LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62428.D

Acqg On : 15 Aug 2024 23:31
Operator : MA/JU

Sample : P3533-09

Misc :

ALS Vvial : 24 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_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62428.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.422 18 23 28 rvB2 12663 18432 0.81% 0.087%
2 3.681 64 67 74 rBvV 12390 20103 0.88% 0.095%
3  3.828 88 92 103 rVB 69577 116162 5.09% ©.550%
4 4.162 147 149 155 rVvB4 3261 5079 0.22% 0.024%
5 6.224 499 500 507 rvB3 1854 2442  0.11% 0.012%
6 7.111 645 651 660 rBV 86538 150133 6.58% 0.710%
7 7.282 672 680 690 rBV 205226 340476 14.93% 1.611%
8 7.487 708 715 722 rBV 247838 413058 18.11% 1.955%
9 7.546 723 725 729 rVB2 3518 4004 0.18% 0.019%
10 7.957 788 795 8603 rBV 265311 429311 18.82% 2.032%
11 8.650 906 913 922 rBV 236493 394600 17.30% 1.867%
12 9.109 983 991 1001 rBV 262108 457754 20.07% 2.166%
13  9.667 1081 1086 1093 rVB2 10234 16659 0.73% 0.079%
14  9.831 1104 1114 1123 rBV 215252 379106 16.62% 1.794%
15 10.054 1147 1152 1157 rVB3 2036 3565 0.16% 0.017%

16 10.366 1196 1205 1213 rBV 353078 621655 27.25%
17 10.748 1261 1270 1280 rBV 408486 704273 30.87%
18 10.877 1284 1292 1302 rBV 301090 541171 23.72%
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19 11.276 1356 1360 1367 rVB3 7327 11716 0.51% 055%
20 11.482 1389 1395 1408 rBV 44088 82939 3.64% 392%
21 12.328 1532 1539 1544 rBV 5990 9823 0.43% 046%

22 13.984 1813 1821 1827 rBV 637088 952132 41.74%
23 14.266 1858 1869 1879 rBV 734490 1151966 50.50%
24 14.578 1915 1922 1928 rBV 674351 1085332 47.58%
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25 14.754 1946 1952 1964 rBV2 90220 159097 6.97% 753%
26 14.836 1964 1966 1970 rVB2 2551 3249 0.14% 0.015%
27 14.907 1975 1978 1980 rBV3 2966 2558 0.11% 0.012%
28 14.983 1987 1991 1996 rBV5 4033 6232 0.27% 0.029%
29 15.306 2041 2046 2053 rVB5 2202 5267 ©.23% 0.025%
30 15.371 2053 2057 2058 rBV2 3449 4039 0.18% 0.019%
31 15.565 2083 2090 2099 rBV 1014921 1484456 65.08% 7.025%
32 15.670 2101 2108 2116 rBV 280652 412821 18.10%  1.954%
33 15.805 2128 2131 2134 rVB2 4300 4523 0.20% 0.021%
34 15.988 2157 2162 2166 rBV4 2153 3888 0.17% 0.018%
35 16.205 2193 2199 2200 rBV4 1741 2526 0.11% 0.012%
36 16.293 2211 2214 2218 rBV3 4223 7032 0.31% 0.033%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62428.D

Acqg On : 15 Aug 2024 23:31
Operator : MA/JU

Sample : P3533-09

Misc :

