LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP015747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc :

ALS Vvial : 12 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-BP062623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15747.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.387 30 34 40 rVB 29461 37406 0.53% 0.094%
2 3.834 108 110 123 rBV 180990 286871 4.06% 0.722%
3 3.934 123 127 135 rVV2 40034 60390 0.86% ©.152%
4 4,052 143 147 151 rVB 18129 27490 0.39% 0.069%
5 4.158 161 165 170 rVB 13386 19168 0.27% 0.048%
6 4.734 261 263 269 rVB7 6849 8838 0.13% 0.022%
7 5.165 323 326 331 rBV 4777 7211 0.10% ©.018%
8 6.711 595 599 604 rVB4 15782 25039 0.35% 0.063%
9 7.234 680 688 705 rBvV 262165 625563 8.86% 1.575%
10 7.387 707 714 726 rBV 280716 488677 6.92% 1.230%
11  7.593 743 749 768 rVB 381509 692450  9.81% 1.743%
12 8.063 820 829 841 rBV 377570 692463 9.81% 1.743%
13 8.193 847 851 859 rVB1oO 4478 9286 ©.13% 0.023%
14 8.269 859 864 869 rvvs 4024 7263 0.10% ©0.018%
15 8.799 947 954 974 rBV2 146454 395357 5.60% 0.995%
16 9.252 1023 1031 1049 rBvV 316112 672586 9.53% 1.693%
17 9.599 1087 1090 1096 rVB7 4859 8657 0.12% 0.022%
18 9.981 1148 1155 1168 rBV 256027 564657 8.00%  1.422%
19 10.546 1243 1251 1274 rBV 231879 736533 10.43% 1.854%
20 10.893 1300 1310 1329 rBV 463509 906213 12.84%  2.281%
21 11.069 1333 1340 1362 rBvV2 97087 360050 5.10% 0.906%
22 12.510 1578 1585 1591 rBV8 4807 10707 0.15% 0.027%
23 13.063 1673 1679 1690 rVB8 11040 24901 0.35% 0.063%
24 13.316 1718 1722 1727 rVB8 4473 7239 0.10% ©0.018%
25 13.575 1761 1766 1776 rVV7 15650 31881 0.45% 0.080%
26 13.698 1782 1787 1791 rBV8 5614 10346 0.15% 0.026%
27 14.022 1838 1842 1848 rVB8 14009 21052 ©0.30% 0.053%
28 14.122 1851 1859 1874 rVV 702661 1143265 16.19% 2.878%
29 14.222 1874 1876 1880 rVB5 6537 7854 0.11% 0.020%
30 14.304 1886 1890 1894 rVB 8183 10781 0.15% 0.027%
31 14.410 1901 1908 1921 rBV 875258 1405504 19.91%  3.538%
32 14.651 1945 1949 1953 rVWv4 16920 23630 0.33% 0.059%
33 14.710 1953 1959 1980 rVB 699875 1130745 16.02% 2.847%
34 14.940 1995 1998 2000 rBV4 9910 13144 0.19% 0.033%
35 14.981 2000 2005 2024 rVV2 88806 328469 4.65% 0.827%
36 15.128 2026 2030 2039 rVB2 12660 36980 0.52% 0.093%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP015747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc :

ALS Vvial : 12 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-BP062623.MA.M
Title : SVOA CALIBRATION
37 15.534 2095 2099 2103 rBV7 7412 10332 0.15% 0.026%

38 15.710 2122 2129 2137 rBV 1028528 1680421 23.80% 4.230%
39 15.869 2149 2156 2167 rBV2 181633 426159 6.04% 1.073%
40 16.075 2186 2191 2203 rBV 476872 704909 9.98% 1.775%

