LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060923\
Data File : BP015455.D

Acqg On : 09 Jun 2023 16:52
Operator : MA/JU

Sample : 03097-12

Misc :

ALS vial : 9 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-BP060723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15455.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.411 35 38 47 rVB4 14446 25438 0.47% 0.058%
2 3.858 111 114 132 rBV 149610 284863 5.28% 0.653%
3 4.087 149 153 158 rVB2 9879 14931 0.28% 0.034%
4 4,187 166 170 178 rVB6 7929 12155 ©0.23% 0.028%
5 7.252 684 691 705 rVB 109442 204784 3.80% 0.470%
6 7.416 712 719 735 rBV 469686 767979 14.24% 1.761%
7 7.622 747 754 772 rVB 452906 763266 14.15% 1.750%
8 8.099 825 835 843 rBV 352419 597314 11.07% 1.369%
9 8.810 949 956 969 rBV 375318 665490 12.34% 1.526%
10 9.275 1027 1035 1050 rBvV 636964 1076421 19.95% 2.468%
11  9.657 1096 1100 1106 rVB4 9475 14351  0.27% 033%
12 9.999 1149 1158 1174 rBV 520370 920786 17.07% 111%
13 10.328 1209 1214 1221 rVB5 10172 19901 0.37%

14 10.546 1242 1251 1269 rBV 660966 1274970 23.63%
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15 10.922 1308 1315 1324 rBV 558416 937479 17.38% 149%
16 11.063 1331 1339 1354 rBV 574982 1161079 21.52% 2.662%
17 11.751 1449 1456 1475 rBV 116152 277149 5.14% ©.635%
18 12.510 1579 1585 1591 rBV2 13550 26663 0.49% 0.061%
19 13.551 1758 1762 1765 rBV6 5077 5721 0.11% 0.013%
20 13.622 1769 1774 1784 rVB 28034 44805 0.83% 0.103%

21 14.145 1854 1863 1876 rBV 1699192 2514524 46.61%
22 14.434 1904 1912 1928 rBV2 1875639 2761517 51.19%
23 14.740 1957 1964 1975 rBV 950483 1410031 26.14%
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24 14.969 1997 2003 2013 rBV5 38170 120390  2.23% 276%
25 15.145 2029 2033 2040 rVBl1o 8786 16149 ©0.30% 0.037%
26 15.469 2083 2088 2099 rBV 586138 770059 14.28% 1.765%
27 15.557 2099 2103 2110 rVB6 6585 12760 ©.24% 0.029%
28 15.734 2126 2133 2147 rBV 2415254 3575805 66.29%  8.198%
29 15.857 2147 2154 2165 rBV 848440 1287096 23.86% 2.951%
30 15.969 2170 2173 2179 rVB4 14590 25498 0.47% ©0.058%
31 16.092 2189 2194 2202 rBV 105582 156357 2.90% ©.358%
32 16.286 2220 2227 2229 rBV6 5481 9255 0.17% 0.021%
33 16.516 2264 2266 2270 rVB5 4897 5548 ©.10% 0.013%
34 16.875 2322 2327 2334 rBV5 6221 13533 0.25% 0.031%
35 17.175 2373 2378 2383 rVB9 4203 7527 0.14% 0.017%
36 17.233 2383 2388 2390 rBV6 4092 7426 0.14% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060923\
Data File : BP015455.D

Acqg On : 09 Jun 2023 16:52
Operator : MA/JU

Sample : 03097-12

Misc

ALS vial : 9 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-BP060723.MA.M
Title : SVOA CALIBRATION
37 17.275 2394 2395 2402 rVB7 3735 6517 0.12% 0.015%
38 17.386 2410 2414 2420 rBV9 4500 8097 0.15% 0.019%
39 17.492 2426 2432 2442 rBV 1248048 1820656 33.75% 4.174%
40 17.592 2443 2449 2466 rVV 2898857 4295691 79.63% 9.849%
41 18.139 2538 2542 2546 rVB6 8222 10833 0.20% 0.025%
42 18.351 2573 2578 2588 rBV 213858 308480 5.72% 0.707%
43 18.428 2588 2591 2599 rVB 24645 44924 0.83% 0.103%
44 19.392 2751 2755 2761 rBV3 42436 60373 1.12% ©.138%
45 19.463 2764 2767 2772 rVB 53100 71718 1.33% 0.164%

