LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@50923\
Data File : BP015036.D

Acqg On : 10 May 2023 01:21
Operator : CG/JU

Sample : 02694-01

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_ P\Methods\SFAM-EPA-BP950323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15036.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.452 8 11 22 rVB 66290 96849 1.34% 0.128%
2 3.899 84 87 100 rBvV 361172 583987 8.05% 0.771%
3 4.234 141 144 153 rVB 19407 33839 0.47% 0.045%
4 4.469 180 184 189 rBV2 29362 39812 ©.55% 0.053%
5 4.899 253 257 262 rVB2 11995 17744 0.24% 0.023%
6 5.193 305 307 312 rVB5 6147 8181 0.11% 0.011%
7 5.293 320 324 329 rBV7 5463 9144 0.13% 0.012%
8 5.799 407 410 416 rVBS8 4797 8752 0.12% 0.012%
9 7.122 630 635 640 rBV9 4642 10301 0.14% 0.014%
106 7.299 659 665 680 rVB 412475 674667 9.30%  0.890%
11 7.475 688 695 705 rBV 1051646 1678458 23.14% 2.215%
12 7.681 723 730 740 rBV 1065703 1739990 23.98% 2.296%
13 7.763 742 744 751 rVB7 6989 11333 0.16% 0.015%
14 8.157 799 811 818 rBV 1021344 1662280 22.91% 2.193%
15 8.216 818 821 825 rVB3 8580 11671 0.16% 0.015%
16 8.552 876 878 884 rVB7 6540 8453 0.12% 0.011%
17 8.863 924 931 941 rBV 1064941 1725541 23.79% 2.277%
18 9.334 1003 1011 1021 rBV 1283803 2090715 28.82% 2.759%
19 9.428 1023 1027 1034 rVV3 24772 45675 0.63% 0.060%
20  9.493 1034 1038 1042 rVB7 6756 9881 0.14% 0.013%
21 9.734 1073 1079 1087 rBvV2 30042 52093 0.72% 0.069%
22 9.893 1101 1106 1115 rBV2 4308 10655 0.15% 0.014%
23 10.063 1128 1135 1148 rBV 961243 1634493 22.53% 2.157%
24 10.210 1154 1160 1166 rBV 35345 57834 0.80% 0.076%
25 10.281 1168 1172 1179 rVB1e 7744 15622 0.22% 0.021%

26 10.604 1218 1227 1239 rBV 1609205 2728359 37.61% 3.600%
27 10.893 1272 1276 1283 rVB1o 4193 8667 0.12% 0.011%
28 10.993 1285 1293 1302 rBV 1564912 2619595 36.11%  3.456%

29 11.122 1308 1315 1330 rBV 1075348 1925616 26.54% 2.541%
30 11.393 1356 1361 1367 rBV9 4907 11402 0.16% 0.015%
31 11.446 1368 1370 1376 rVB6 6612 10157 ©.14% 0.013%
32 11.763 1419 1424 1435 rVB6 9786 29108 0.40% 0.038%
33 12.234 1498 1504 1506 rBV5 7658 11339 0.16% 0.015%
34 12.298 1509 1515 1518 rwv3 7026 12812 ©.18% 0.017%
35 12.328 1518 1520 1525 rVVé6 9880 14307 ©.20% ©0.019%
36 12.393 1526 1531 1534 rVB6 5904 8674 0.12% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@50923\
Data File : BP015036.D