41 16.175 2205 2208 2212 rVB5 14467 20524 ©.29% 0.052%
42 16.416 2243 2249 2255 rVB1e 9195 23602 0.33% 0.059%
43 16.557 2270 2273 2281 rBV6 22444 39834 0.56% 0.100%
44 16.639 2281 2287 2294 rVB 107729 162061 2.30% ©0.408%
45 16.857 2321 2324 2328 rBV5 9605 10557 ©.15% 0.027%
46 17.010 2346 2350 2354 rVB3 12019 18724 0.27% 0.047%
47 17.198 2379 2382 2384 rBV3 9792 11484 0.16% ©0.029%
48 17.345 2403 2407 2414 rBV2 48968 75153 1.06% ©.189%
49 17.416 2415 2419 2422 rBVv4 33117 47762 0.68% 0.120%
50 17.475 2423 2429 2435 rBV 894565 1333240 18.88%  3.356%
51 17.575 2440 2446 2459 rVB 1025552 1629024 23.07% 4.101%
52 18.216 2553 2555 2560 rVB5 27807 35189 0.50% 0.089%
53 18.275 2561 2565 2569 rBV 70705 91263 1.29% 0.230%
54 18.328 2569 2574 2583 rBV 838213 1162623 16.47%  2.927%
55 18.610 2618 2622 2629 rBV4 52780 117099 1.66% ©.295%
56 18.804 2648 2655 2656 rBV7 63384 127251 1.80% ©0.320%
57 19.210 2721 2724 2730 rBV7 31908 46461 0.66% 0.117%
58 19.416 2756 2759 2761 rBV2 59962 74031 1.05% ©.186%
59 19.439 2761 2763 2765 rBV3 52770 59866 ©0.85% 0.151%
60 19.557 2779 2783 2791 rBV 250875 372968 5.28% ©.939%
61 19.798 2819 2824 2834 rBV 1562221 2447248 34.66% 6.161%
62 21.092 3040 3044 3049 rBV 243418 321101 4.55% ©0.808%
63 21.233 3063 3068 3077 rVB2 522976 916665 12.98%  2.308%
64 21.427 3099 3101 3105 rVB 164426 188137 2.66% ©0.474%
65 21.563 3120 3124 3135 rVB 1046902 1535130 21.74% 3.865%
66 22.192 3228 3231 3239 rVB2 412664 682657 9.67% 1.719%
67 23.257 3408 3412 3419 rVB 546901 877318 12.43%  2.209%
68 23.345 3423 3427 3436 rVB5 315392 679662 9.63% 1.711%
69 23.945 3522 3529 3543 rVB2 1138074 2736596 38.76% 6.889%
70 24.110 3552 3557 3565 rVB 712035 1515773 21.47%  3.816%
71 24.704 3652 3658 3666 rVB 782619 1642695 23.27%  4.135%

72 28.809 4346 4356 4374 rVB3 1784012 7060221 100.00% 17.774%

Sum of corrected areas: 39722406

SFAM-EPA-BP062623.MA.M Wed Jun 28 11:52:21 2023 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Jun 2023 15:13
: MA/JU
. 03085-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
BPO15747.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BP015747.D\data.ms

7.593 8.063 10.893

3834 7.98387 9.252 9.981 10546
3387 d9hme 8.799 1.069
4.7345.105 6.711 ags9 |\ 9.599 "

0\\\\\\\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP015747.D\data.ms

2000000
19.798
1500000
15.710 17.575
1000000 14.410 17.475 18.328
14.122 | 14.710
500000 16.075

. b

12,510 13.063.3181575084.0423044.6 )948&2&53 &ﬂﬁﬂsm

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP015747.D\data.ms
28.809
2000000
23.945
21.563
1500000 4.110 24.704
23.257
21.233 22.192
1000000 23.345
21.0921.4
500000 /U
0\ T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 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\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 4
R.T. EstConc Area Relative to ISTD R.T.
16.075 12.47 ng/ul 704909  Acenaphthene-di10 14.710
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 96
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2191 (16.075 min): BP015747.D\data.ms (-2186) (- m/z 105.00 100.00%
105.0
182.1
5000
PN \
39 . 16.00
Ot b 2490 355.04158 489.8548. ./, 77.00  74.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 s :
16.00
m/z 182.05 52.45%
O\\\\‘\\“\\‘\\\\’JI\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
T T \
16.00
5000 1820 m/z 50.95 31.86%
0271.0\ 11 " \
A M B B B B o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone P
105.0 16.00
m/z 49.95 11.11%
182.0
5000
027\0 | I
B e B B o e B R N R R R RE R I —
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\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