ALS Vvial : 24 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_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION
37 16.716 2282 2286 2291 rVB4 4654 7023 0.31% 0.033%
38 16.757 2291 2293 2295 rvB3 2987 2361 0.10% 0.011%
39 16.875 2309 2313 2318 rBvVS8 4790 6643 0.29% 0.031%
40 17.074 2342 2347 2349 rBV5 4065 5514 0.24% 0.026%
41 17.245 2373 2376 2377 rVWV2 4113 3407 0.15% 0.016%
42 17.315 2381 2388 2394 rVV 844526 1287929 56.46% 6.095%
43 17.415 2398 2405 2413 rVV2 1040226 1573158 68.96% 7.445%
44 17.486 2415 2417 2420 rVB3 2853 2789 0.12% 0.013%
45 17.550 2426 2428 2429 rBvV2 3804 2727 0.12% 0.013%
46 17.597 2434 2436 2439 rVW4 5199 8268 0.36% 0.039%
47 17.632 2439 2442 2444 r\WW4 7782 12815 0.56% 0.061%
48 17.673 2447 2449 2454 rVB3 16053 20472 0.90% 0.097%
49 17.820 2470 2474 2477 rBv4 3201 4259 0.19% 0.020%
50 17.991 2500 2503 2508 rvVvB7 5226 5875 0.26% 0.028%
51 18.091 2515 2520 2522 rBV6 4926 8068 ©.35% 0.038%
52 18.208 2535 2540 2555 rBV 171399 268466 11.77% 1.270%
53 18.543 2592 2597 2606 rVB 5739 17264 0.76% 0.082%
54 18.678 2618 2620 2624 rVB5 4755 6195 0.27% 0.029%
55 18.872 2651 2653 2657 rVB5 4182 5462 0.24% 0.026%
56 19.089 2687 2690 2695 rVB7 7780 11502 0.50% 0.054%
57 19.265 2715 2720 2724 rVB3 14649 23828 1.04% 0.113%
58 19.330 2724 2731 2735 rBV 21997 39717 1.74% 0.188%
59 19.483 2752 2757 2762 rBv2 66748 100404 4.40% 0.475%
60 19.600 2775 2777 2778 rBV2 4761 3828 0.17% 0.018%
61 19.636 2780 2783 2786 rVV5 15912 24155 1.06% 0.114%
62 19.694 2787 2793 2808 rVB 1422737 2281118 100.00% 10.795%
63 20.211 2878 2881 2885 rBV6 7599 10805 0.47% 0.051%
64 20.675 2957 2960 2966 rVB6 17325 22214 0.97% 0.105%
65 21.228 3049 3054 3064 rBV 118101 188777 8.28% 0.893%
66 21.556 3103 3110 3118 rBV2 912292 1459000 63.96% 6.904%
67 22.361 3242 3247 3252 rBV7 15717 32972 1.45% 0.156%
68 23.031 3356 3361 3366 rBV5 11999 22610 0.99% 0.107%
69 23.207 3386 3391 3397 rVB 42923 75176 3.30% 0.356%
70 23.795 3488 3491 3498 rVB3 15724 28304 1.24% 0.134%
71 24.435 3589 3600 3611 rVB 729357 1958015 85.84% 9.266%
72 24.646 3625 3636 3646 rBV 562777 1548035 67.86% 7.326%
73 27.090 4048 4052 4060 rVB7 16208 45020 1.97% 0.213%

Sum of corrected areas: 21131748
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62428.D

Acqg On : 15 Aug 2024 23:31
Operator : MA/JU

Sample : P3533-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062428.D\data.ms
1400000

1200000
1000000
800000
600000

400000 10.366

7.957 .
7.28587 8.650 9109 4¢3
200000
3828 7.11 o
3422681 4.162 6.224 | 7546 9.66/10.054 1%} 12.328
‘ I 1

\ﬁ\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L LA LA LA AL AL L O B T LA L B L

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG062428.D\data.ms
1400000 19.694

o

1200000

15.565 17.415
1000000 21.556

17.315
800000 14.266

13.984 14.578
600000

400000

200000

22.361

R B = e e B e e e

Time--> 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: BG062428.D\data.ms
1400000

1200000
1000000

800000 24.435

600000 4.646

400000

200000

393797 23.795 27.090

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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_G\Data\BG@81524\
Data File : BG@62428.D

