Data File : BM@45804.D

Acqg On : 03 Jun 2024 14:29
Operator : MA/JU

Sample . P2663-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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|
9-Octadecenenit... 20.821 2.0 ng/ul 218706 5 21.068 2148580 20.0
13-Docosenamide... 22.356 22.4 ng/ul 2402330 5 21.068 2148580 20.0
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