LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13993.D

Acqg On : 09 Mar 2023 00:01
Operator : CG/JU

Sample : 01729-10

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-BP030723.M
Title : SVOA CALIBRATION

Signal : TIC: BPO13993.D\data.ms

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

# min scan scan scan TY height area % max. total
1  3.434 388 42 50 rVB 23397 34928 ©0.70% 0.094%
2 3.734 90 93 99 rvB3 4264 7428 0.15% 0.020%
3 3.881 115 118 135 rBV 68784 135040 2.71% 0.363%
4 4.105 149 156 161 rBV 11711 20868 ©0.42% 0.056%
5 4.205 168 173 181 rVB 10533 16498 ©0.33% 0.044%
6 4.311 186 191 196 rBV6 6681 9931 0.20% 0.027%
7 5.140 326 332 339 rBV2 6833 11731 0.24% 0.032%
8 6.452 547 555 559 rBV6 6110 12475 0.25% 0.034%
9 7.234 682 688 706 rVB 88671 159106 3.19% 0.428%
10 7.399 710 716 729 rBV 364690 584958 11.74% 1.572%
11 7.605 745 751 763 rBV 362818 599734 12.04% 1.612%
12 8.081 825 832 844 rBV 411636 672304 13.49% 1.807%
13 8.787 943 952 966 rBV 284007 478551 9.60%  1.286%
14  9.252 1024 1031 1044 rBV 484294 800221 16.06% 2.150%
15 9.393 1045 1055 1070 rBV 204177 462512 9.28% 1.243%

16 9.640 1093 1097 1102 rVB5 6437 9487 0.19%
17 9.981 1147 1155 1165 rBV 412474 699803 14.04%
18 10.522 1239 1247 1262 rBV 557468 981233 19.69%
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19 10.904 1304 1312 1320 rBV 564278 928856 18.64% 496%
20 11.040 1328 1335 1350 rBV 413349 756006 15.17% 031%
21 11.734 1443 1453 1462 rBV 6918 22804 0.46% 0.061%
22 11.810 1462 1466 1476 rBV 22685 55641 1.12% 0.150%
23 12.481 1575 1580 1588 rBvV2 9653 18012 0.36% ©0.048%
24 12.610 1598 1602 1609 rVB9 6545 10555 0.21% ©0.028%
25 13.522 1753 1757 1761 rBV7 5236 7900 0.16% 0.021%
26 14.122 1850 1859 1874 rBV 1285551 1748547 35.09% 4.698%
27 14.345 1893 1897 1900 rBV6 3385 5152 0.10% ©.014%
28 14.416 1901 1909 1920 rBV 1241873 1862855 37.38%  5.006%
29 14.598 1935 1940 1947 rVB7 5992 10184 0.20% ©0.027%
30 14.716 1953 1960 1970 rVB 866762 1284167 25.77%  3.451%
31 14.916 1987 1994 2007 rBV3 66977 157196 3.15% ©0.422%
32 15.010 2007 2010 2018 rVV9 8051 22029 0.44% 0.059%
33 15.092 2021 2024 2027 rVV4 10590 18613 ©.37% ©0.050%
34 15.122 2027 2029 2040 rVB9 9946 20660 0.41% 0.056%
35 15.445 2078 2084 2091 rBV5 13034 36544 0.73% ©.098%
36 15.545 2098 2101 2105 rVB4 6624 9133 0.18% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13993.D

Acqg On : 09 Mar 2023 00:01
Operator : CG/JU

Sample : 01729-10

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-BP030723.M
Title : SVOA CALIBRATION
37 15.710 2122 2129 2142 rBV 1806425 2565385 51.48% 6.893%
38 15.822 2142 2148 2159 rBV 704417 972729 19.52% 2.614%
39 15.951 2166 2170 2174 rVB3 10457 15547 0.31% 0.042%
40 16.069 2183 2190 2197 rBV 207235 294187 5.90% 0.790%
41 16.404 2244 2247 2251 rBV6 5241 8078 0.16% 0.022%
42 16.639 2282 2287 2292 rBV 20686 28899 0.58% 0.078%
43 16.857 2320 2324 2331 rBV1O 6368 13575 ©.27% 0.036%
44 17.204 2381 2383 2387 rV4 5512 6510 0.13% 0.017%
45 17.269 2390 2394 2402 rVB8 9202 18656 ©.37% 0.050%
46 17.475 2422 2429 2435 rBV 1296905 1886915 37.87% 5.070%
47 17.569 2439 2445 2454 rBV 2143988 3093464 62.08% 8.312%
48 18.116 2535 2538 2541 rVB5S 5733 6351 0.13% 0.017%
49 18.210 2551 2554 2555 rBV3 6841 6852 0.14% 0.018%
50 18.328 2569 2574 2583 rBV 175862 266104 5.34% 0.715%
51 18.733 2641 2643 2646 rVB4 7550 7247 0.15% 0.019%
52 19.210 2721 2724 2727 rBV3 13607 17058 0.34% 0.046%
53 19.369 2747 2751 2755 rBV3 34626 48943 0.98% 0.132%
54 19.439 2758 2763 2770 rWV 43173 79266 1.59% 0.213%
55 19.551 2779 2782 2791 rBV2 80220 136403 2.74% 0.367%

56 19.792 2816 2823 2834 rBV 3262937 4223914 84.77% 11.350%
57 21.216 3061 3065 3074 rBV 279062 438114 8.79% 1.177%
58 21.545 3116 3121 3129 rBV 1967409 2627321 52.73% 7.060%
59 23.921 3517 3525 3535 rVB2 2435312 4982939 100.00% 13.389%
60 24.086 3546 3553 3563 rVB2 1292225 2799243 56.18% 7.522%

