LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44379.D

Acqg On : 27 Feb 2024 23:12
Operator : MA/JU

Sample : P1498-17

Misc :

ALS Vvial : 60 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-BM022324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44379.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.363 44 47 52 rVB 48571 61142 1.04% 0.125%
2 3.787 115 119 134 rBV 351020 571704 9.72% 1.167%
3 4.110 170 174 179 rVB 17053 25547 0.43% 0.052%
4 4.481 235 237 241 rVB5 7666 8479 0.14% 0.017%
5 4.657 265 267 272 rVB5 5906 7286 0.12% 0.015%
6 5.057 332 335 339 rBV 12345 13285 0.23% 0.027%
7 5.592 420 426 430 rBV 32181 47863 0.81% ©0.098%
8 7.104 677 683 695 rVB 112354 200774  3.41% 0.410%
9 7.281 705 713 727 rBV 839075 1334411 22.68% 2.724%
10 7.469 737 745 755 rBV 427098 697449 11.86% 1.424%
11 7.939 816 825 833 rBV 734410 1154569 19.63% 2.357%
12 8.004 833 836 842 rVB6 5745 9590 0.16% 0.020%
13 8.651 938 946 958 rBV 383564 648396 11.02%  1.323%
14 9.110 1017 1024 1037 rBV 859350 1444270 24.55%  2.948%
15 9.280 1048 1053 1058 rVB6 9687 17242 0.29% 0.035%

16 9.498 1086 1090 1096 rVB3 13203 23111  0.39%
17 9.833 1140 1147 1155 rBV 381777 663494 11.28%
18 10.369 1230 1238 1249 rBV 543146 972029 16.52%

NWR RO
0
0
IS
R

19 10.745 1294 1302 1310 rBV 965550 1595669 27.12% 257%
20 10.892 1319 1327 1350 rBV 579461 1133289 19.26% 313%
21 12.174 1539 1545 1551 rVB6 7187 11839 0.20% 0.024%
22 12.280 1556 1563 1570 rVV 547244 932934 15.86%  1.904%
23 12.333 1570 1572 1580 rVB3 23612 36511 0.62% 0.075%
24 13.416 1750 1756 1763 rBV2 19737 34219 ©.58% 0.070%
25 13.486 1763 1768 1776 rBV 37951 63733 1.08% ©.130%
26 14.004 1849 1856 1871 rBV 1937799 2751042 46.76%  5.615%
27 14.274 1892 1902 1914 rBV2 2155188 3232484 54.95%  6.598%
28 14.351 1914 1915 1920 rVB5 6063 6128 ©0.10% 0.013%
29 14.580 1947 1954 1964 rBV 1278132 1886405 32.07%  3.850%
30 14.810 1988 1993 2006 rBV5 22294 74418 1.26% 0.152%
31 15.004 2020 2026 2031 rBV 89493 130132 2.21% ©.266%
32 15.386 2086 2091 2094 rVvv2 12932 20741 0.35% 0.042%
33 15.445 2097 2101 2103 rVB3 5745 7287 0.12% 0.015%
34 15.574 2116 2123 2135 rBV 2842449 4094703 69.60%  8.358%
35 15.698 2138 2144 2152 rVV 394826 573316 9.75% 1.170%
36 15.815 2160 2164 2173 rVB5 16517 29526 ©.50% ©0.060%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44379.D

Acqg On : 27 Feb 2024 23:12
Operator : MA/JU

Sample : P1498-17

Misc :

