LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062086.D

Acqg On : 16 Jul 2024 3:35
Operator : MA/JU

Sample ¢ P3137-21DL 2X
Misc :

ALS Vvial : 31 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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62086.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.356 9 11 15 rVvB4 4126 5762 0.75% 0.056%
2 3.473 26 31 39 rW 53999 88470 11.45% 0.857%
3  3.532 39 41 44 rvB3 4226 3550 0.46% 0.034%
4 3.561 44 46 48 rVB 3231 3100 0.40% 0.030%
5 3.585 48 50 52 rBvV2 3088 3267 0.42% 0.032%
6 3.714 69 72 82 rVB4 12752 23317 3.02% 0.226%
7 3.861 93 97 108 rBvV2 51279 91478 11.83% 0.886%
8 4.090 134 136 139 rVB2 2998 2918 ©.38% 0.028%
9 4.119 139 141 144 rBV3 2793 3772 0.49% 0.037%
10 4.196 150 154 158 rVB2 3294 4426 0.57% 0.043%
11  4.272 165 167 169 rBV 3344 3428 0.44% 0.033%
12 4.566 214 217 223 rVB4 2645 5009 0.65% 0.049%
13 5.101 303 308 310 rBv4 3969 6749 0.87% 0.065%
14 5.118 310 311 315 rVB2 4701 4141 0.54% 0.040%
15 5.588 387 391 393 rBV3 3366 4225 ©.55% 0.041%
16 5.671 402 405 406 rVV 3475 2999 0.39% 0.029%
17 5.688 406 408 411 rVW 2746 3195 0.41% 0.031%
18 6.117 479 481 483 rVB2 4386 3198 0.41% 0.031%
19 6.616 564 566 571 rVB2 2273 3543 0.46% 0.034%
20 6.669 571 575 577 rBV2 2424 3329 0.43% 0.032%
21 6.752 588 589 596 rVB 2403 4160 0.54% 0.040%
22 7.057 637 641 642 rBvV 3247 4666 0.60% 0.045%
23 7.216 661 668 675 rvv2 63772 111762 14.46% 1.082%
24 7.369 686 694 700 rBV 68012 119421 15.45% 1.157%
25 7.580 723 730 735 rBV 111468 193309 25.01% 1.872%
26 7.668 742 745 749 rVv3 2480 3098 0.40% 0.030%
27 8.044 802 809 816 rBV 193169 316462 40.94%  3.065%
28 8.238 840 842 844 rBv2 5589 4346 0.56% 0.042%
29 8.414 869 872 875 rBV2 2793 4319 0.56% 0.042%
30 8.591 897 902 905 rBV4 4168 5146 0.67% 0.050%
31 8.626 905 908 911 rvv2 2411 3222 0.42% 0.031%
32 8.679 913 917 924 rVVe 6679 13494 1.75% 0.131%
33 8.761 925 931 939 rVvVv2 138514 226932 29.36% 2.198%
34 8.837 942 944 947 rBV2 3726 4178 ©0.54%  0.040%
35 8.990 969 970 973 rBv2 3404 4075 ©0.53% 0.039%
36 9.108 985 990 992 rBv2 11230 13091 1.69% 0.127%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062086.D

Acqg On : 16 Jul 2024 3:35
Operator : MA/JU

Sample ¢ P3137-21DL 2X
Misc :

