LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc :

ALS Vvial : 23  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-BP092424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@22094.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.646 109 112 123 rVB 17827 31131 1.63% 0.175%
2 5.758 465 471 478 rVWV 59391 85161 4.45% 0.478%
3 6.287 557 561 566 rBV 24482 32844 1.72% 0.184%
4 6.369 566 575 577 rBV5 16361 34044 1.78% 0.191%
5 6.711 630 633 638 rvB3 28763 41467  2.17% 0.233%
6 6.769 638 643 647 rBVv2 34582 50495 2.64% 0.283%
7 6.875 654 661 667 rBv4 50646 97106 5.08% 0.545%
8 7.040 684 689 695 rBv 23246 37432 1.96% 0.210%
9 7.334 733 739 749 rVB2 203673 332452 17.39% 1.865%
10 7.622 779 788 793 rVV6 14085 39961 2.09% 0.224%
11  7.699 793 801 808 rVvv2 293310 529925 27.72%  2.973%
12 7.769 809 813 818 rVvV5 20330 40594 2.12% 0.228%
13 7.922 828 839 843 rBV2 77982 154286 8.07% 0.865%
14 7.993 847 851 857 rVB5 18889 37110 1.94% 0.208%
15 8.228 887 891 897 rVW3 37329 83387 4.36% 0.468%
16 8.287 897 901 905 rW 29978 44333 2.32% 0.249%
17 8.358 905 913 917 rVW4 50599 127260 6.66% 0.714%
18 8.399 917 920 926 rVW3 29707 51887 2.71% 0.291%
19 8.458 926 930 934 rVV 42404 65367 3.42% 0.367%
20 8.493 934 936 945 rVB2 18408 29655 1.55% 0.166%
21 8.693 966 970 977 rVB 23114 38610 2.02% 0.217%
22 8.793 977 987 991 rBV2 34342 75089 3.93% 0.421%
23 8.840 991 995 999 rW 25318 45065 2.36% ©0.253%
24  8.916 999 1008 1013 rVB 229497 346646 18.13%  1.945%
25 9.034 1018 1028 1035 rBv1ie 28240 83838 4.38% 0.470%
26 9.122 1035 1043 1045 rBv4 13499 27709 1.45% 0.155%
27 9.563 1110 1118 1121 rBv4 18318 39066 2.04% 0.219%
28 9.610 1121 1126 1131 rVV5 22327 42630 2.23% 0.239%
29 9.675 1131 1137 1142 rVVe6 11208 28758 1.50% 0.161%
30 9.752 1142 1150 1155 rVB3 27462 57078 2.99% 0.320%
31 9.822 1155 1162 1166 rBV5 21969 35427 1.85% 0.199%
32 9.899 1172 1175 1178 rVV3 24339 35740 1.87% 0.200%
33 10.005 1188 1193 1198 rVV2 15653 30861 1.61% 0.173%
34 10.157 1215 1219 1224 rBV4 18282 31563 1.65% 0.177%
35 10.457 1258 1270 1277 rBV 448079 892484 46.68% 5.006%

36 10.581 1285 1291 1304 rBV6 65315 189562 9.91% 1.063%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc :

ALS Vvial : 23  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-BP092424.MA.M
Title : SVOA CALIBRATION
37 10.840 1328 1335 1341 rBV 84562 132806 6.95% 0.745%
38 10.969 1349 1357 1362 rBV2 15539 31870 1.67% 0.179%
39 11.487 1439 1445 1449 rBv2 35582 65562 3.43% 0.368%
40 11.557 1451 1457 1464 rVB 134191 222857 11.66% 1.250%
41 11.722 1478 1485 1494 rVB 63727 104775 5.48% 0.588%
42 11.881 1505 1512 1515 rBV 91785 143202 7.49% 0.803%
43 11.916 1515 1518 1524 rVV2 62481 96907 5.07% 0.544%
44 11.981 1524 1529 1532 rVV2 18453 32185 1.68% 0.181%
45 12.028 1532 1537 1538 rVV 41890 60597 3.17%  0.340%
46 12.046 1538 1540 1547 rVV3 40833 76462  4.00% 0.429%
47 12.116 1547 1552 1558 rVB2 33406 59313 3.10% ©0.333%
48 12.299 1577 1583 1586 rBV5 17047 31323 1.64% 0.176%
49 12.534 1616 1623 1627 rBvV3 28654 57262 2.99% 0.321%
50 12.699 1647 1651 1657 rVB4 16789 29826 1.56% 0.167%
51 12.846 1672 1676 1682 rVB4 29159 44763  2.34% 0.251%
52 13.134 1717 1725 1734 rBV 119159 190247 9.95% 1.067%
53 13.493 1776 1786 1793 rVB5 35245 90808 4.75% 0.509%
54 13.634 1804 1810 1814 rBV3 39772 85431 4.47% 0.479%
55 13.681 1816 1818 1821 rvV 25686 38766 2.03% 0.217%
56 13.722 1821 1825 1829 rVB 96221 137166 7.17% 0.769%
57 13.798 1830 1838 1842 rVB4 41210 79646  4.17%  0.447%
58 13.951 1858 1864 1868 rBV 104552 171766  8.98% 0.964%
59 14.004 1869 1873 1878 rVB2 66222 111209 5.82% 0.624%
60 14.228 1905 1911 1916 rVB 626221 840721 43.97% 4.716%
61 14.322 1920 1927 1933 rVW 673984 974382 50.96% 5.466%
62 14.393 1934 1939 1945 rVVeé 54977 112517 5.88% 0.631%
63 14.457 1945 1950 1955 rW 361591 457734 23.94% 2.568%
64 14.528 1958 1962 1971 rVB6 47268 105087 5.50% 0.589%
65 14.728 1992 1996 2001 rVB3 36765 48739  2.55% ©0.273%
66 14.851 2014 2017 2020 rBV5 22691 30181 1.58% 0.169%
67 14.887 2020 2023 2027 rVV2 38603 55912 2.92% 0.314%
68 14.934 2027 2031 2037 rVB7 24647 49929 2.61% ©0.280%
69 14.993 2037 2041 2043 rBV3 37895 48361 2.53% 0.271%
70 15.028 2043 2047 2051 rVV2 106946 133456 6.98% 0.749%
71 15.087 2052 2057 2066 rVV 376912 492645 25.77% 2.764%
72 15.193 2066 2075 2080 rVB2 143211 265295 13.88% 1.488%
73 15.328 2090 2098 2104 rBV2 125058 227496 11.90% 1.276%
74 15.434 2110 2116 2121 rBV 73374 108278 5.66% 0.607%
75 15.616 2139 2147 2151 rBV3 47759 105844 5.54% 0.594%