46 19.575 2782 2786 2794 rBV2 71732 104950 1.95% 0.241%
47 19.816 2821 2827 2840 rBV 3996849 5394424 100.00% 12.368%
48 21.257 3067 3072 3079 rBV 230341 455787 8.45%  1.045%
49 21.574 3121 3126 3137 rBV 1447152 2104481 39.01% 4.825%
50 23.963 3525 3532 3546 rVB2 2524128 5213178 96.64% 11.952%

51 24.127 3554 3560 3571 rVB 894584 1928052 35.74% 4.420%

Sum of corrected areas: 43617181
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060923\
Data File : BP@15455.D

Acqg On : @09 Jun 2023 16:52
Operator : MA/JU

Sample : 03097-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP015455.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000

1000000

9.275 10546
9.999 0392Q63
500000 74622 5499 8810
3.85
o341 O oan7 7-?5% | I fL 9,657 [Lm 328 1175

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 O 50 10. 00 1050 11.00 11.50

Abundance TIC: BP015455.D\data.ms
4000000 19.816

3500000
3000000 17.592
2500000 15.734

2000000 14.434
14.145

1500000 17.492

15.469
500000 18.351 t/
12,510 133622 14.9694515 55 1@%2%51&6 8 18.13§.428 1989655

O e e e A e e e
Time-> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP015455.D\data.ms
4000000

1000000 14.740 15.857

3500000
3000000 23.963
2500000
2000000

21.574

1500000
4.127

1000000

500000 21.257

J ~
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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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060923\
Data File : BP@15455.D

Acqg On : @09 Jun 2023 16:52
Operator : MA/JU

Sample : 03097-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Phenol, 3-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.751 5.91 ng/ul 277149  Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-propyl- 136 CS9H120 000621-27-2 94
2 Phenol, 2-propyl- 136 C9H120 000644-35-9 58
3 1,3-Cyclopentadiene, 5,5-dimethy... 136 C10OH16 1000163-57-1 53
4 2-Aminocyclohex-1-ene-1-carbonit... 136 C8H12N2 057090-85-4 47
5 Cyclopentanecarbonitrile, 2-imino- 108 C6H8N2 002321-76-8 46

Abundance Scan 1456 (11.751 min): BP015455.D\data.ms (-1449) (-] | m/z 107.00 100.00%
107.0

—

5000
— —
10 | 11.50 12.00

bbbt 2079 283.0 355.2 4638 5460 /7 108.00  46.84%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18814: Phenol, 3-propyl-

107.0
5000

— =
11.50 12.00
m/z 136.00 38.57%

41.
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18821: Phenol, 2-propyl-

107.0

—

—r— =

11.50 12.00

5000 m/z 76.95 32.67%
39.0

\\MJL |
m/z--> 6 56 160 léO 260 2%0 360 3%0 460 4%0 560 5%0
Abundance #18184: 1,3-Cyclopentadiene, 5,5-dimethyl-1-propyl- e e
107.0 11.50 12.00
m/z 121.00 14.80%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060923\
Data File : BP@15455.D

Acqg On : @09 Jun 2023 16:52
Operator : MA/JU

Sample : 03097-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Diethyltoluamide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.469 10.92 ng/ul 770059  Acenaphthene-di10 14.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Diethyltoluamide 191 C12H17NO 000134-62-3 96
3 Diethyltoluamide 191 C12H17NO 000134-62-3 96
4 Diethyltoluamide 191 C12H17NO 000134-62-3 94
5 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 90
Abundance Scan 2088 (15.469 min): BP015455.D\data.ms (-2083) (- m/z 119.00 100.00%
119.0
5000 190.1 A
15 50
Ol ke e H\_ 2810 3549 4410 5346 n/z 91.e0  42.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65679: Diethyltoluamide
119.0
5000 190.0 15 50
m/z 190.10 37.42%
29.0 \
‘\\J‘\\\“\l\WT’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65681: Diethyltoluamide
119.0
15 50
5000 m/z 64.95 16.51%
190.0
39. 0| ‘\
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 AJL
Abundance #65682: Diethyltoluamide Al
119.0 15 50
m/z 191.10 13.23%
5000 190.0
390\ 1 |
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060923\
Data File : BP@15455.D