ALS Vvial : 31 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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION
37 9.143 994 996 1000 rvv4 9983 14483 1.87% 0.140%
38 9.213 1000 1008 1015 rvVB 118125 204920 26.51%  1.985%
39 9.266 1015 1017 1023 rVB6 5004 5037 0.65% 0.049%
40 9.413 1038 1042 1048 rBV6 7724 11934 1.54% 0.116%
41  9.472 1048 1052 1053 rBvV3 5206 7372 0.95% 0.071%
42 9.742 1096 1098 1100 rBV2 3633 3252 0.42% 0.031%
43 9.760 1100 1101 1105 rVB2 4464 3015 0.39% 0.029%
44  9.854 111e 1117 1123 rBV5 15937 35165 4.55% 0.341%
45  9.936 1123 1131 1137 rBV2 116089 206885 26.77%  2.004%
46 10.054 1144 1151 1153 rBV6 4935 8294 1.07% 0.080%
47 10.247 1180 1184 1186 rBv4 3406 5084 0.66% 0.049%
48 10.353 1199 1202 1203 rBvV2 7887 8714 1.13% 0.084%
49 10.483 1217 1224 1233 rBV2 160951 307374 39.77% 2.977%
50 10.553 1233 1236 1242 rVB 11816 18981 2.46% 0.184%
51 10.618 1242 1247 1250 rBV6 6933 10795 1.40% 0.105%
52 10.747 1268 1269 1272 rBvV2 5148 3787 0.49% 0.037%
53 10.794 1272 1277 1281 rVV6 10722 20718 2.68% 0.201%
54 10.859 1281 1288 1295 rVB 268663 486982 63.00% 4.716%
55 10.994 1304 1311 1321 rBV 146173 268834 34.78%  2.604%
56 11.188 1342 1344 1345 rBV2 5840 4587 0.59% 0.044%
57 11.199 1345 1346 1351 rVB3 8636 7682 0.99% 0.074%
58 11.252 1353 1355 1358 rBV3 5012 5926 0.77% 0.057%
59 11.299 1359 1363 1364 rBv4 6526 7874 1.02% 0.076%
60 11.387 1374 1378 1379 rBV3 6373 7454 0.96% 0.072%
61 11.646 1417 1422 1424 rBV4 12002 17177  2.22% 0.166%
62 11.928 1464 1470 1475 rBV4 14020 31576 4.09% 0.306%
63 12.104 1496 1500 1506 rVB7 10245 16665 2.16% 0.161%
64 12.192 1513 1515 1519 rVB5 3226 3867 ©.50% 0.037%
65 12.421 1548 1554 1557 rBV5 7114 14860 1.92% 0.144%
66 12.510 1567 1569 1571 rVV3 3683 3294 0.43% 0.032%
67 12.656 1589 1594 1600 rBv4 25629 40310 5.22% ©0.390%
68 12.886 1630 1633 1637 rVB4 9068 12059 1.56% 0.117%
69 12.950 1641 1644 1646 rBV4 5862 6564 0.85% 0.064%
70 13.027 1653 1657 1658 rBv4 7282 9218 1.19% 0.089%
71 13.115 1669 1672 1675 rVB4 9713 9989 1.29% 0.097%
72 13.485 1728 1735 1741 rVB2 139548 229626 29.71% 2.224%
73 13.561 1741 1748 1752 rBV3 42165 75817 9.81% 0.734%
74 13.620 1753 1758 1763 rVV2 40756 67356 8.71% ©.652%
75 13.691 1765 1770 1778 rVB 117570 187268 24.23% 1.814%
76 13.861 1795 1799 1806 rVB1o 15254 29548 3.82% 0.286%

SFAM-EPA-BGO70224.MA.M Tue Jul 16 ©8:23:19 2024 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062086.D

Acqg On : 16 Jul 2024 3:35
Operator : MA/JU

Sample ¢ P3137-21DL 2X
Misc :

ALS Vvial : 31 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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION
77 13.990 1817 1821 1825 rBV7 13505 21394  2.77% 0.207%
78 14.078 1829 1836 1842 rBV 272423 419953 54.33% 4.067%
79 14.372 1880 1886 1892 rBV2 286635 483847 62.60% 4.686%
80 14.431 1892 1896 1900 rVB5 45624 64406 8.33% 0.624%
81 14.560 1915 1918 1919 rBV2 7220 7434 0.96% 0.072%
82 14.601 1919 1925 1929 rVV 68075 134738 17.43% 1.305%
83 14.678 1933 1938 1945 rVB 425951 687497 88.94% 6.658%
84 14.854 1966 1968 1972 rVB5 9442 9431 1.22% 0.091%
85 14.907 1972 1977 1979 rBV5 22241 36226 4.69% 0.351%
86 15.665 2101 2106 2112 rVB 359326 557605 72.14% 5.400%
87 15.788 2123 2127 2130 rBV6 19759 27414  3.55% 0.266%
88 15.970 2156 2158 2162 rVB4 18198 19235 2.49% 0.186%
89 16.005 2162 2164 2165 rBV2 9603 8049 1.04% 0.078%
90 16.052 2170 2172 2173 rBV2 9027 6887 0.89% 0.067%
91 16.998 2331 2333 2339 rBV6 9658 9914 1.28% 0.096%
92 17.198 2363 2367 2374 rVB 58156 99603 12.89% 0.965%
93 17.421 2400 2405 2412 rVB 507315 772953 100.00% 7.486%
94 17.521 2417 2422 2428 rVB 419681 605106 78.28% 5.860%
95 19.807 2805 2811 2819 rVB 496447 742725 96.09%  7.193%
96 20.312 2895 2897 2900 rVB 61187 56878 7.36% 0.551%
97 20.806 2979 2981 2985 rVB 99784 101318 13.11% 0.981%
98 21.311 3064 3067 3073 rVB 143979 188914 24.44%  1.830%
99 21.687 3126 3131 3140 rVB 480178 772275 99.91% 7.479%
100 24.907 3672 3679 3688 rVB2 276732 769706 99.58% 7.454%