76 15.704 2157 2162 2167 rVB 106043 148305 7.76%  ©.832%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc :

ALS Vvial : 23  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-BP092424.MA.M
Title : SVOA CALIBRATION

77 15.822 2178 2182 2190 rVB8 26599 55782 2.92% 0.313%
78 15.904 2192 2196 2202 rVB6 17335 31492 1.65% 0.177%
79 15.981 2203 2209 2214 rBV 188453 287671 15.05% 1.614%
80 16.069 2219 2224 2226 rBV 158232 220513 11.53% 1.237%
81 16.287 2258 2261 2265 rVB2 40654 54995 2.88% 0.308%
82 16.422 2279 2284 2289 rBV 77333 90308 4.72% 0.507%
83 16.769 2339 2343 2352 rVV4 26458 42597  2.23% 0.239%
84 16.887 2359 2363 2366 rVV 134429 155933 8.16% ©0.875%
85 16.939 2366 2372 2380 rVB6 55997 126083 6.59% 0.707%
86 17.122 2397 2403 2408 rVW 973423 1280521 66.97% 7.183%
87 17.210 2414 2418 2424 rVV2 165669 253123 13.24% 1.420%
88 17.269 2424 2428 2433 rVB3 54568 86998 4.55% 0.488%
89 17.434 2451 2456 2463 rVB3 80632 143051 7.48% 0.802%
90 17.645 2488 2492 2499 rVB2 120048 156908 8.21% 0.880%
91 18.069 2559 2564 2569 rVB3 23612 38351 2.01% 0.215%
92 18.369 2610 2615 2620 rBV2 83502 119432 6.25% 0.670%
93 19.022 2722 2726 2737 rVB2 63536 117164 6.13% 0.657%
94 19.133 2741 2745 2748 rVB4 40689 50438 2.64% 0.283%
95 19.592 2818 2823 2827 rBV 203484 327153 17.11% 1.835%
96 20.180 2918 2923 2929 rBV2 93037 135937 7.11% 0.763%
97 20.710 3010 3013 3015 rBV 39954 39400 2.06% 0.221%
98 21.222 3097 3100 3103 rVB3 65990 81925 4.28% 0.460%
99 21.539 3148 3154 3164 rBV2 1027171 1773143 92.74% 9.947%

100 24.827 3704 3713 3729 rVB2 688967 1912012 100.00% 10.726%

Sum of corrected areas: 17826584
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP022094.D\data.ms
1200000

1000000

800000

600000

10.457

400000

200000

3.646 5 j\ 58 662%%@40 b5
0 ﬁlﬁr L ‘ L ‘ T T 17T ‘ T T 17T ‘ T T T 7T ‘ T T T 7T ‘A/\\/‘T’\\ T ‘ T T 17T ‘ T T T 7T ‘ L ‘ T T 17T ‘ T T 17T ‘ T T T 7T ‘ L ‘ T T 17T ‘ T T 17T ‘ T \ T ‘ L

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BP022094.D\data.ms
1200000 21.539

17.122
1000000

800000
14.322
14.298

600000

400000

200000

4 19.592 21.222
3 20.180 20,710 w
13.134 13, (18369 19933
1

O

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. OO 20.50 21. 00 21.50 22.00 22.50

Abundance TIC: BP022094.D\data.ms
1200000

1000000
24.827

800000
600000
400000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
5.758 3.21 ng/ul 85161 1,4-Dichlorobenzene-d4 7.705
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 87
2 Nonane 128 C9H20 000111-84-2 87
3 Decane 142 C1leH22 000124-18-5 53
4 Decane 142 C1eH22 000124-18-5 53
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 50

Abundance Scan 471 (5.758 min): BP022094.D\data.ms (-465) (-)
57.0

m/z 57.05 100.00%

5000

:

‘ 1280 2081 2810 5.40 5.60 5.80 6.00
obALLLESPT 2081 26103411 4287 9421 )y 43,10 92.62%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14520: Nonane
43.0
5000 \‘HH‘HH‘HH/’\\/\\J/\\\"/\V
5.40 5.60 5.80 6.00
m/z 41.00 60.73%
je=s
0‘\\1 [‘\1H‘H\H‘HH‘H\\‘HH‘H\\‘H\\‘H\\‘\H\‘\H\‘\