Acqg On : 15 Aug 2024 23:31
Operator : MA/JU

Sample : P3533-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 1-Phenoxypropan-2-ol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.482 2.36 ng/ul 82939 Naphthalene-d8 10.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 83
Abundance Scan 1395 (11.482 min): BG062428.D\data.ms (-1389) (- | m/z 94.15 100.00%
94.2
5000
45.1 2 152.2 LI
Lo M | |1192 | —
0“‘“‘“‘HM‘“"“‘,“w““““““““‘ m/z 77.15 24.39%
m/z--> 20 100 120 140
Abundance #30117 1- Phenoxypropan -2-0
94.0
A
5000 T
11.50
77.0 152.0 m/z 45.15  17.19%
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 100 120 140
Abundance #30125 1- Phenoxypropan 2-ol
94.0
T A\ T ‘M T
11.50
5000 m/z 78.15 16.77%
45.0 77.0 152.0
BN -
m/z--> 20 100 120 140
Abundance #30123: 1- Phenoxypropan 2-ol o
94.0 11.50
m/z 152.15 15.68%
5000
77.0
39.0 ‘ 152.0
5
LB T RUBEENE S 1l
miz-> 100 120 140 11.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081524\

. BGO62428.D
: 15 Aug 2024 23:31

: MA/JU

. P3533-09

. 24

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424 .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 2 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.208 4.17 ng/ul 268466  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2540 (18.208 min): BG062428.D\data.ms (-2535) (- | m/z 43.15 100.00%
43.1 73.2
5000
129.2
213'2 T ‘ T T ‘ T
| | ‘ 1713 ‘ 256.4 18.00 18.50
ol ‘: b 1L L L 20T g 7315 87.70%
m/z--> 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 3
430 73.0 256.0
5000 e e
129.0 18.00 18.50
213.0 m/z 60.15 84.42%
‘ 1710 ‘
o n ‘d \\\‘H\ HM‘\H\ il ‘ ‘ . ‘u\’ A L‘ . “‘ —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
—— pomsy
18.00 18.50
5000 129.0 m/Z 57.15 77 .44%
97.0 1710 2130 256.0
oL ‘“‘ L Hh”\ ‘H‘\ ml ‘ | “ | “‘ \’ ““ T “\‘ —
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid ==y N
2
43.0 73.0 18.00 18.50
m/z 41.15 72.94%
5000 129.0
171.0
‘ ‘ 214.0
0 . “‘ ‘H ‘H‘\ ‘\H M “m“ L “‘ T “‘ — — > ‘ ; ; : .
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62428.D

Acqg On : 15 Aug 2024 23:31
Operator : MA/JU

Sample : P3533-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.227 2.59 ng/ul 188777  Chrysene-di12 21.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 1-Docosene 308 C22H44 001599-67-3 91
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 91

Abundance Scan 3054 (21.227 min): BG062428.D\data.ms (-3049) (- | m/z 55.15 100.00%
5511

7.2
5000
1l
el

o
39.1 213.1 281.1 21.00 21.50
[ — b 200 2Ok 888 57015 98.71%

m/z--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0

5000 s Sl
21.00 21.50
‘ fzao m/z 43.15 89.63%
0 \“‘\ ‘M”““ \“‘\‘ \“ \““‘ ‘1“ I ““\ ‘\h ““\ T :\lg\?\o\ LA L I ey
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
—— —
21.00 21.50
5000 m/z 83.15 85.28%

e

ol 1 L7 1810 2380 2020 364
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene

T
55.0 21.00 21.50
m/z 69.15 77.75%

97.0
5000
14.0,| 13901810 308.0

o= i e Silia e
miz--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62428.D

Acqg On : 15 Aug 2024 23:31
Operator : MA/JU

Sample : P3533-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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|
1-Phenoxypropan... 11.482 2.4 ng/ul 82939 2 10.748 704273 20.0
n-Hexadecanoic ... 18.208 4.2 ng/ul 268466 4 17.315 1287930 20.0
Trichloroacetic... 21.227 2.6 ng/ul 188777 5 21.557 1459000 20.0
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