Quant Tit

TIC Libra

le

ry

: 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 Methanone, (1-hydroxycycloh... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.640 2.43 ng/ul 162061  Phenanthrene-di10 17.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 50
3 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 40
4 3-Methylcyclohexyl methylphospho... 194 C8H16F02P 113548-86-0 40
5 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 37

Abundance Scan 2287 (16.639 min): BP015747.D\data.ms (-2281) (- m/z 99.10 100.00%
99.1

>

5000
T —
4%}‘ ‘ 2002 16.50 17.00
Ol b dl . 209:2 8040 4008 5065 n/; g1.00 77.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 e e
16.50 17.00
m/z 76.95 39.80%
0‘\ih.ﬁ%‘f“Ml\VW\]]_\7\6\.\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14399: Cyclohexanol, 1-ethyl-
99.0
= s
16.50 17.00
m/z 55.00 21.51%
5000( 410 /
OM‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14371: Cyclohexanol, 1-ethyl- T —
99.0 16.50 17.00
m/z 105.00 19.27%
owm“, rrop) Moo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 3 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.328 17.44 ng/ul 1162620  Phenanthrene-d10 17.475
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 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2574 (18.328 min): BP015747.D\data.ms (-2569) (- m/z 73.00 100.00%

73.0
5000
2132 = ==
“H 143, 18.00 18.50
ol Hi{‘w,m w 28203431 4157 5044 m/z 43.00 88.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ RN
18.00 18.50
“ 213.0 m/z 59.95 84.69%
O‘\\\ ‘H \l\‘i‘IWhWM}\‘ \1r\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #143508: n-Hexadecanoic acid
43.0 256.0
— P
18.00 18.50
5000 ITI/Z 41.00 72.84%
129.0
I 1PAEES
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid e —
43.0 18.00 18.50
m/z 57.05 71.80%
5000 256.0
129.0
o Ll o0 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\

Library Search Compound Report

Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU
Sample : 03085-03

Misc
ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Octadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.557 4.86 ng/ul 372968 Chrysene-d12 21.563
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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2783 (19.557 min): BP015747.D\data.ms (-2779) (- m/z 43.00 100.00%
43.0

5000 129.1
241.2

%

19.50

‘Il H\w\u m \ ‘ ‘H L $060 374.2 475.2 549'

L e . ML I m/z 73.00  99.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
} " m/z 60.00 91.20%
OJ \’\Mﬂl\th\‘\\t\\"\l\h!HM\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
= ‘
19.50
5000 129.0 m/z 55.80  78.99%
284.0
o_“““‘ “‘MWWM“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid —— ‘
43.0 19.50
m/z 57.10 76.29%
5000
129.0
“ 284.0
ow“ “HH“W*P,*‘ i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Cinnamyl cinnamate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.092 4.18 ng/ul 321101 Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 Cinnamyl cinnamate 264 C18H1602 000122-69-0 86
3 3-Butenoic acid, 2-oxo-4-phenyl-... 190 C11H1003 1000142-22-4 49
4 1-(4-Ethynylphenyl)-2-methylprop... 174 C12H140 1000466-39-4 49
5 3-phenylprop-2-enoic anhydride 278 C18H1403 1010401-87-5 47
Abundance Scan 3044 (21.092 min): BP015747.D\data.ms (-3040) (- m/z 131.00 100.00%
131.0
5000 KAVJL}XWWNAm
50 Zlf-l 21.00 |
obotbiddbbd ik 3041 3720 4606 549\ 115 00 41.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153419: Cinnamyl cinnamate
131.0
5000 — ‘
21.00
219.0 m/z 103.00  37.84%
51.01‘
0 \\\%\“\l\\‘l\‘\l\‘\\‘\\‘\\L\‘\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153420: Cinnamyl cinnamate
131.0
LN \
21.00
5000 m/z 117.00 36.20%
510 ‘ 219.0
0 H\%\mJﬁH\\‘H\\‘w\\,ﬁ\\_\\\_\\\_\\w\\\w\\\w\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64472: 3-Butenoic acid, 2-oxo-4-phenyl-, methyl ester — ‘
131.0 21.00
m/z 77.00 32.72%
5000
1.
510 190.0
Y S A Y N —— i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.233 11.94 ng/ul 916665  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3068 (21.233 min): BP015747.D\data.ms (-3063) (- m/z 55.00 100.00%