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

%

Abundance #14521: Nonane
43.0
S RARENEEE S e
5.40 5.60 5.80 6.00
5000 m/z 85.10 42.10%
1220
ol bhdada e

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

Abundance #22069: Decane R
43.0 5.40 5.60 5.80 6.00
m/z 71.00  29.56%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.334 12.55 ng/ul 332452  1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 94
2 Decane 142 C10H22 000124-18-5 87
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 739 (7.334 min): BP022094.D\data.ms (-733) (-) m/z 57.10 100.00%
57.1

L

o> 7.00 7.20 7.40 7.60
Ot bl L5 2 20712668 354.9 423.4 496.0  ;m/z 43.05  84.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22067: Decane
43.0
5000

7.00 7.20 7.40 7.60
m/z 41.05 57.08%

e
O‘\\\ ’1\\\l‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22068: Decane
43.0

7.00 7.20 7.40 7.60

F>

5000 m/z 71.10 50.27%
U
O et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 j\\
Abundance #107217: Hexadecane EEEEE R
57.0 7.00 7.20 7.40 7.60

m/z 85.05 33.87%

5000
o A | 1270 2260

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 D-Limonene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.922 5.82 ng/ul 154286  1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH16 005989-27-5 68
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 64
3 D-Limonene 136 C1@H16 005989-27-5 64
4 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 45
5 Cyclohexene, 1-methyl-5-(1-methy... 136 C1@H16 013898-73-2 43
Abundance Scan 839 (7.922 min): BP022094.D\data.ms (-828) (-) m/z 68.00 100.00%
68.0
- L
9.1 R T P
h \ ‘ 2808 7.60 7.80 8.00 8.20
0! Wl 2079 2005 355.0414.6472.9532.7  'm/z 83.05  99.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18009: D-Limonene
68.0
5000 L L B R BRI B BB
136.0 7.60 7.80 8.00 8.20
“‘\l' m/z 67.00 80.65%
‘ ‘ | 207.0
O‘\\\\‘l‘“\l\!‘\\““\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)

N

68.0
e R ARRREERRE R
7.60 7.80 8.00 8.20
5000 ITI/Z 92.95 75.93%
e
0‘\\‘\\"“\\!\““‘\\E‘wu\\‘\u\‘u\Wu\‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18005: D-Limonene A REE e ERREE SR
68.0 7.60 7.80 8.00 8.20
m/z 79.00 44.58%
5000
136.0
AT A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.228 3.15 ng/ul 83387 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 52
2 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 50
3 Hexane, 2,2,3,3-tetramethyl- 142 C1OH22 013475-81-5 43
4 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 43
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 38
Abundance Scan 891 (8.228 min): BP022094.D\data.ms (-887) (-) m/z 57.10 100.00%
57.1
800820840860
133.9 207.0 : : : :

o bbbk LJM WL, 266.9325.0383.4443.4 5181 ;43 00  51.19%

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

Abundance #33084: Decane, 5-methyl-

57.0
5000 L B I L LI L R
8.00 8.20 8.40 8.60
m/z 85.05 41.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45502: Decane, 2,4-dimethyl-
43.0
R T
8.00 8.20 8.40 8.60
5000 m/z 105.10 35.78%
‘ 12.0
L S —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22134: Hexane, 2,2,3,3-tetramethyl- R EEEEE LTS
57.0 8.00 8.20 8.40 8.60
m/z 41.05 32.72%
h M\&/\W\‘\/\A
m/z--> 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.458 2.47 ng/ul 65367 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 80
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
3 1-Iodo-2-methylnonane 268 C10H21I 1000101-47-9 64

4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 59

Abundance Scan 930 (8.458 min): BP022094.D\data.ms (-926) (-) m/z 57.10 100.00%

57.1
5000
e ST,V N—

8.20 8.40 8.60 8.80

1y | 207.0266.9320.7380.2  488.3549.

0 e e e e et T e e e m/z 71.05 82.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33092: Decane, 3-methyl-
57.0
5000
8.20 8.40 8.60 8.80
m/z 42.95 61.85%
\ 127.0
O‘\\\l\’\uf‘\‘\"‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45490: Undecane, 3-methyl-
57.0
8.20 8.40 8.60 8.80
5000 ITI/Z 85.10 58.71%
141.0
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #157266: 1-lodo-2-methylnonane
43.0 8.20 8.40 8.60 8.80
m/z 41.00 57.80%
5000
o0
P e T e e e e R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

SFAM-EPA-BP092424 .MA.M Mon Sep 30 02:32:56 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.916 13.08 ng/ul 346646 1,4-Dichlorobenzene-dd  7.705
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 undecane 156 1124 601120-21-4 91

2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Undecane 156 C11H24 001120-21-4 81
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 1008 (8.916 min): BP022094.D\data.ms (-999) (-) m/z 57.10 100.00%
57.1
5000
‘ 156.2 8.60 8.80 9.00 9.20
obhddly, 156222082809 3552 4602 548. .. 4305  72.50%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33078: Undecane
43.0
5000
8.60 8.80 9.00 9.20
m/z 71.10 60.88%
“\ “ 1 J’ | 15§'O
O\\\[11\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
8.60 8.80 9.00 9.20
5000 m/z 41.10 51.25%
ol L L1259 1960
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane T T T
57.0 8.60 8.80 9.00 9.20
m/z 85.05 35.91%
5000
oLl 1270 2260
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

