LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44971.D

Acqg On : 06 Apr 2024 15:28
Operator : MA/JU

Sample : P2018-06

Misc :

ALS Vvial : 10 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-BM040524 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44971.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.211 18 21 27 rBV 24003 30672 1.42% 0.142%
2 3.475 63 66 74 rBvV 36499 56777 2.62% 0.263%
3 3.605 85 88 108 rBV 234036 395382 18.25%  1.835%
4 4.169 181 184 185 rvB3 2797 2407 0.11% 0.011%
5 4.522 241 244 246 rBV4 2648 3381 0.16% 0.016%
6 4.752 280 283 287 rBV5 1880 2861 0.13% 0.013%
7 5.216 360 362 364 rBV3 2308 2332 0.11% 0.011%
8 5.775 455 457 461 rBV4 1953 2344 0.11% 0.011%
9 5.922 481 482 487 rBV5 1433 2363 0.11% 0.011%
106 6.810 627 633 644 rBV 315613 540362 24.94%  2.507%
11 6.922 650 652 657 rBv4 1940 2275 0.10% 0.011%
12 6.987 657 663 672 rBvV 266493 422020 19.47% 1.958%
13  7.169 687 694 710 rVB 336227 553177 25.53% 2.567%
14 7.322 718 720 723 rBVS 2816 3956 0.18% 0.018%
15 7.504 747 751 754 rBV4 1475 2381 0.11% 0.011%
16 7.634 764 773 781 rBV 262808 424961 19.61% 1.972%
17 8.340 886 893 910 rBV 391576 668225 30.84% 3.101%
18 8.793 963 970 983 rBV 300531 519727 23.98% 2.412%
19 8.951 996 997 1003 rVB4 3408 4068 0.19% 0.019%
20 9.157 1028 1032 1038 rVB3 7715 12928 0.60% ©0.060%
21 9.381 1066 1070 1075 rBV6 7179 11409 0.53% 053%

22 9.510 1083 1092 1100 rBV 249820 441642 20.38%
23 10.039 1173 1182 1198 rBV 364025 676523 31.22%
24 10.410 1237 1245 1252 rBV 372169 632224 29.17%
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25 10.563 1263 1271 1286 rBV 328916 664841 30.68% 085%
26 10.698 1291 1294 1297 rVB5 1765 2702 0.12% 0.013%
27 11.039 1348 1352 1355 rVB3 1351 2408 0.11% 0.011%
28 11.192 1372 1378 1384 rBv4 15801 39319 1.81% ©.182%
29 11.239 1384 1386 1390 rVB4 2758 2917 0.13% 0.014%
30 11.475 1421 1426 1429 rBV5 1335 2409 0.11% 0.011%
31 12.010 1514 1517 1524 rVB4 5168 8601 0.40%  0.040%
32 13.092 1698 1701 1706 rBV5 4896 8694 0.40% 0.040%
33 13.175 1712 1715 1722 rVB5 4319 7222 0.33% 0.034%
34 13.251 1725 1728 1732 rBV5 2418 3090 0.14% 0.014%
35 13.710 1799 1806 1815 rBV 643661 941863 43.46% 4.370%

36 13.975 1841 1851 1862 rBV 848480 1253636 57.85% 5.817%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44971.D

Acqg On : 06 Apr 2024 15:28
Operator : MA/JU

Sample : P2018-06

Misc :

ALS Vvial : 10 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-BM040524 .MA.M
Title : SVOA CALIBRATION
37 14.186 1883 1887 1890 rVB4 2795 3764 0.17% 0.017%
38 14.280 1896 1903 1910 rBV 591721 871970 40.24%  4.046%
39 14.516 1935 1943 1961 rBV 224690 536426 24.75% 2.489%
40 14.651 1964 1966 1971 rVv4 11112 17736 0.82% 0.082%
41 14.692 1971 1973 1976 rVV4 4351 5656 0.26% 0.026%
42 14.727 1976 1979 1983 rVV6 3271 6024 0.28% 0.028%
43 14.798 1987 1991 1997 rVB7 5641 8659 0.40% 0.040%
44 15.086 2034 2040 2045 rBvV8 1963 4967 ©0.23% 0.023%
45 15.145 2045 2050 2054 rVB6 2840 4764  0.22% 0.022%
46 15.286 2067 2074 2086 rVB 1040183 1529964 70.60% 7.099%
47 15.422 2092 2097 2109 rBV 274655 397375 18.34%  1.844%
48 15.527 2111 2115 2116 rBv4 4305 3195 0.15% 0.015%
49 15.763 2152 2155 2158 rBv4 1560 2258 0.10% 0.010%
50 15.851 2165 2170 2174 rBV7 5608 9149 0.42% 0.042%
51 16.016 2195 2198 2200 rBV4 4011 5276 0.24% 0.024%
52 16.074 2204 2208 2213 rBV5 4740 8557 0.39% 0.040%
53 16.186 2224 2227 2233 rVB6 3093 5930 0.27% 0.028%
54 16.245 2233 2237 2239 rBV4 4430 4879 0.23% 0.023%
55 16.816 2327 2334 2338 rBV8 3477 7651 ©.35% 0.036%
56 16.980 2356 2362 2365 rVB4 8554 12194 0.56% 0.057%
57 17.039 2366 2372 2383 rVB 709700 1020278 47.08% 4.734%
58 17.139 2383 2389 2401 rBV 1112537 1645495 75.93% 7.635%
59 17.274 2408 2412 2415 rVB4 2509 2649 0.12% 0.012%
60 17.333 2420 2422 2424 rBV3 2534 2987 0.14% 0.014%
61 17.404 2431 2434 2437 rBV3 2545 3330 0.15% 0.015%
62 17.445 2437 2441 2449 rVV8 4301 10883 0.50% 0.050%
63 17.551 2456 2459 2460 rBV3 2298 2853 0.13% 0.013%
64 17.733 2485 2490 2494 rBV 21074 27810 1.28% 0.129%
65 17.827 2503 2506 2511 rBV7 3650 5857 ©.27% 0.027%
66 17.892 2515 2517 2520 rBv4 5712 6223 0.29% 0.029%
67 17.951 2522 2527 2538 rBV 61151 99136 4.57% 0.460%
68 18.251 2575 2578 2581 rBV5S 3929 4946 0.23% 0.023%
69 18.386 2598 2601 2604 rBV3 5152 5815 0.27% 0.027%
70 18.627 2641 2642 2645 rBV3 2383 2350 0.11% 0.011%
71 18.833 2672 2677 2680 rBV7 5535 10074 0.46% 0.047%
72 18.886 2682 2686 2688 rVvVeé 8206 12176 0.56% 0.056%
73 18.915 2688 2691 2695 rVB5 18332 21415 0.99% 0.099%
74 19.009 2703 2707 2711 rBV4 14656 19203 0.89% 0.089%
75 19.086 2716 2720 2723 rBV3 10999 21097 ©0.97% 0.098%
76 19.245 2743 2747 2752 rBV5 17762 26975 1.24% 0.125%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44971.D