Acqg On : @09 Jun 2023 16:52
Operator : MA/JU

Sample : 03097-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.092 2.22 ng/ul 156357  Acenaphthene-di10 14.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2194 (16.092 min): BP015455.D\data.ms (-2189) (- m/z 104.95 100.00%
105.0
5000 182.1 J\;
T T
39, 16.00
olmbe L 2529 3248 4149 8180 n/; 76.95  71.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56924: Benzophenone
105.0
5000 T
16 00
182.0 m/z 182.05  51.36%
27.0
‘\\I\A\‘l\"\.\\‘\\\\‘l\\\l\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
AL ‘
182.0 16.00
5000 ’ m/z 50.95 30.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0 16 00
50.00 12.32%
182.0
5000
27'0‘ i L]
R A B B o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060923\
Data File : BP@15455.D

Acqg On : @09 Jun 2023 16:52
Operator : MA/JU

Sample : 03097-12

Misc

ALS vial : 9

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-BP060723.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 4

n-Hexadecanoic acid

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.351 3.39 ng/ul 308480  Phenanthrene-d10 17.492
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 Tridecanoic acid 214 C13H2602 000638-53-9 95

73.

Abundance Scan 2578 (18.351 min): BP015455.D\data.ms (-2573) (-

0

213.2
HI }n JF‘F\ 3 | 4 ‘ 280.9 355.9417.0 5019

100 150 200 250 300 350 400 450 500 550

5000
Ob L
m/z--> 0 50
Abundance
73
5000

.0

L i
i

#143511: n-Hexadecanoic acid

256.0

UL

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance
43.0

5000

#143508: n-Hexadecanoic acid
256.0

129.0

mh“ml‘}?m\

et
m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance
60.

5000

#143510: n-Hexadecanoic acid

129.0

2130

AT

m/z 73.00 100.00%

s

18.00 18.50

m/z 60.00 77.77%

— T
18.00 18.50

m/z 43.00 74.94%

:

18.00 18.50

m/z 56.95 63.09%

:

18.00 18.50

m/z 41.00 59.05%

Ranas
mlz--> 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\BP060923\
Data File : BP@15455.D

Acqg On : @09 Jun 2023 16:52
Operator : MA/JU

Sample : 03097-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 5 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.257 4.33 ng/ul 455787  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3072 (21.257 min): BP015455.D\data.ms (-3067) (- m/z 43.00 100.00%

43.0
5000 W11

21.00 21.50
207.0 281.1341 o
_‘Jy‘uhwwwwuw»_‘H“H‘_‘H“§9%?H‘ﬂ§%9§4%' m/z 57.00  98.33%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0

5000 = e
21.00 21.50

m/z 83.00 94.55%

i “FF?F’ 222,0280.0
\‘\\\\[\1!\‘1\\1[\\f\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0

=

== P
21.00 21.50
5000 m/z 55.00 91.67%
125.0
B R E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene T —
57.0 21.00 21.50

m/z 69.00 86.05%

5000
125.0
| ‘Hu‘A. 195.0 4060 | -

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\BP060923\
Data File : BP015455.D

Acqg On : 09 Jun 2023 16:52
Operator : MA/JU

Sample : 03097-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@60723.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|
Phenol, 3-propyl- 11.751 5.9 ng/ul 277149 2 10.922 937479 20.0
Diethyltoluamide 15.469 10.9 ng/ul 770059 3 14.740 1410030 20.0
Benzophenone 16.092 2.2 ng/ul 156357 3 14.740 1410030 20.0
n-Hexadecanoic ... 18.351 3.4 ng/ul 308480 4 17.492 1820660 20.0
Behenic alcohol 21.257 4.3 ng/ul 455787 5 21.574 2104480 20.0
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