SFAM-EPA-BP092424 .MA.M Mon Sep 30 02:32:57 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.034 3.16 ng/ul 83838 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Malonic acid, octadecyl 3-heptyl... 454 C28H5404 1000349-16-2 35
2 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 30
3 Dodecyl heptyl ether 284 C19H400 1010406-39-2 27
4 Heptyl hexadecyl ether 340 C23H480 1000406-39-4 27
5 2-Methylindan-2-ol 148 C10H120 033223-84-6 27
Abundance Scan 1028 (9.034 min): BP022094.D\data.ms (-1018) (-) m/z 105.05 100.00%
105.1 ﬂ
50001 41.
H || 2970565 8.80 9.00 9.20 9.40
o L L, 2000 8627 47185348 ... 57,00  50.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #327101: Malonic acid, octadecyl 3-heptyl ester
105.0
5000
8.80 9.00 9.20 9.40
43.0 m/z 55.00 48.65%
i
O \‘I\J‘l\l\’\“‘\“‘ \Jd\l\‘\l‘ﬁzl\q‘\\‘?l\s“z\.?\\’\\l\l‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215091: Heptyl tetradecyl ether
57.0
e e
8.80 9.00 9.20 9.40
5000 m/z 41.00 41.52%
oilllipsoasoo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179256: Dodecyl heptyl ether e AREERE RN
57.0 8.80 9.00 9.20 9.40
m/z 43.05 36.80%
5000
obill 1], gsso
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP092424 .MA.M Mon Sep 30 02:32:58 2024 Page: 11



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092724\

Data File : BP©22094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
: SVOA CALIBRATION

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 8 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.840 2.98 ng/ul 132806 Naphthalene-d8 10.458
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 59
2 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 49
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 38
4 Nonane, 2,8-dimethyl-4-methylene- 168 C12H24 007323-15-1 32
5 3,4,5-Trimethyldihydrofuran-2-one 128 C7H1202 1000194-05-2 27

Abundance Scan 1335 (10.840 min): BP022094.D\data.ms (-1328) (- m/z 56.05 100.00%

56.0
5000
A —
145.0 10.50 11.00
ol dddi |1 2079 276.6341.1401.2464.3 548 ./, 69,19  51.16%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 - Sath
10.50 11.00
“‘ m/z 71.00  45.71%
O‘\\]’1\‘\\\J\“\\\1‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

L B
N
— o
o

Abundance #684: Cyanic acid, ethyl ester
29.0
10.50 11.00
5000 ITI/Z 55.00 36.05%
O —Hy e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans- — ——
56.0 10.50 11.00
m/z 56.95 33.77%
5000
{ 128.0
Ol e e e e e = S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

SFAM-EPA-BP092424 .MA.M Mon Sep 30 02:32:58 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.557 4.99 ng/ul 222857 Naphthalene-d8 10.458
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 94
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 94
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 94
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 94
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 93
Abundance Scan 1457 (11.557 min): BP022094.D\data.ms (-1451) (- | m/z 145.00 100.00%
145.0
5000
—
77.?1‘” 11.50
Obrrtiadd il L1 2090 28093407 4255489.9548. ./, 169,05  48.23%

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

Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0

5000 —l
11.50
m/z 130.05 20.91%
7.
O\hﬂh?““ij\\l \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
— e
11.50
5000 ITI/Z 128.05 18.61%
39.0 "‘
0"“\l‘fh“uhm‘“‘“LJH“‘HH_mw‘Wm,mwm‘mwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- — st
145.0 11.50

m/z 115.00 16.11%

5000

39.0 \ }
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

SFAM-EPA-BP092424 .MA.M Mon Sep 30 02:32:59 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.722 2.35 ng/ul 104775 Naphthalene-d8 10.458
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 43
2 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 43
3 Hexyl trifluoroacetate 198 C8H13F302 000400-61-3 37
4 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 27
5 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 25

Abundance Scan 1485 (11.722 min): BP022094.D\data.ms (-1478) (| | m/z 56.85 100.00%

56.0
5000
145.1

H 22.1280.9341.0399.9458.8 520.8 .
gyl 2221280.0341.0399.9456.85208 1/, 73,09 90.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7545: 1-Heptene, 6-methyl-
56.0

i

o

m/z 55.10 89.13%

O‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5023: 1-Pentanol, 3-methyl-
56.0

5000 m/z 69.10  81.24%

Il

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

Abundance #74297: Hexyl trifluoroacetate 1
56.0 11.50 12.00

- \/\/L\MM\
[L)L] 2290

O e e e - L
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

o

=

SFAM-EPA-BP092424 .MA.M Mon Sep 30 02:33:00 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.881 3.21 ng/ul 143202 Naphthalene-d8 10.458
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 93
3 Nonadecane 268 C19H40 000629-92-5 87
4 Dodecane 170 C12H26 000112-40-3 86
5 Pentacosane 352 C25H52 000629-99-2 81

Abundance Scan 1512 (11.881 min): BP022094.D\data.ms (-1505) (- m/z 57.05 100.00%
57.0

s

5000
1150 12,00
125.0184.1 : :
o ML 1801 265.8325.6385.54449 5369/, 43,05  72.62%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000

o T
11.50 12.00
m/z 71.05 67.20%

|| £27-0185.0
'1ff\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74006: Tetradecane

o
o —
1 E
o

- o
11.50 12.00
5000 m/z 41.10  53.79%

dh‘lw

-

0 f27.0 198.0
‘\\\\’\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane — —
57.0 11.50 12.00
m/z 85.05 37.29%
5000

