LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71524\
Data File : BP020967.D

Acqg On : 15 Jul 2024 21:04
Operator : MA/JU

Sample : P3100-09

Misc :

ALS Vvial : 13  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_ P\Methods\SFAM-EPA-BP071024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20967.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.252 41 45 53 rVB 31471 44194 0.99% ©0.099%
2 3.528 89 92 103 rVB 62555 89608 2.00% 0.202%
3 3.669 113 116 133 rBV 388904 579129 12.94% 1.303%
4 3.969 164 167 171 rVB2 10069 12590 0.28% 0.028%
5 4.863 316 319 324 rBV3 5680 8767 ©0.20% 0.020%
6 5.834 479 484 493 rVB2 7990 16721 0.37% 0.038%
7 6.905 659 666 683 rBV 496740 908495 20.30% 2.044%
8 7.052 683 691 706 rVB 412789 700753 15.66% 1.577%
9 7.252 717 725 734 rBV 582612 940635 21.02% 2.117%
106 7.334 736 739 754 rVB4 15084 43018 0.96% ©0.097%
11  7.699 794 801 810 rBV 704859 1095325 24.48%  2.465%
12 7.781 813 815 821 rVB5 7434 9934 0.22% 0.022%
13 8.416 913 923 939 rBV 633173 1141066 25.50% 2.568%
14 8.852 990 997 1009 rBV 503323 874397 19.54%  1.968%
15 9.004 1019 1023 1027 rVB7 4370 6559 0.15% 0.015%
16 9.204 1051 1057 1063 rVB4 8705 15377 ©0.34% 0.035%
17 9.404 1084 1091 1099 rBV 61442 100619 2.25% 0.226%
18 9.563 1110 1118 1129 rBV 391198 761180 17.01% 1.713%
19 9.993 1184 1191 1197 rBV 16968 33244 0.74% 0.075%
20 10.104 1202 1210 1227 rBV 626113 1160672 25.94% 2.612%
21 10.463 1264 1271 1284 rBV 858534 1523251 34.04%  3.428%
22 10.610 1288 1296 1311 rBV 570509 1141421 25.51% 2.568%
23 11.004 1355 1363 1374 rBV9 15427 43653 0.98% 0.098%
24 11.210 1390 1398 1414 rBV2 74918 219987 4.92%  0.495%
25 11.963 1522 1526 1531 rBV6 4220 7834 0.18% 0.018%
26 12.051 1536 1541 1548 rVB2 11549 19582 0.44% 0.044%
27 12.904 1681 1686 1692 rBV9 3525 7297 0.16% 0.016%
28 13.116 1717 1722 1727 rBV5S 6386 11733 0.26% 0.026%
29 13.263 1743 1747 1753 rVB9 3812 7222 0.16% 0.016%
30 13.716 1814 1824 1841 rBV 1226776 1834228 40.99% 4.127%

31 13.834 1841 1844 1849 rVB7 3088 4699 0.11%
32 14.004 1867 1873 1894 rVB 1546328 2170751 48.51%
33 14.316 1916 1926 1937 rBV 1653674 2112850 47.22%
34 14.539 1955 1964 1967 rBV5 58541 146203 3.27%
35 14.587 1967 1972 1984 rVV 239428 593127 13.26%
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36 15.116 2057 2062 2066 rVv3 5835 11215 ©.25% ©0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71524\
Data File : BP020967.D

Acqg On : 15 Jul 2024 21:04
Operator : MA/JU

Sample : P3100-09

Misc :

ALS Vvial : 13  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_ P\Methods\SFAM-EPA-BP071024.MA.M
Title : SVOA CALIBRATION
37 15.163 2068 2070 2073 rVB4 6213 5714 ©.13% 0.013%
38 15.322 2090 2097 2115 rBV 1799994 2797903 62.53% 6.296%
39 15.469 2116 2122 2136 rVV 392294 720920 16.11% 1.622%
40 15.575 2136 2140 2146 rVB4 11700 20285 0.45% 0.046%
41 16.051 2218 2221 2223 rBv4 6170 7847 ©0.18% 0.018%
42 16.522 2299 2301 2305 rBv4 5253 6105 0.14% 0.014%
43 17.028 2385 2387 2396 rVBle 10254 18834 0.42% 0.042%
44 17.128 2397 2404 2411 rBV 1806083 2703313 60.41% 6.083%
45 17.228 2415 2421 2432 rBV2 2123839 3089257 69.04% 6.952%
46 17.810 2517 2520 2525 rVB4 20785 24316 ©.54% 0.055%
47 18.051 2556 2561 2570 rBV 238580 422130 9.43%  0.950%
48 18.786 2684 2686 2689 rBvV3 21911 28477 0.64% 0.064%
49 19.151 2745 2748 2752 rBv4 34515 46987 1.05% 0.106%
50 19.227 2759 2761 2763 rBV 36421 35239 0.79% 0.079%
51 19.392 2785 2789 2795 rBV3 89769 131824 2.95% 0.297%
52 19.610 2820 2826 2833 rBv 2907130 4138540 92.49% 9.313%
53 21.216 3096 3099 3104 rBV 349286 438775 9.81% 0.987%
54 21.563 3152 3158 3164 rBV 2199894 3342747 74.70% 7.522%
55 24.627 3670 3679 3695 rVB2 1493538 4474670 100.00% 10.069%