58.0
5000

207.0 21.00 21.50

1 ‘ —
285.1
oy - M\\.M,.l’l.’35714171438754? m/z 57.85 97.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209741: 1-Docosene
55.0
5000 —— e
21.00 21.50

m/z 43.00 91.56%

50
‘\\!‘\1!\‘f\\1‘\\f\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0

— —
21.00 21.50
5000 m/z 83.10 88.95%
125.0
350.0
oML ass0zse0 %00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 —— —
57.0 21.00 21.50

m/z 69.05 85.55%

5000
125.0
‘M | I ‘\ Ii i 9'95 0 308.0

0 e e e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 7 Bis(2-ethylhexyl) phthalate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.427 2.45 ng/ul 188137  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 68
2 2-(Heptyloxycarbonyl)benzoic acid 264 C15H2004 024539-58-0 64
3 Phthalic acid, di(2-methylbutyl)... 306 C18H2604 1000322-82-5 59
4 Phthalic acid, cyclohexyl 2-pent... 318 C19H2604 1000315-55-3 59
5 Phthalic acid, cyclohexylmethyl ... 332 C20H2804 1000315-55-5 59

Abundance Scan 3101 (21.427 min): BP015747.D\data.ms (-3099) (- m/z 149.00 100.00%

149.0
5000
57.1

I

o A
=
a

o |

$AJ1H 208.0 2791339 0398.1 461.2 534.8

0 bbbk S EeER s O0E 2308 m/z 57.10  33.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295608: Bis(2-ethylhexyl) phthalate
149.0
5000 T

57.0 m/z 167.00  25.12%

‘ 279.0

\‘W\H“\J\'l\h\‘\\[\l\‘\ \\\\‘\\\\’\\\\\‘\\\\‘\3\9(\)‘.\0\\\‘\\\\‘\\\\‘\

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

Abundance #152928: 2-(Heptyloxycarbonyl)benzoic acid
149.0

5000 m/z 43.10 21.08%

76.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #206913: Phthalic acid, di(2-methylbutyl) ester ‘
149.0 21.50

m/z 71.05 19.96%

5000
71.
| ‘ 0 237.0
P I V|

|
—

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

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.192 8.89 ng/ul 682657 Chrysene-di2 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 96
2 9-Tricosene, (Z)- 322 C23H46 027519-02-4 95
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 95
4 2-Methyl-2-docosene 322 C23H46 1000131-16-9 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 3231 (22.192 min): BP015747.D\data.ms (-3228) (- | m/z 57.05 100.00%
57.0
5000 m
5.1 —— ——
22.00 22.50
206.1 3221 429.1
- ‘\ Ly baed 2O LS m/z 55.00  94.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227237: 9-Tricosene, (2)-
55.0
5000 — —
22.00 22.50
5.0 m/z 43.10 88.96%
322.0
O‘H“\“‘\ J\\‘l"\\\‘\\]\‘“lwl%l-gs‘.\Q\Z\‘G\Z\.\O\‘H\H“H\‘\H\“H\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227238: 9-Tricosene, (2)-
57.0
—— —
22.00 22.50
5000 m/z 83.10 83.40%
125.0
‘ ' t 322.0
IR TTOES o T N ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227236: 9-Tricosene, (2)- — 7
55.0 22.00 22.50
m/z 69.00 83.11%
5000
125.0
’ \ 322.0
ot blil 10802840 | S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.257 11.58 ng/ul 877318 Perylene-di2 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
2 2-Methylpentacosane 366 C26H54 000629-87-8 93
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 90

Abundance Scan 3412 (23.257 min): BP015747.D\data.ms (-3408) (- m/z 57.00 100.00%