=

oL 1] 2270 1070 268.0

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

SFAM-EPA-BP092424 .MA.M Mon Sep 30 02:33:01 2024 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092724\

BP022094.D

: 28 Sep 2024 06:32
: RC/JU
: P3910-15 10X

: 23 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
: SVOA CALIBRATION

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 12 unknown-02 Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
11.916  2.17 ng/ul 96907 Naphthalene-ds 10.458
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1 -Bicyclooctyl 222 cletze 006708-17-4 47

3,4-Trimethyl-hex-3-enal 140 CSH160 1000193-72-9 38

uipHh wWN R
wWonNnnNPRE
[

clohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 36
Tridecene, 7-methyl- 196 C14H28 024949-42-6 33
-Undecene, 2-methyl-, (Z)- 168 C12H24 074630-48-1 28
Abundance Scan 1518 (11.916 min): BP022094.D\data.ms (-1515) (- m/z 69.10 100.00%
69.1
- M/\J\
157.1 -
12.00
bkl L 215.9 2831 3559 4583 5340 /7 s5.10  74.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102182: 1,1'-Bicycloocty
69.0
5000 R
12.00
m/z 56.00 71.70%
O\l‘\l\\“h\J‘l\\\‘l‘ \\\‘\:!-\9\2‘.\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #21549: 2,3,4-Trimethyl-hex-3-enal
69.0
P
12.00
5000 m/z 73.00 65.73%
RIS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13253: Cyclohexane, 1,1,2-trimethyl- S
69.0 12.00
m/z 111.05 39.01%
5000
“ 126.0
oH!‘l\umm\"""‘_Ww_wwwWm_m_ R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00

SFAM-EPA-BP092424 .MA.M Mon Sep 30 02:33:02 2024

Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.134 3.90 ng/ul 190247  Acenaphthene-di10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tetradecane 198 C14H30 000629-59-4 95
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90

Abundance Scan 1725 (13.134 min): BP022094.D\data.ms (-1717) (- m/z 57.10 100.00%

57.1
5000

Ty
| 154.1 ‘ 13.00 13.50
Wb Loy ™ 266.9326.9  421.3 489.3547.: m/z 71.10 79.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0

5000 1
13.00 13.50
m/z 43.05 69.86%

J\ ||| £27.0 1980
‘\\\\‘\\\\‘\\\V‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74006: Tetradecane
57.0

T
13.00 13.50

o

o

5000 m/z 85.05 52.76%
0 \“ | ‘1”27.0 198.0
‘ UL “\l\‘ T \“ T \I\ \‘ ‘ T “ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester . =5
57.0 13.00 13.50

m/z 41.00 50.65%

) J/W
,‘ |H\‘F‘ﬁ'0183.0 252.0 325.0

(O e B L o e L e ANRAREE T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

SFAM-EPA-BP092424 .MA.M Mon Sep 30 02:33:02 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 14 unknown-@3 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.951 3.53 ng/ul 171766  Acenaphthene-di10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4,5,6,7,8-Octahydro-1-meth... 208 C15H20 1000080-19-4 42
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 42
3 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 41
4 3-Thiophenecarboxaldehyde, 5-met... 203 C7H9NO2S2 1000351-57-8 22
5 1H-Pyrazole, 5-(t-butyl)-3- phenyl- 200 C13H16N2 1000261-34-8 22
Abundance Scan 1864 (13.951 min): BP022094.D\data.ms (-1858) (- m/z 185.10 100.00%
185.1
5000 128.0 I
e
i
ol Liuk | ‘Wh‘% | bill, 27113287 403.1 48995470  y/7 170.05  76.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76099: 1,2,3,4,5,6,7,8-Octahydro-1-methylphenanthrene
185.0
5000 ‘/\\ '
14.00
128‘ m/z 128.00 39.28%
0 \\\‘\\‘\\‘\\\“\\I‘I\\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0
T
14.00
5000 m/z 200.10 30.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 j\
Abundance #76095: 9-Methyl-S-octahydroanthracene P
185.0 14.00
m/z 98.05 28.20%
5000
115 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 15 1Isooctyl mercaptoacetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.228 17.26 ng/ul 840721  Acenaphthene-di10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isooctyl mercaptoacetate 204 C1eH2002S 025103-09-7 87
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
3 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 80
4 Decane, 5,6-dipropyl- 226 C1l6H34 119209-20-0 72
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 72
Abundance Scan 1911 (14.228 min): BP022094.D\data.ms (-1905) (- m/z 57.05 100.00%
57.0
5000 JL
. =
‘ kZ 14.00 14.50
ol AiilfR6.1 212.1 282.1340.1401.0 46855284 ./, 71 10  92.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79334: Isooctyl mercaptoacetate
57.0
5000 —— e
14.00 14.50
m/z 43.05 41.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
. =
14.00 14.50
5000 m/z 41.10 36.90%
S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217161: Oxalic acid, 2-ethylhexyl octyl ester = s
57.0 14.00 14.50
m/z 70.10 23.00%
5000
1 157.0
O‘HJLMH\“\‘\lu\,\u\‘\u\‘uu‘\u\‘\m‘\m‘\m‘uu‘\ — Ppens
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 16 unknown-04 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.393 2.31 ng/ul 112517  Acenaphthene-di10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-acetyl-2-(3,3-dimethylu... 242 C11H18N204 1000481-51-4 30
2 Isovaleramide, N-propyl-N-butyl- 199 C12H25NO 1000438-37-5 25
3 5-(Hydroxymethyl)-3-(1-hydroxy-4... 314 C16H2606 1000480-56-8 22
4 Cyclobutanecarboxamide, N-(2-but... 183 C11H21NO 1000458-97-3 22
5 Pyrrolin-2-one-5-methanol, N-met... 129 C6H11NO2 1000125-98-2 18