Acqg On : 06 Apr 2024 15:28
Operator : MA/JU

Sample : P2018-06

Misc

ALS Vvial : 10 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-BM040524 .MA.M
Title : SVOA CALIBRATION

77 19.398 2770 2773 2775 rBV4 5983 6726 0.31% 0.031%
78 19.445 2775 2781 2790 rVV 1445982 1989009 91.79%  9.229%
79 20.509 2960 2962 2967 rVB6 11866 12587 ©.58% 0.058%
80 20.980 3037 3042 3047 rBV2 110019 173670 8.01% ©0.806%
81 21.251 3082 3088 3097 rBV 889204 1192874 55.05% 5.535%

82 23.333 3435 3442 3449 rBV2 1203018 2167015 100.00% 10.055%
83 23.474 3459 3466 3476 rBV 667473 1259236 58.11% 5.843%

Sum of corrected areas: 21551162
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44971.D

Acqg On : 06 Apr 2024 15:28

Operator : MA/JU

Sample : P2018-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44971.D

Acqg On : 06 Apr 2024 15:28
Operator : MA/JU

Sample : P2018-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.475 2.67 ng/ul 56777 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 9
2 Propylene Glycol 76 C3H802 000057-55-6 9
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
4 2-Hexanol 102 C6H140 000626-93-7 9
5 Propylene Glycol 76 C3H802 000057-55-6 9
Abundance  Scan 66 (3.475 min): BM044971.D\data.ms (-63) (-) m/z 45.00 100.00%
45.0
5000 (L
R R
207.0 . 3.20 3.40 3.60 3.80
0 A 770 146.9177.05970 2808 nyz 43,00 24.11%
miz-> 50 100 150 200 250
Abundance #342: Isopropyl Alcohol
45.0
5000
3.20 3.40 3.60 3.80
m/z 61.00 7.30%
150‘
O\‘H\“\“‘\h“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #1085: Propylene Glycol
45.0
R
3.20 3.40 3.60 3.80
5000 m/z 43.95 5.38%
15.0
ol L o0 - NMMMWW
miz--> 50 100 150 200 250
Abundance #1091: R-(-)-1,2-propanediol R e
45.0 3.20 3.40 3.60 3.80
m/z 41.95 4.31%
5000
15.0 ‘
m/z--> 50 100 150 200 250 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44971.D

Acqg On : 06 Apr 2024 15:28
Operator : MA/JU

Sample : P2018-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.980 2.91 ng/ul 173670  Chrysene-di12 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
2 1-Hexacosanol 382 C26H540 000506-52-5 87
3 1-Tetracosene 336 C24H48 010192-32-2 87
4 17-Pentatriacontene 491 C35H70 006971-40-0 87
5 1-Octadecanol 270 C18H380 000112-92-5 81

Abundance Scan 3042 (20.980 min): BM044971.D\data.ms (-3037) (- | m/z 57.05 100.00%
571.0
7.0
5000
207.0 e
147.0 ‘ 281.0 21.00
0 “"u‘JMNWW“MNwmw‘J‘Wv“u“‘J‘q “‘???9 m/z 43.05 90.79%
miz--> 50 100 150 200 250 300 350
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
7.0
5000 L
21.00
m/z 83.05 78.94%
169.0 238.0
0\“\ T “‘ “\“‘\ ‘\‘ ‘“\“\\\‘}\\‘\‘\2\8\3\.9\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosano
97.0
57.0
T
21.00
5000 m/z 55.00 75.72%
39.0
fo h \H\ \‘\\ \‘\ i %92‘220 264.0 308.0 364(
R — RS
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene —
43.0 83.0 21.00
m/z 69.00 73.74%
5000
25.0
o UL mom0n o .
m/z--> 50 100 150 200 250 300 350 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44971.D

Acqg On : 06 Apr 2024 15:28
Operator : MA/JU

Sample : P2018-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 3.475 2.7 ng/ul 56777 1 7.634 424961 20.0
Heptadecyl hept... 20.980 2.9 ng/ul 173670 5 21.250 1192870 20.0
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