ALS Vvial : 60 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-BM022324.MA.M
Title : SVOA CALIBRATION
37 16.304 2242 2247 2252 rBV9 5733 8477 0.14% 0.017%
38 16.368 2252 2258 2262 rVB6 9270 14617 ©0.25% 0.030%
39 16.445 2267 2271 2273 rBv4 4762 7221 0.12% 0.015%
40 16.686 2310 2312 2317 rVB5 5940 6083 0.10% 0.012%
41 16.739 2317 2321 2326 rBV6 9260 14620 0.25% 0.030%
42 17.015 2363 2368 2371 rBV6 5935 8607 0.15% 0.018%
43 17.104 2379 2383 2385 rBV5 5417 8743 0.15% 0.018%
44 17.327 2413 2421 2431 rBV 1387516 2055538 34.94% 4.196%
45 17.427 2432 2438 2450 rBV2 3082061 4614429 78.44%  9.419%
46 17.627 2470 2472 2478 rVB6 7890 12464 0.21% 0.025%
47 17.727 2486 2489 2494 rVB7 8194 13228 0.22% 0.027%
48 17.845 2505 2509 2513 rBvV7 4017 6980 0.12% 0.014%
49 17.909 2518 2520 2525 rVB6 4642 6755 0.11% 0.014%
50 18.015 2533 2538 2542 rVB7 8689 15659 0.27% 0.032%
51 18.074 2544 2548 2551 rBV5 5136 7086 0.12% 0.014%
52 18.115 2551 2555 2560 rVWVv7 8408 14154 0.24% 0.029%
53 18.239 2570 2576 2587 rBV 300602 459544  7.81% ©.938%
54 18.674 2647 2650 2654 rVB4 16707 19610 ©0.33% 0.040%
55 18.715 2655 2657 2665 rVB9 8524 15433 0.26% 0.032%
56 18.909 2687 2690 2694 rBV6 7216 9436 0.16% 0.019%
57 19.292 2750 2755 2760 rBV2 46028 61966 1.05% ©.126%
58 19.362 2763 2767 2771 rBV 38176 53632 ©0.91% 0.109%
59 19.397 2771 2773 2778 rBv4 19161 26187 0.45% 0.053%
60 19.521 2790 2794 2800 rBV2 71891 92776 1.58% 0.189%
61 19.680 2817 2821 2823 rBV3 20838 26152 0.44% 0.053%
62 19.727 2823 2829 2838 rVV 4059708 5492027 93.35% 11.210%
63 20.262 2918 2920 2923 rBV4 13493 17925 0.30% 0.037%
64 21.256 3085 3089 3098 rBV 414609 656995 11.17%  1.341%
65 21.527 3130 3135 3142 rBV 1718601 2235287 38.00% 4.562%

66 22.821 3352 3355 3361 rVB 110970 160825 2.73% ©.328%
67 23.791 3512 3520 3533 rBV2 2899137 5883039 100.00% 12.008%
68 23.944 3540 3546 3555 rVB 1164922 2452430 41.69% 5.006%

N

Sum of corrected areas: 48992942
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Feb 2024 23:12
: MA/JU
: P1498-17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022624\
BM044379.D

: 60  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM044379.D\data.ms

7.281 9.110 10.745

7.939 0.892
10.369 10.
3.787 7.469 8.651 9.833
280498 j\

L§53 4 1104.48557 5.057 5.592 710 JL looa }L

o

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM044379.D\data.ms
19.727

17.427
15.574

14.274
14.004

14.580 17.327

12.280

15.698

18.239
1212;0@33 1341486 1435 4.@?@4].‘55%&&4815 15mmms4J Lmo@%*w

Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 15.50 1600 1650 1700 1750 18.00 18.50 19.00 19.50 20.00

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM044379.D\data.ms

23.791

21.527

23.944

21.256
22.821

Time-->

21.00 21.50 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\BM@22624\
Data File : BM@44379.D