57.0
5000

T —
23.00 23.50

1 207.0
b "‘H”‘ﬁmwu"m‘2"‘3‘1“1"?2?5‘1‘“‘449_3”59‘3‘1‘“‘ m/z 71.e5 70.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 T —
23.00 23.50

m/z 43.05 65.44%

127.0
O\\ \‘\\\“\F\J\\Hl\%\z\]‘.g)\(\)\‘\\\3\0‘?\\0\:3‘6\6\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane
57.0

T —
23.00 23.50

5000 ITI/Z 85.10 48.44%
323.0
01““12660\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275540: Docosane, 9-butyl- T —
43.0 23.00 23.50

m/z 55.00 24.73%

o ‘/\A\M‘M
182.0

113.0 252.0309.0
o‘f‘\'%eo -

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.704  21.67 ng/ul 1642700  Perylene-di12 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane, 5-butyl- 366 C26H54 055282-16-1 91
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3658 (24.704 min): BP015747.D\data.ms (-3652) (- m/z 57.05 100.00%

57.0
5000

I 2450  25.00

ol Hm“3‘1‘1“2‘??3‘3“0‘“3?5?‘3‘_”““?5‘1_5‘37‘?‘2‘ m/z 71.e5 68.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

5000 — —
24.50 25.00

m/z 43.00 60.86%

‘\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275542: Docosane, 5-butyl-
43.0

T
24.50 25.00

5000 m/z 85.10 50.92%
126.0
309.0
RO .7 Mt —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T T
43.0 24.50 25.00

m/z 55.00  24.56%

5000 JK/J\/L\
196.0
\‘\ i [1?101 !

254.0
O ,‘m_H‘w‘l‘M"HwH_Wwwww

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 11 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.809 93.16 ng/ul 7060220 Perylene-d12 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 43
2 D:C-Friedo-B':A"'-neogammacer-9(1... 440 C31H520 004555-56-0 40
3 9,19-Cyclolanost-24-en-3-0l, (3.... 426 C30H500 000469-38-5 30
4 9,19-Cyclolanost-25-en-3-0l1, 24-... 440 C31H520 000511-61-5 30
5 2-(2-Benzothiazolyl)-5- methylphenol 241 C14H11INOS 056048-54-5 15

Abundance Scan 4356 (28.809 min): BP015747.D\data.ms (-4346) (- m/z 241.20 100.00%

241.2
95.0
425.4
5000
59.1
T T T T
J \J ?111369 28.4028.6028.8029.00
o ST R LA TP S09. 0 L | 48915468 /7 573,15 88.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316482: Lupeo
95.0
5000 [rr T[T i T [t
28.4028.6028.8029.00
m/z 95.05 74.77%
O T \ f‘ 1 WH\ \‘ !J\I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322351: D:C-Friedo-B":A'-neogammacer-9(11)-ene, 3-m
273.0 425.0

28.4028.6028.8029.00
5000 109.0 m/z 71.00 69.90%

o

3550‘

%

0 VP ISl N PR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316523: 9,19-Cyclolanost-24-en-3-ol, (3.beta.)- LT T
69.0 28.4028.6028.8029.00
m/z 55.00 59.46%
5000
286.0 393.0
o1uu‘f‘“‘tMummlm\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.4028.6028.8029.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15747.D

Acqg On : 27 Jun 2023 15:13
Operator : MA/JU

Sample : 03085-03

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 16.075 12.5 ng/ul 704909 3 14.710 1130750 20.0
Methanone, (1-h... 16.6490 2.4 ng/ul 162061 4 17.475 1333240 20.0
n-Hexadecanoic ... 18.328 17.4 ng/ul 1162620 4 17.475 1333240 20.0
Octadecanoic acid 19.557 4.9 ng/ul 372968 5 21.563 1535130 20.0
Cinnamyl cinnamate 21.092 4.2 ng/ul 321101 5 21.563 1535130 20.0
(DEL) Alkane: S... 21.233 11.9 ng/ul 916665 5 21.563 1535130 20.0
Bis(2-ethylhexy... 21.427 2.5 ng/ul 188137 5 21.563 1535130 20.0
(DEL) Alkane: S... 22.192 8.9 ng/ul 682657 5 21.563 1535130 20.0
(DEL) Alkane: S... 23.257 11.6 ng/ul 877318 6 24.110 1515770 20.0
(DEL) Alkane: S... 24.704 21.7 ng/ul 1642700 6 24.110 1515770 20.0
unknown-01 28.809 93.2 ng/ul 7060220 6 24.110 1515770 20.0
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