Abundance Scan 1939 (14.393 min): BP022094.D\data.ms (-1934) (- m/z 72.00 100.00%

72.0
5000
= ~o
19T 0 2713 1400 1450
ob bilageg, Ll [ 707 9550 4568 5349 " a5 05 o6.04%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #125365: Methyl 2-acetyl-2-(3,3-dimethylureido)pent-4-er
72.0
5000 e ML
14.00 14.50
m/z 69.00 71.02%
199.0
0‘\\\\II[‘\I\\\‘\J\-ﬂ.\o‘.gl\\\!\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74786: Isovaleramide, N-propyl-N-butyl-
72.0
= —
14.00 14.50
5000 ITI/Z 128.05 67.13%
142.0
oﬂ’l”,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —r

Abundance #216752: 5-(Hydroxymethyl)-3-(1-hydroxy-4-methylhexy!
98.0 14.00 14.50
m/z 41.05 44.44%

5000

169.0

:

0 ‘ | \h ||h \d‘l “AJMM\ N m‘ l‘ !

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 17 4'-(1-Pyrroyl)acetophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.457 9.40 ng/ul 457734  Acenaphthene-d10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 58
2 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 49
3 1H-Pyrazole, 5-(t-butyl)-3-phenyl- 200 C13H16N2 1000261-34-8 49
4 Methyl 2-diethylamino-3-methyl-b... 185 C1@H19NO2 075122-81-5 47
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 42

Abundance Scan 1950 (14.457 min): BP022094.D\data.ms (-1945) (- m/z 185.10 100.00%
185.1

5000
L ive
50,0 1150 ‘ | ' 14.50
b 202 [LULL] 2669 340.9 4267489.2547 ./, 170,05  65.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59924: 4'-(1-Pyrroyl)acetophenone
185.0
5000 L Lo an
14.50
115. m/z 200.10  30.41%
57.0‘
0‘\\\‘W‘fl\l;l\g[\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #76010: 3,4-Dimethyl(1H)pyrrole, 2-[(3,4-dimethyl-[2H]-py
185.0 \ A
58 ‘
14.50
5000 m/z 155.10 21.85%
92.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75975: 1H-Pyrazole, 5-(t-butyl)-3-phenyl- Ve ~—
185.0 14.50

m/z 171.05 14.60%

5000
41.0
Wiverid
0\”‘Wwwwwwwﬂ”‘W‘”‘W‘”\”‘W‘”‘W‘”\”‘W‘”‘W

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 18 1Indoleacrylic acid Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.528 2.16 ng/ul 105087  Acenaphthene-di10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indoleacrylic acid 187 C11H9SNO2 001204-06-4 55
2 2-Propenoic acid, 3-(1H-indol-3-... 187 C11H9NO2 029953-71-7 46
3 3-Amino-2-naphthoic acid 187 C11H9NO2 005959-52-4 43
4 2-Amino-7-hydroxy-4-methyl-4H-ch... 202 C11H10N202 1000459-18-0 41
5 4-(2,3,4,6-Tetramethylphenyl)-3-... 202 C14H180 094112-30-8 38

Abundance Scan 1962 (14.528 min): BP022094.D\data.ms (-1958) (- m/z 187.10 100.00%
187.1

-

5000
41.0 115.0 T T \
‘ m H\ LIkl 2810 357.3 436.0499.7 4D
O & L m/z 155.10  59.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61856: Indoleacrylic acid
187.0
5000 Pl :
115.0 14.50
m/z 170.05  28.34%
WIS
O \‘\l\l\”‘\\d#m\“\l‘l\i‘\\l\\l"‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61907: 2-Propenoic acid, 3-(1H-indol-3-yl)-, (E)-

187.0 M
A

14.50
5000 115.0 m/z 115.00 17.60%
44.0 ‘
0“AWMMMJAWNuH‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61865: 3-Amino-2-naphthoic acid — ‘
187.0 14.50
m/z 128.00 17.27%
5000
114.
0o, ||
O ettt e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 19 9-Methyl-S-octahydroanthracene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.028 2.74 ng/ul 133456  Acenaphthene-di10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 52
2 Thieno[3,2-b]thiophene, 2,5-dime... 200 C8H802S2 1000221-85-7 50
3 Ethanone, 1-(6-methoxy-1-naphtha... 200 C13H1202 058149-89-6 47
4 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 46
5 6-Fluoro-2,4-pyrimidinediamine, TMS 200 C7H13FN4Si 1000472-66-9 43