Acqg On : 27 Feb 2024 23:12
Operator : MA/JU

Sample : P1498-17

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 1 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.280 11.69 ng/ul 932934  Naphthalene-d8 10.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Diaza-5,6-dedihydrocyclohexa... 171 C6H9N30S 021263-85-4 38
2 6-Isopropylquinoline 171 C12H13N 000135-79-5 32
3 Cyclopentanone, O-(trimethylsily... 171 C8H17NOSi 026208-87-7 32
4 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 28
5 Tebuthiuron 228 C9H16N40S 034014-18-1 25
Abundance Scan 1563 (12.280 min): BM044379.D\data.ms (-1556) (- | m/z 156.00 100.00%
156.0
5000 115.0
78.0
‘ ‘ 12 00 12 50
Ottty 2070 28LC s 1949 7.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46604: 1,3-Diaza-5,6-dedihydrocyclohexan-4-one-2-thio
156.0
5000
97.0 12 00 12 50
44.0 m/z 158.60  32.75%
O ’ "\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46454: 6-Isopropylquinoline
156.0
12 OO 12 50
5000 m/z 171.0 0.43%
390\ 77\0 12\\\0 M
Olrrr ettt el et e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46836: Cyclopentanone, O-(trimethylsilyl)oxime
75.0 156.0 12 00 12 50
m/z 77.95 7.66%
5000
45.0
0150,',,,
m/z--> 20 40 60 80 100120140160180200220240260280 12 OO 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44379.D

Acqg On : 27 Feb 2024 23:12
Operator : MA/JU

Sample : P1498-17

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.239 4.47 ng/ul 459544  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 n-Hexadecanoic acid
3 n-Hexadecanoic acid
4 n-Hexadecanoic acid
5 Pentadecanoic acid

256 C16H3202
256 C16H3202
256 C16H3202
256 C16H3202
242 C15H3002

000057-10-3 99
000057-10-3 99
000057-10-3 99
000057-10-3 91
001002-84-2 90

Abundance Scan 2576 (18.239 min): BM044379.D\data.ms (-2570) (1 | m/z 73.00 100.00%
430, |
5000
129.1
213.1 RN PR
m ﬁ?%l‘ ‘ 256.1 18.00 18.50
okl R BT A S WSS m/z 60.00  82.24%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
430 730 256.0
5000 —r— —
129.0 18.00 18.50
213.0 m/z 43.05 78.12%
H ‘ 171.0 ‘
o “\ \H“ H‘H\ u‘ﬂ‘\\m bl “‘ “‘u\‘ N “‘ —
miz--> 50 150 200 250
Abundance #143510.n—Hexadecanok:add
60.0
T -
18.00 18.50
5000 1290 m/Z 57 . 19 65 . 0200
97.0 1710 2130 256.0
oLb—— ‘“‘ H ‘\ \\h”\ u‘\ il ‘ “ ‘ - \‘ ““ T “\‘ ,
miz--> 50 150 200 250
Abundance #143509.n—Hexadecanok:add P T
43.0 73.0 18.00 18.50
m/z 41.00 62.92%
5000 256.0
129.0
oL ““‘ W‘M‘u HM‘ \\MH \u‘\ ! ‘m ‘ | ‘\‘u P ‘\‘ . P T
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44379.D

Acqg On : 27 Feb 2024 23:12
Operator : MA/JU

Sample : P1498-17

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 3 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.256 5.88 ng/ul 656995  Chrysene-di2 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Tetracosene 336 C24H48 010192-32-2 91

Abundance Scan 3089 (21.256 min): BM044379.D\data.ms (-3085) (- | m/z 57.05 100.00%
1.0

125.1 — See

‘ 207.0 280.1340.9401.0 475.2 549 2100 2150
. . . . . Al o
AL, 29700 280.1990.9401.0 479.2 549 m/z 55.05  92.06%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0

5000

o

5000 T T
21.00 21.50
{ 195.0 m/z 83.05 88.08%
Olllh“\lih']-‘QS.osos.o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
=== =
21.00 21.50
5000 ITI/Z 43.10 87.15%
125.0
o_u"‘uu Jm\u!"u-‘lf‘??:q‘?f?:qwwwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T ——
55.0 21.00 21.50

m/z 97.10 84.21%

5000
125.0
350.0
0 Il ‘ }h ‘\ | 195.0 264.0 [

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44379.D

Acqg On : 27 Feb 2024 23:12
Operator : MA/JU

Sample : P1498-17

Misc

ALS Vvial : 60  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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|
unknown-01 12.280 11.7 ng/ul 932934 2 10.745 1595670 20.0
n-Hexadecanoic ... 18.239 4.5 ng/ul 459544 4 17.327 2055540 20.0
n-Tetracosanol-1 21.256 5.9 ng/ul 656995 5 21.527 2235290 20.0
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