Acqg On : 10 May 2023 01:21
Operator : CG/JU

Sample : 02694-01

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_ P\Methods\SFAM-EPA-BP950323.MA.M
Title : SVOA CALIBRATION
37 12.569 1554 1561 1566 rBV2 30859 52855 0.73% 0.070%
38 13.610 1730 1738 1744 rBV3 18245 31294 0.43% 0.041%
39 13.681 1744 1750 1756 rBvV3 21966 39726 0.55% 0.052%
40 14.204 1831 1839 1848 rBV 2674523 3790058 52.24% 5.001%
41 14.322 1854 1859 1864 rBv8 17106 27982 0.39% 0.037%
42 14.492 1881 1888 1897 rBV2 3076644 4664165 64.29% 6.154%
43 14.675 1916 1919 1924 rBV5 8586 11390 0.16% 0.015%
44 14.798 1930 1940 1948 rBV 2029025 3040642 41.91% 4.012%
45 14.987 1965 1972 1984 rBV 288070 497020 6.85% 0.656%
46 15.139 1992 1998 2002 rBV9 9156 20691 0.29% 0.027%
47 15.192 2004 2007 2013 rVB6 18194 31318 ©0.43% 0.041%
48 15.363 2029 2036 2040 rBV7 8637 17793 0.25% 0.023%
49 15.416 2040 2045 2051 rBvVi1e 6293 12813 0.18% 0.017%
50 15.569 2067 2071 2075 rBV7 8098 14966 0.21% 0.020%
51 15.792 2102 2109 2122 rBV 3886718 5696176 78.52% 7.516%
52 15.904 2122 2128 2142 rVV 1175458 1600597 22.06% 2.112%
53 16.034 2145 2150 2156 rVB3 18073 33410 0.46% 0.044%
54 16.151 2164 2170 2177 rBV 1406875 1861882 25.67% 2.457%
55 16.486 2224 2227 2236 rVB 8579 21169 ©0.29% 0.028%
56 16.934 2298 2303 2306 rBV3 31285 48181 0.66% 0.064%
57 17.557 2401 2409 2417 rBV 2553154 4197269 57.86% 5.538%
58 17.657 2417 2426 2432 rVV 4233487 6157649 84.88% 8.124%
59 17.757 2439 2443 2451 rVB 51475 80028 1.10% 0.106%
60 17.898 2463 2467 2475 rBvV2 122770 171440 2.36% 0.226%
61 18.257 2525 2528 2531 rBV5 12623 17939 0.25% 0.024%
62 18.416 2549 2555 2564 rBV 1275699 1808420 24.93% 2.386%
63 19.045 2659 2662 2666 rBvV2 95886 115646 1.59% 0.153%
64 19.086 2666 2669 2672 rVV 89000 89560 1.23% 0.118%
65 19.386 2717 2720 2725 rBV2 33093 47499 0.65% 0.063%
66 19.469 2728 2734 2737 rVWV2 93534 189542 2.61% 0.250%
67 19.516 2739 2742 2750 rVB2 96517 161035 2.22% 0.212%
68 19.633 2758 2762 2775 rBV 373172 562481 7.75% 0.742%
69 19.875 2797 2803 2809 rBV 5374550 7254537 100.00% 9.572%
70 21.304 3042 3046 3056 rBV 1629546 2060545 28.40% 2.719%
71 21.633 3097 3102 3109 rBV 2500913 3435851 47.36% 4.533%
72 24.057 3507 3514 3528 rVB2 2453388 5492469 75.71% 7.247%

73 24.227 3537 3543 3553 rVB2 1303159 2817287 38.83% 3.717%

Sum of corrected areas: 75791331

SFAM-EPA-BP@50323.MA.M Wed May 10 12:07:31 2023 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 May 2023 01:21
: CG/IU
. 02694-01

. 24

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050923\
BP015036.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BP015036.D\data.ms
5000000
4000000
3000000
2000000
10.60410.993
7.47T%681 §.157 8.863 122
1000000 10.063
3.899 729
0% | 4.234469 4.89%53293 5.799 7u mw&z 93 7389 mm 10.893/| 11139861.763
‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\ T ] T T \\\‘\\\\\\\\‘\ \\\\\‘\\\\\\‘
Time--> 350 400 450 500 550 6.00 6.50 7.00 7w sm sw 9.00 9.50 1m010w 11.00 11.50
Abundance TIC: BP015036.D\data.ms
19.875
5000000
17.657
4000000 15.792
14.492
3000000 14.204 17587
14.798
2000000
16.151
15.904 18.416
1000000
19.633
4.987
0 11PBEBT69 1335681 .3204.675 1E-IBBAGES6 16.486 16.934
R I e e A e e e i R e e e
Time--> 1250 13.00 13.50 14.00 14.50 15.00 15.50 1600 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP015036.D\data.ms
5000000
4000000
24.057
3000000 21.633
21.304
2000000 4.227
1000000
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050923\
Data File : BP015036.D

