LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17346.D

Acqg On : 26 Sep 2023 06:03
Operator : MA/JU

Sample : 04472-15

Misc :

ALS Vvial : 38 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-BP092023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17346.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.299 33 36 41 rVB 22765 28740 0.97% ©0.089%
2 3.564 79 81 85 rBv4 4543 6756 0.23% 0.021%
3 3.746 109 112 122 rBV 31805 58764 1.98% 0.183%
4 3.846 126 129 133 rVW3 11009 14070 0.48% 0.044%
5 3.922 137 142 149 rBV 72176 105570 3.56% 0.329%
6 4.040 159 162 165 rVB 10712 13072 0.44% 0.041%
7 4.181 182 186 192 rVB3 25870 39402 1.33% 0.123%
8 4.428 224 228 234 rVB2 23868 37393 1.26% 0.116%
9 4.493 236 239 240 rBV3 3744 4608 0.16% 0.014%
10 4.528 240 245 246 rBvV4 7389 11352 0.38% 0.035%
11 4.975 316 321 325 rBV 45883 69021 2.33% 0.215%
12 5.434 397 399 403 rVB4 5309 5821 0.20% 0.018%
13 5.540 411 417 427 rVB2 29887 58904 1.99% 0.183%
14 5.852 465 470 471 rBVS 3733 6002 0.20% 0.019%
15 5.987 489 493 496 rVVe6 5379 9059 0.31% 0.028%
16 6.334 547 552 556 rBV 20019 30309 1.02% 0.094%
17 6.416 564 566 570 rVB5 4055 4915 0.17% 0.015%
18 6.893 642 647 653 rVB7 11250 22031 0.74% 0.069%
19 7.081 673 679 692 rBvV 377524 653387 22.06% 2.033%
20 7.269 703 711 719 rBV 299013 454005 15.33% 1.413%
21 7.446 733 741 749 rBV 382419 603172 20.36% 1.877%
22 7.534 755 756 762 rVB6 4464 6403 0.22% 0.020%
23 7.734 786 790 797 rBvV2 8030 13960 0.47% 0.043%
24 7.922 815 822 831 rBV 641956 1006455 33.98% 3.132%
25 8.640 935 944 956 rBV 332407 557219 18.81% 1.734%
26 8.775 960 967 977 rVB 110443 176506 5.96%  0.549%
27 8.934 990 994 995 rBV4 4368 4799 0.16% 0.015%
28 9.122 1019 1026 1034 rBV 337219 521675 17.61% 1.624%
29 9.328 1056 1061 1065 rBV5 5430 8312 0.28% 0.026%
30 9.834 1141 1147 1154 rBV 244277 407539 13.76% 1.268%
31 9.981 1167 1172 1177 rBV4 10126 22417 0.76% 0.070%
32 10.204 1203 1210 1216 rVB6 9549 17611 0.59% 0.055%
33 10.363 1230 1237 1249 rVWV 423083 719709 24.30% 2.240%
34 10.640 1280 1284 1289 rVB6 6728 10962 0.37% 0.034%
35 10.746 1294 1302 1309 rBV 916230 1483086 50.07% 4.616%

36 10.916 1321 1331 1340 rBV 348654 617927 20.86% 1.923%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17346.D

Acqg On : 26 Sep 2023 06:03
Operator : MA/JU

Sample : 04472-15

Misc :