Abundance Scan 2047 (15.028 min): BP022094.D\data.ms (-2043) (| | m/z 185.85 100.00%
185.1
79.0 UL \
\‘ UL \\ 266.3 343.1402.6460.2 534.8 15.00
O bbbl bbb L L, 2802 92 LTEDID0E 2355 m/z 170.10  52.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76095: 9-Methyl-S-octahydroanthracene
185.0
5000
15.00
m/z 200.10 30.21%
115%
O \\h‘m\m\‘“\h‘\‘“\\\”\‘\M“J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76352: Thieno[3,2-b]thiophene, 2,5-dimethoxy-
185.0
T T
15.00
5000 m/z 157.10 22.07%
85.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #75947: Ethanone, 1-(6-methoxy-1-naphthalenyl)- —
185.0 15.00
m/z 79.00 18.37%
5000
114.0
43.0 ‘ } l
0 ‘M‘“HW“kW“‘W“‘W“‘W“‘W“‘W“‘W“‘W“‘W‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 20 Cyclopropane, 1l-methoxy-2,2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.087 10.11 ng/ul 492645  Acenaphthene-d10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methoxy-2,2-dime... 200 C14H160 1000271-83-0 55
2 Carbonic acid, 2-biphenyl neopen... 284 C18H2003 1000331-43-9 46
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 46
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 46
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 45
Abundance Scan 2057 (15.087 min): BP022094.D\data.ms (-2052) (- m/z 185.10 100.00%
185.1
I
30.0 11 | 15.00
O et ity “‘ LY 2490 342.9 424.3 4909549, ./, 170 .10  84.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76082: Cyclopropane, 1-methoxy-2,2-dimethyl-3-(2-phe
185.0
115.0
5000 T
43.0 15 00
l m/z 200.15 30.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #179017: Carbonic acid, 2-biphenyl neopentyl ester
170.0
T T
15.00
5000 m/z 155.10 21.46%
0 1020, | 240
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45527: 4,6,8-Trimethylazulene
170.0 15 00
m/z 186.10  15.26%
39.0 }
0 M‘wwHWwH_m_mwwa”www
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.193 5.45 ng/ul 265295  Acenaphthene-di10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 90
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 2075 (15.193 min): BP022094.D\data.ms (-2066) (- m/z 57.05 100.00%

57.0
5000

I
|| 8271 2081 2811 ‘ 15.00 1550
A 2o €90.1840.3 407.9 4751 5464 /7 71.05  81.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0

5000 L e
15.00 15.50

m/z 43.05 67.86%

127
ALLPTS a7 2820
‘\\\\‘\\\\‘\\\W‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

—T
15.00 15.50

o

o

5000 m/z 85.05 52.82%
ol ilhtl % 0183.0 252.0 325.0
e e e P e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59040: Dodecane, 4-methyl- 1 T
43.0 15.00 15.50

m/z 41.05 49.53%

- L/\\/\AJ\AMA/
141.0
TR

O R aa R RE A N E — ——
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92724\
Data File : BP©22094.D

Acqg On : 28 Sep 2024 06:32

Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
: 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 22 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
15.434 2.22 ng/ul 108278  Acenaphthene-di10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1(2H)-Naphthalenone, 3,4-dihydro... 202 C14H180 005409-55-2 96
2 1(2H)-Naphthalenone, 3,4-dihydro... 202 C14H180 005409-55-2 81
3 2-Chloro-6-fluorophenol, 2-methy... 202 C10H12C1FO 1000395-35-7 47

4 Phthalazin-1-one 146 C8H6N20 000119-39-1 46
5 1H-indol-6-ylmethanamine 146 CSH1ON2 003468-17-5 43
Abundance Scan 2116 (15 434 min): BP022094.D\data.ms (-2110) (-, | m/z 146.00 100.00%
46.0
5000 jKJ\
—
?M 1 219.0 282.9 355.1 ; 1550
— i Lodbay (770 282.9 355.1418.6 485.4545.1 /7 202 39.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78008: 1(2H)-Naphthalenone, 3,4-dihydro-3,3,6,8-tetran
146.0
5000 e
1550
m/z 118. 20.48%
39.0
O ‘\\JJ!Ll‘hllHXWI \!”L&P‘!1\2‘10’\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78007: 1(2H)-Naphthalenone, 3,4-dihydro-3,3,6,8-tetran
146.0
1550
5000 ITI/Z 115. 19.52%
0180 77\\”“ 2\0 0
A B o e B S AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77282: 2-Chloro-6-fluorophenol, 2-methylpropyl ether
146.0 1550
m/z 155.0 19.18%
5000
41.0
0 \‘J \‘\ bl ‘\L 2040
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
15.616 2.17 ng/ul 105844  Acenaphthene-di10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 58
2 Hexadecane 226 C16H34 000544-76-3 52
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 52
4 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 52
5 5,8-Tridecadione 212 C13H2402 067238-16-8 50

Abundance Scan 2147 (15.616 min): BP022094.D\data.ms (-2139) (- m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 24 Benzophenone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.704 3.04 ng/ul 148305  Acenaphthene-di10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Benzophenone 182 C13H100 000119-61-9 86
3 Benzophenone 182 C13H100 000119-61-9 81
4 Benzophenone 182 C13H1e0 000119-61-9 74
5 Benzophenone 182 C13H1e0 000119-61-9 74

Abundance Scan 2162 (15.704 min): BP022094.D\data.ms (-2157) (-] | m/z 105.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 25 unknown-@5 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.981 4.49 ng/ul 287671  Phenanthrene-die 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylidenehydrazono-3-methyl-... 225 C9H8CIN3S 1000147-91-5 49
2 2-Methylidenehydrazono-3-methyl-... 225 C9H8CIN3S 1000147-91-6 43
3 2-Methylidene-hydrazono-3-methyl... 225 C9H8CIN3S 1000147-91-3 43
4 (3-Isopropyl-5-methylamino-2,4,6... 225 C14H15N3 014204-00-3 42
5 6,7-Dihydro-2-isopropylamino-8-m... 225 C9H15N502 1000101-98-2 42
Abundance Scan 2209 (15.981 min): BP022094.D\data.ms (-2203) (- m/z 225.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.069 3.44 ng/ul 220513  Phenanthrene-di10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87