Sum of corrected areas: 37215362
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

TIC Integration Parameters:

: 09 Mar 2023 00:01
: CG/JU
. 01729-10

. 24

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©30823\
BP013993.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

L3438, 34, A% aamm 1

TIC: BP013993.D\data.ms

10.52210.904

9.252 1.040
)\ 9.640 J\ § 11178
T T ‘ T T

.393

7.399605 8.081 9.981

8.787
5.140 6.452 7'%{ }\

Time-->

3.50 4.00

450 500 550 6.00 650 7.00 750 8.00

\\‘\\\\‘\\\\‘\\\\‘\\\
8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP013993.D\data.ms

19.792

17.569
15.710

14122 416 1741

14.716
5.822

16.069

12128310 13.522 4.345.5 aamﬁ

0
Time-->

12.00 1250 13.00 13.50 14.00

951 16.403 8398517728 L 1&@@_1_&733 19 1&@3@ | E——
T

1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BP013993.D\data.ms

23.921

21.545

24.086

21.216

[ W

Time-->

21.00 2150 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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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©30823\
BP013993.D

: 09 Mar 2023 00:01
: CG/JU
. 01729-10

: 24  Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.393 13.76 ng/ul 462512  1,4-Dichlorobenzene-d4 8.081

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
Abundance Scan 1055 (9.393 min): BP013993.D\data.ms (-1045) (-) m/z 72.95 100.00%
3.0
5000 /\\»J\

T

M ‘ ' 9.00 9.20 9.40 9.60 9.80

ofdhli][1469 221.9 295.1 372.2431.0489.1547. ./ g3 00  80.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #24093: Hexanoic acid, 2-ethyl-

73.0
5000 [T T[T T T[T [ T TT
9.00 9.20 9.40 9.60 9.80
m/z 41.05 35.08%
OLS-d)“’J%J}W ‘\\\\‘.\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
T T
9.00 9.20 9.40 9.60 9.80
5000 m/z 57.10 26.90%
29.
O‘H‘wyh‘L‘H‘H‘W‘H‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24098: Hexanoic acid, 2-ethyl- Rmaas e R AR RN N
73.0 9.00 9.20 9.40 9.60 9.80
m/z 55.00 23.67%
5000
oHJ,\ﬂ““O,,,,, e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13993.D

Acq On : 09 Mar 2023 00:01
Operator : CG/JU

Sample : 01729-10

Misc

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.069 4.58 ng/ul 294187  Acenaphthene-die 14.716
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 96
4 Benzophenone 182 C13H100 000119-61-9 95
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2190 (16.069 min): BP013993.D\data.ms (-2183) (- m/z 104.95 100.00%
105.0
182.1
5000
T
39 16.00
of o Ped by L 280.9 354.9415.1473.9 5388 /7 76.95  73.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0 i
5000 P e :
16.00
m/z 182.10 56.93%
O \\\\‘\\“\\‘\\\\‘h\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
\/\\ ‘ T ‘
182.0 16.00
5000 m/z 50.95 28.76%
027'0‘ | ‘
L B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0 1600
m/z 50.00 12.05%
5000 182.0
027‘0‘ 1 .
R M AR BE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

. 09

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©30823\
BP013993.D

Mar 2023 00:01

: CG/JU
. 01729-10

. 24

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18.328 2.82 ng/ul 266104  Phenanthrene-di0 17.475
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 94

Abundance Scan 2574 (18.328 min): BP013993.D\data.ms (-2569) (-

9.

m/z 73.00 100.00%

3

5000
213.2
’ HHi 34| boy o 18.00 18.50
- "Luuh“‘wmh“u“‘?ﬁ§§ 430.8489.1549. /7 ce.00  78.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 — e
129.0 18.00 18.50
m/z 43.10 68.22%
ol M ok H%b
‘\\\[ \\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

:

Abundance #143511: n-Hexadecanoic acid
73.0
256.0 18.00 18.50
5000 ITI/Z 55.00 60.77%
H 57.0
ol HH“HAH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T —
60.0 18.00 18.50
m/z 57.05 59.22%
5000 129.0
H 213.0
- wmﬁmuuyli“‘H‘y“w‘“w“‘w“‘w“‘w“‘w‘ = e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13993.D

Acq On : 09 Mar 2023 00:01
Operator : CG/JU

Sample : 01729-10

Misc

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.216 3.34 ng/ul 438114  Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan . 3065 (21.216 min): BP013993.D\data.ms (-3061) (- m/z 57.05 100.00%

.

T
207.00670 3551 21.00 21.50
o ,u‘H“‘Mpuumh«"_m_H‘_H‘ﬁ?’p‘?”?ﬂ?ﬁ?w m/z 83.85 96.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 B =
21.00 21.50

m/z 55.00 83.17%

( ‘ \ 1060 2940

O‘\\\’\\\\‘\\\A“I\”\\‘\“\\\\‘\\\\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0

T
21.00 21.50
5000 m/z 69.00 80.86%

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

#314817: Heptafluorobutyric acid, pentadecyl ester T T
57.0 21.00 21.50

m/z 97.05 79.35%

5000
5.0
0 \‘M“‘th 21\00 406.0 T T ‘M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

O
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13993.D

Acqg On : 09 Mar 2023 00:01
Operator : CG/JU

Sample : 01729-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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|
Hexanoic acid, ... 9.393 13.8 ng/ul 462512 1 8.081 672304 20.0
Benzophenone 16.069 4.6 ng/ul 294187 3 14.716 1284170 20.0
n-Hexadecanoic ... 18.328 2.8 ng/ul 266104 4 17.475 1886920 20.0
1-Heneicosyl fo... 21.216 3.3 ng/ul 438114 5 21.545 2627320 20.0
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