ALS Vvial : 38 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-BP092023.MA.M
Title : SVOA CALIBRATION
37 11.304 1391 1397 1399 rBV7 5744 8061 0.27% 0.025%
38 11.498 1426 1430 1435 rBvV8 2535 4520 0.15% 0.014%
39 11.581 1441 1444 1449 rVB6 4499 6355 0.21% 0.020%
40 11.687 1456 1462 1467 rBVS 4980 7819 0.26% 0.024%
41 11.793 1476 1480 1482 rBV5 3110 5421 0.18% 0.9017%
42 11.816 1482 1484 1492 rVB7 6877 10133 0.34% 0.032%
43 11.993 1510 1514 1519 rBV 8077 12148 0.41% 0.038%
44 12.093 1524 1531 1535 rVV4 12424 19273 0.65% 0.060%
45 12.157 1538 1542 1545 rBV5 3077 5218 ©0.18% 0.016%
46 12.334 1567 1572 1574 rBV4 7353 11465 0.39% 0.036%
47 12.381 1574 1580 1595 rVV 222009 389521 13.15% 1.212%
48 12.628 1618 1622 1627 rVB7 5473 9599 0.32% 0.030%
49 12.840 1656 1658 1665 rVBS8 4520 6056 0.20% 0.019%
50 12.904 1665 1669 1672 rBV6 4809 6181 0.21% 0.019%
51 12.969 1676 1680 1682 rBV5 3609 4805 0.16% 0.015%
52 13.034 1688 1691 1698 rBvVS8 5751 9160 0.31% 0.029%
53 13.304 1730 1737 1738 rBV7 3023 5597 0.19% 0.017%
54 13.334 1738 1742 1745 rVW3 20124 31662 1.07% 0.099%
55 13.369 1745 1748 1752 rVWV 24343 36435 1.23% 0.113%
56 13.428 1752 1758 1766 rVV 50762 94072 3.18% 0.293%
57 13.534 1769 1776 1784 rVV2 28890 55958 1.89% 0.174%
58 13.616 1787 1790 1796 rVB8 2839 6218 0.21% 0.019%
59 13.763 1811 1815 1819 rBV6 3891 5752 0.19% 0.018%
60 13.816 1822 1824 1829 rVB5 3543 4751 0.16% 0.015%
61 13.898 1833 1838 1843 rBV9 7702 14173 0.48% 0.044%
62 13.951 1844 1847 1849 rVVv4 5268 5933 0.20% 0.018%
63 13.998 1849 1855 1871 rVB 813281 1120399 37.82% 3.487%
64 14.287 1897 1904 1912 rBV 889207 1299651 43.88% 4.045%
65 14.410 1920 1925 1932 rVB2 31329 45984 1.55% 0.143%
66 14.587 1948 1955 1970 rBV 1364193 1944788 65.66% 6.053%
67 14.822 1990 1995 2007 rBV2 61642 142093 4.80% 0.442%
68 14.963 2015 2019 2021 rBVS 7545 11437 ©0.39% 0.036%
69 15.028 2026 2030 2037 rVBO 15260 27884 0.94% 0.087%
70 15.322 2077 2080 2084 rBV6 4550 7446  0.25% 0.023%
71 15.369 2084 2088 2092 rBv2 23128 31848 1.08% 0.099%
72 15.581 2118 2124 2133 rBV 1274332 1782150 60.17% 5.546%
73 15.716 2141 2147 2152 rBV 61942 96209 3.25% 0.299%
74 15.822 2162 2165 2169 rVB5 6940 9621 0.32% 0.030%
75 15.857 2169 2171 2177 rVB7 3191 5141 0.17% 0.9016%
76 15.928 2181 2183 2189 rVB7 5595 7034 0.24% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17346.D

Acqg On : 26 Sep 2023 06:03
Operator : MA/JU

Sample : 04472-15

Misc :

ALS Vvial : 38 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-BP092023.MA.M
Title : SVOA CALIBRATION
77 15.998 2192 2195 2202 rVB9 4428 8116 ©0.27% 0.025%
78 16.069 2202 2207 2210 rBV7 4857 9514 0.32% 0.030%
79 16.245 2232 2237 2243 rBV2 41719 77049 2.60% 0.240%
80 16.645 2301 2305 2309 rVB7 9279 13760 0.46% 0.043%
81 16.710 2312 2316 2321 rVBS8 4580 7995 0.27% 0.025%
82 16.828 2331 2336 2341 rBV 101958 157223 5.31% 0.489%
83 16.875 2341 2344 2349 rVB3 24332 39211 1.32% 0.122%
84 17.039 2369 2372 2376 rVW3 16874 18440 0.62% 0.057%
85 17.081 2376 2379 2384 rVB4 17341 24843 0.84% 0.977%
86 17.357 2419 2426 2431 rBV 1768650 2458082 82.98% 7.650%
87 17.398 2431 2433 2437 rVWV 93233 110408 3.73% 0.344%
88 17.457 2437 2443 2455 rVV 1365702 1939584 65.48% 6.036%
89 17.545 2455 2458 2466 rVB8 17633 33587 1.13% 0.105%
990 17.786 2495 2499 2504 rVB 29141 34933 1.18% 0.109%
91 18.198 2564 2569 2577 rBvV2 193733 329283 11.12% 1.025%
92 19.022 2706 2709 2712 rBV3 27247 37658 1.27% 0.117%
93 19.075 2716 2718 2720 rVB2 25213 22346 0.75% 0.070%
94 19.369 2764 2768 2771 rBV 209611 245287 8.28% 0.763%
95 19.433 2776 2779 2785 rBV 83826 111896 3.78% 0.348%
96 19.698 2818 2824 2834 rBV 2040802 2893154 97.67% 9.004%
97 20.163 2900 2903 2907 rBV5 58688 84497  2.85% 0.263%
98 21.457 3119 3123 3129 rBV 2103674 2760187 93.18%  8.590%
99 23.804 3516 3522 3535 rVB2 1260545 2633928 88.92% 8.197%
100 23.974 3544 3551 3560 rVB 1414415 2962083 100.00% 9.218%

Sum of corrected areas: 32131968
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 26 Sep 2023 06:03
: MA/JU
: 04472-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
BPO17346.D

: 38 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BP017346.D\data.ms

10.746
7.922

350 400 450 500 550 6.00 650 7. 00 750 800 850 9. 00 9.50 10.00 10.50 11.00 11.50

7.081,£.446 9.122 10363 19.916
§5% 8.640 9.834
o 32935@@%@aﬁ@ﬂﬂégﬁvﬂﬁzi_§§§¥Qs&$B768346 689 534734 kj@93A9328 kfmazo 10.6 1.304858