Abundance Scan 2224 (16.069 min): BP022094.D\data.ms (-2219) (- m/z 57.05 100.00%
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092724\

BP022094.D

. 28
: RC/JU
: P3910-15 10X

. 23

Sep 2024 ©06:32

Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M

TIC Integration Parameters: LSCINT.P
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Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.887 2.44 ng/ul 155933  Phenanthrene-di10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 94
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 53

Abundance Scan 2363 (16.887 min): BP022094.D\data.ms (-2359) (- m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 28 3-(Aminomethyl)adamantane-1... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
17.434 2.23 ng/ul 143051  Phenanthrene-di10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(Aminomethyl)adamantane-1-carb... 209 C12H19NO2 097350-00-0 70
2 9,9-Dimethyl-9-sila-9,10-dihydro... 224 C15H16Si 187328-55-8 64
3 7-Methyl-6,8-bis(methylthio)pyrr... 224 C1OH12N2S2 084201-40-1 64
4 1,5,6,7-Tetramethyl-3-phenylbicy... 224 C17H20 126584-00-7 62
5 1H-1,3-Benzimidazole, 5-methoxy-... 224 C14H12N20 1000350-62-4 50

Abundance Scan 2456 (17.434 min): BP022094.D\data.ms (-2451) (-] | m/z 224.10 100.00%
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Abundance #104517: 9,9-Dimethyl-9-sila-9,10-dihydrophenanthrene
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092724\
BP022094.D

Quant Method

Quant Title

TIC Library

: 28 Sep 2024 06:32
: RC/JU
: P3910-15 10X

: 23 Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP092424 .MA.M

TIC Integration Parameters: LSCINT.P
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Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
17.645 2.45 ng/ul 156908 Phenanthrene-di10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptadecane 240 C17H36 000629-78-7 89

Abundance Scan 2492 (17.645 min): BP022094.D\data.ms (-2488) (- m/z 57.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92724\
Data File : BP022094.D

Acqg On : 28 Sep 2024 06:32
Operator : RC/JU

Sample : P3910-15 10X

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@92424 .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|
(DEL) Alkane: S... 5.758 3.2 ng/ul 85161 1 7.705 529925 20.0
(DEL) Alkane: S... 7.334 12.6 ng/ul 332452 1 7.705 529925 20.0
D-Limonene 7.922 5.8 ng/ul 154286 1 7.705 529925 20.0
(DEL) Alkane: S... 8.228 3.1 ng/ul 83387 1 7.705 529925 20.0
(DEL) Alkane: S... 8.458 2.5 ng/ul 65367 1 7.705 529925 20.0
(DEL) Alkane: S... 8.916 13.1 ng/ul 346646 1 7.705 529925 20.0
unknown-01 9.034 3.2 ng/ul 83838 1 7.705 529925 20.0
2,4-Dipropyl-5-... 10.840 3.0 ng/ul 132806 2 10.458 892484 20.0
Benzene, 1,3,5-... 11.557 5.0 ng/ul 222857 2 10.458 892484 20.0
(DEL) Alkane: S... 11.722 2.4 ng/ul 104775 2 10.458 892484 20.0
(DEL) Alkane: S... 11.881 3.2 ng/ul 143202 2 10.458 892484 20.0
unknown-02 11.916 2.2 ng/ul 96907 2 10.458 892484 20.0
(DEL) Alkane: S... 13.134 3.9 ng/ul 190247 3 14.322 974382 20.0
unknown-03 13.951 3.5 ng/ul 171766 3 14.322 974382 20.0
Isooctyl mercap... 14.228 17.3 ng/ul 840721 3 14.322 974382 20.0
unknown-04 14.393 2.3 ng/ul 112517 3 14.322 974382 20.0
4'-(1-Pyrroyl)a... 14.457 9.4 ng/ul 457734 3 14.322 974382 20.0
Indoleacrylic acid 14.528 2.2 ng/ul 105087 3 14.322 974382 20.0
9-Methyl-S-octa... 15.028 2.7 ng/ul 133456 3 14.322 974382 20.0
Cyclopropane, 1... 15.087 10.1 ng/ul 492645 3 14.322 974382 20.0
(DEL) Alkane: S... 15.193 5.5 ng/ul 265295 3 14.322 974382 20.0
1(2H)-Naphthale... 15.434 2.2 ng/ul 108278 3 14.322 974382 20.0
(DEL) Alkane: S... 15.616 2.2 ng/ul 105844 3 14.322 974382 20.0
Benzophenone 15.704 3.0 ng/ul 148305 3 14.322 974382 20.0
unknown-05 15.981 4.5 ng/ul 287671 4 17.122 1280520 20.0
(DEL) Alkane: S... 16.069 3.4 ng/ul 220513 4 17.122 1280520 20.0
(DEL) Alkane: S... 16.887 2.4 ng/ul 155933 4 17.122 1280520 20.0
3-(Aminomethyl)... 17.434 2.2 ng/ul 143051 4 17.122 1280520 20.0
(DEL) Alkane: S... 17.645 2.5 ng/ul 156908 4 17.122 1280520 20.0
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