56 24.857 3710 3718 3729 rBV 1362887 3588109 80.19% 8.074%

Sum of corrected areas: 44439328
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071524\
Data File : BP020967.D

Acqg On : 15 Jul 2024 21:04
Operator : MA/JU

Sample : P3100-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP020967.D\data.ms
3000000

2500000
2000000
1500000

1000000 10.463
7.699

252 8.416 10.104 610
500000 3.669 6. 52 8852 9563
0@2&?&3.969 4.863 5.834 j\ 334 7l781 .oe.z:a%:@ﬁL 9.9 1166210 111831
T

Time--> 3.00 350 400 450 500 550 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: BP020967.D\data.ms
3000000 19.610

21.563

2500000
17.228
2000000 15.322 17.128
14.0&511'316

1500000
13.716

1000000 21.216

500000 15.469 W
14.587 18.051 9
18.788
samigs3 13.834 14939 1E1557516.0511652217.0 17.81 :

O T T o o e e e B e o L B e e L L s e s s

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: BP020967.D\data.ms
3000000

2500000

24.627
2000000 4.857
1500000

1000000

| ST, N
500000

O\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071524\

Library Search Compound Report

BP020967.D
. 15
: MA/JU

: P3100-09

. 13

Quant Method
Quant Title

TIC Library

Jul 2024 21:04

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .MA.M
: SVOA CALIBRATION

¢ 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 1-Phenoxypropan-2-ol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.210 2.89 ng/ul 219987 Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 72

Abundance Scan1398(11210num BP020967.D\data.ms (-1390) (- m/z 94.00 100.00%

94.0
5000
152.0 —— =
‘ ’ l 11.00 11.50
ol 35LLL,, | 2103 2810 3552 441.95052 "y, 77 00  28.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 T T
11.00 11.50
152.0 m/z 152.00  18.43%
31 ’
O‘\\\‘hﬂ‘#“\gI‘J\‘\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
ey oy
11.00 11.50
5000 ITI/Z 78.00 17.74%
' 152.0
ol ‘M ”\ ﬂ\H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy- T A
94.0 11.00 11.50
m/z 107.95 15.76%
5000
T 152.0
oWLHJHIUL’H"HH_m‘mww_HwH_m_m_m_ e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071524\
Data File : BP020967.D

Acqg On : 15 Jul 2024 21:04
Operator : MA/JU

Sample : P3100-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.051 3.12 ng/ul 422130  Phenanthrene-d10 17.128
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 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2561 (18.051 min): BP020967.D\data.ms (-2556) (- m/z 73.00 100.00%
73.0
5000 JL/\
213.2
T
8591 | s
0l 'JuIM B0l | 3268 414947515006 /. 65 00  g6.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 TT [
18.00
m‘ 213.0 m/z 43.05 85.26%
O‘\\\ “‘ \\‘llh\“}\‘ \1!\\]\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
T
18.00
5000 m/z 57.10 74 .35%
129.0
ANl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T ‘
43.0 18.00
m/z 55.05 72.57%
5000 256.0
129.0
o Ll 3000 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071524\
Data File : BP020967.D

Acqg On : 15 Jul 2024 21:04
Operator : MA/JU

Sample : P3100-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 Carbonic acid, eicosyl viny... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.216 2.63 ng/ul 438775  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
4 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 90

Abundance Scan 3099 (21.216 min): BP020967.D\data.ms (-3096) (- m/z 57.10 100.00%

57.1
5000

T
21.00 21.50

207.0 356.1
o“x_‘H‘ﬁkvwwm‘m“_?9ﬁ?u‘_‘u“ 4621 5351 /7 43.10  73.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 e —
21.00 21.50

m/z 71.10 61.86%

0 1}I‘f‘ﬁ:‘)wzozw-wzso

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

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0

T
21.00 21.50
5000 m/z 55.10 50.97%

oLl .“ﬂ%. 1960 2690 J\M
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester —— —
57.0 21.00 21.50

m/z 85.10  40.84%

5000 vaumw&www}\uwMMMMAwwm
i } PFh 224.0 297.0

0L B b e o e T SR Sas S
miz--> 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_P\Data\BP071524\
Data File : BP020967.D

Acqg On : 15 Jul 2024 21:04
Operator : MA/JU

Sample : P3100-09

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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... 11.210 2.9 ng/ul 219987 2 10.463 1523250 20.0
n-Hexadecanoic ... 18.051 3.1 ng/ul 422130 4 17.128 2703310 20.0
Carbonic acid, ... 21.216 2.6 ng/ul 438775 5 21.563 3342750 20.0
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