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP017346.D\data.ms

19.698
17.357

17.457
14.587 15.581

19.369
18.198 433|| 20.163

ﬁ@fﬁﬁ?ﬁ%g%ﬁéﬂLﬁﬂﬁnﬂgggﬁhgéﬁﬁﬁﬁﬁgéj 815 786 15000

0
Time-->

12.00 1250 13.00 13. 50 1400 1450 15.00 1550 16.00 16. 50 17.00 1750 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BP017346.D\data.ms
21.457

23.974
23.80

P

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\BP092523\
Data File : BP@17346.D

Acqg On : 26 Sep 2023 06:03
Operator : MA/JU

Sample : 04472-15

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Butane, 2,3-dimethoxy-2-met... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.922 2.10 ng/ul 105570  1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethoxy-2-methyl- 132 C7H1602 074421-00-4 56
2 Silane, trimethyl(1-methyl-1-pro... 128 C7H16Si 010111-13-4 47
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 37
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 25
5 1,3-Dioxolane, 2-hexyl- 158 C9H1802 001708-34-5 17
Abundance Scan 142 (3.922 min): BP017346.D\data.ms (-137) (-) m/z 73.00 100.00%
3.0

>

5000
T T
“ | 2070 3.60 3.80 4.00 4.20
Ol U1 [135:0 207.0 2821 3551 4314496.0 1/, 43.00 22.29%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16569: Butane, 2,3-dimethoxy-2-methyl-
73.0
5000 UL L B R I B |
3.60 3.80 4.00 4.20
m/z 41.85 14.25%
0‘\\‘\‘Wm’”‘\‘f\\\“\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #14244: Silane, trimethyl(1-methyl-1-propenyl)-, (E)-

-

73.0
R ARasmsEEEsE
3.60 3.80 4.00 4.20
5000 ITI/Z 101.10 12.98%
O o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60779: Octanal, 7-methoxy-3,7-dimethyl- T e fﬂ\‘ T
73.0 3.60 3.80 4.00 4.20
m/z 59.00 10.67%
5000
0 I'SOV I 17\10
P e e e e e e e e aasnars
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17346.D

Acqg On : 26 Sep 2023 06:03

Operator : MA/JU

Sample : 04472-15

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 2 2-Butenoic acid, 2-propenyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.381  5.25 ng/ul 389521 Naphthalene-ds 16.746

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butenoic acid, 2-propenyl ester 126 C7H1002 020474-93-5 50
2 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 42

3 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 39
4 Crotonic anhydride 154 C8H1003 000623-68-7 38
5 Isoamyl crotonate 156 CSH1602 1010429-17-3 33

Abundance Scan 1580 (12.381 min): BP017346.D\data.ms (-1574) (-
69.0

m/z 69.00 100.00%

| —

5000
i P—
“ ‘ ‘ 153.9 ) 12.00 12.50
b b L 7299 221.2281.8 355.0 429.0487.7547.  n/7 41.05  26.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12795: 2-Butenoic acid, 2-propenyl ester
69.0
5000 ) S
12.00 12.50
m/z 38.95 21.17%
127.0
O‘\\‘\‘\l‘ﬁ\ \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

—

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

Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
5 —
12.00 12.50
5000 m/z 86.95 15.40%
0 I J\ L l 1\4'10 210.0
et e e S e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate == S
69.0 12.00 12.50
m/z 103.00 15.33%
5000 jk
om*},

T
12.00

e
12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17346.D

Acqg On : 26 Sep 2023 06:03
Operator : MA/JU

Sample : 04472-15

Misc

ALS vial : 38

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 2

R.T. EstConc Area Relative to ISTD R.T.
18.198 2.68 ng/ul 329283  Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2569 (18.198 min): BP017346.D\data.ms (-2564) (- m/z 73.00 100.00%

73.0
5000

213.2 S—— S—
“ ’u IPL 18.00 1850

ol H_W_HJ"u"2?‘1‘9‘341‘9”41‘497*75‘%"5‘49 n/z 43.10  88.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0

5000 256.0 T T
129.0 18.00 18.50

m/z 59.95 79.92%

o LML, s, |

HH‘\\H‘\H\‘\H\‘H\\‘HH‘HH‘\\H‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid

256.0

43.0

——
18.00 18.50
5000 m/z 55.00 67.84%

129.0
ool p2eb, |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143511: n-Hexadecanoic acid T ——
73.0 18.00 18.50
m/z 57.10 67.49%
256.0
5000
“ 57.0
Ok J"}HJJM\\\\‘ . ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17346.D

Acqg On : 26 Sep 2023 06:03
Operator : MA/JU

Sample : 04472-15

Misc

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@92023.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|

Butane, 2,3-dim... 3.922 2.1 ng/ul 105570 1 7.928 1006460 20.0
2-Butenoic acid... 12.381 5.3 ng/ul 389521 2 10.746 1483090 20.0
n-Hexadecanoic ... 18.198 2.7 ng/ul 329283 4 17.357 2458080 20.0
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