Acqg On : 10 May 2023 01:21
Operator : CG/JU

Sample : 02694-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.151  12.25 ng/ul 1861880  Acenaphthene-d10 14.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 93
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2170 (16.151 min): BP015036.D\data.ms (-2164) (- m/z 105.00 100.00%
105.0
5000 182.1
—— —
16.00 16.50
of 32y 281134103989 46125190 y/7 77.00  64.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56922: Benzophenone
105.0
5000 —— —
182.0 16.00 16.50
m/z 182.05 50.59%
27‘0‘ 11 b \
O\\‘\1‘!\\1]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
—— —
182.0 16.00 16.50
5000 m/z 50.95 22.79%
27.0
Ot e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /k
Abundance #56927: Benzophenone m—r— —T—
105.0 16.00 16.50
m/z 106.00 8.07%
182.0
5000
O b e e e A —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050923\
Data File : BP015036.D

Acqg On : 10 May 2023 01:21
Operator : CG/JU

Sample : 02694-01

Misc

ALS vial : 24

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
: SVOA CALIBRATION

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.
18.416 8.62 ng/ul 1808420  Phenanthrene-d10 17.557
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 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 95

Abundance Scan 2555 (18.416 min): BP015036.D\data.ms (-2549) (- m/z 73.00 100.00%
73.0
5000 A\
2132
o
0l h Muwwwwwm?ﬂ?‘??”‘41‘4“?‘48‘1‘?5(4‘1‘? n/z 59.95 81.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000
129.0 1850
43.05 78.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
1850
5000 129.0 m/Z 57.05 63.30%
“ 213.0
(" ‘I‘NMH“‘Hm_m‘“um,uwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid ]
43.0 18.50
m/z 55.05 61.33%
5000 256.0
129.0
oL L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050923\
Data File : BP015036.D

Acqg On : 10 May 2023 01:21
Operator : CG/JU

Sample : 02694-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.633 3.27 ng/ul 562481 Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2762 (19.633 min): BP015036.D\data.ms (-2758) (- m/z 73.00 100.00%

73.0
5000

2412 — ——

‘ ” ‘i 171 19.50 20.00
o dhlL b :“mw” ki 356.1416.0 4891549 ;0 43,05  89.41%

miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179093: Octadecanoic acid
73.0

5000 284.0 — —
185.0 19.50 20.00

m/z 60.00 80.90%

()l ’ “‘IJ‘HIIWTHllLA\\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
—F=

19.50 20.00
5000 129.0 m/z 57.85 70.17%
284.0
oMl 2] |
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid — —
73.0 19.50 20.00

m/z 55.00 66.89%

5000 ML
11111 Y e

Ot ﬂw“u‘u“_“w‘u“u“w‘u“u“u‘w“u“ —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

BPO@
. 10
. CG/
: 026

. 24

hod
le

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050923\

15036.D

May 2023 01:21
Ju

94-01

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
: SVOA CALIBRATION

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 4 Dichloroacetic acid, heptad... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.304 11.99 ng/ul 2060550  Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3046 (21.304 min): BP015036.D\data.ms (-3042) (- m/z 57.05 100.00%

57.0
5000
5 1 ‘ T T ‘ T
} ‘ 196.2 21.00 21.50
o thiliiy, 1952 2830 355.1414.9475.9536.0  n/z 83.05 97.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 — —_—
21.00 21.50
50 m/z 55.85  94.35%
OJ‘TMK’”lLF“‘\n"2380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
= =
21.00 21.50
5000 ITI/Z 43.05 90.88%
0 ||| |50 280
‘H‘w“‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228955: Trifluoroacetic acid, pentadecyl ester o —
57.0 21.00 21.50
m/z 97.05 87.36%
5000
5.0
0 J\\ ‘ “Jl ?100 306.0
e = ==
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_P\Data\BP050923\
Data File : BP015036.D

Acqg On : 10 May 2023 01:21
Operator : CG/JU

Sample : 02694-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@50323.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|
Benzophenone 16.151 12.3 ng/ul 1861880 3 14.798 3040640 20.0
n-Hexadecanoic ... 18.416 8.6 ng/ul 1808420 4 17.557 4197270 20.0
Octadecanoic acid 19.633 3.3 ng/ul 562481 5 21.633 3435850 20.0
Dichloroacetic ... 21.304 12.0 ng/ul 2060550 5 21.633 3435850 20.0
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