Sum of corrected areas: 10325408
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
BG062086.D

: 16 Jul 2024 3:35

: MA/JU

¢ P3137-21DL 2X

: 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

500000

400000

200000

100000

Abundance TIC: BG062086.D\data.ms
600000

300000 10.859

7.580
3.4733.861 7.7186
44090%2.566 5.108 5%688 6.117 &63@8Z.05 668

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\m\\‘\\\\‘\\\\‘\\‘\\\\‘\\\\’\\\\‘

350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Time-->

500000

400000 15.665

300000

200000

100000

Abundance TIC: BG062086.D\data.ms
600000 19.807 21.p87

17.421

14.678 17.521

21.311
20.806

°L. &ﬂwmmwwﬁmwww
17.198 W
16.9

e

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 20.00 20.50 21.00 21.50 22.00 22.50

Time-->

500000

Abundance TIC: BG062086.D\data.ms
600000

24.907

400000
300000
200000
100000

0\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

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 32.50

SFAM-EPA-BGO70224.MA.M Tue Jul 16 08:23:21 2024 Page: 4




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BG062086.D

Acq On : 16 Jul 2024  3:35
Operator : MA/JU

Sample ¢ P3137-21DL 2X

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.485 6.68 ng/ul 229626  Acenaphthene-di10 14.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-1,3-heptadiene 110 C8H14 017603-57-5 27
2 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 27
3 3-Nonyne 124 C9H16 020184-89-8 27
4 Cyclopentanone, 2,2,5-trimethyl- 126 C8H140 004573-09-5 27
5 Cyclobutene, 3,3-dimethyl- 82 C6H10 016327-38-1 22

Abundance Scan 1735 (13.485 min): BG062086.D\data.ms (-1728) (- | m/z 56.00 100.00%

56.0
126.1
5000

13.50
93.1 256.9 340.9 402.3

0’ m/z 67.00 86.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6721: 4-Methyl-1,3-heptadiene J/W‘
95.0
5000 PR
39.0 13.50
m/z 41.00 73.88%
0_“14‘[.h‘m‘\‘[u\_“H’HH‘mWm_WWWWH_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13224: 1-Heptene, 2,6-dimethyl-
56.0
13.‘50
5000 ITI/Z 126.10 68.93%
126.0
Ow*ﬂtw“A“H*‘w*‘H\*H*\‘H*\H**w**‘w**w**ww*‘
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12121: 3-Nonyne e
67.0 13.50

m/z 95.05 53.47%

5000

HMMWLF?4D

O b e e e e
miz—> O 50 100 150 200 250 300 350 400 450 500 13.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BG062086.D

Acq On : 16 Jul 2024  3:35
Operator : MA/JU

Sample ¢ P3137-21DL 2X

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 unknown-02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.561 2.21 ng/ul 75817  Acenaphthene-di1e 14.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Oxa-bicyclo[2.2.1]heptan-2-0l1,... 254 C14H2204 329362-13-2 45
-Pyridinemethanol, acetate (ester) 151 C8H9NO2 001007-48-3 42
»4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 38

uih wNnPE
P NN BN

)
»4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 37
-Acetyl-3-amino-4-cyano-3-pyrro... 151 C7H9N30 002125-74-8 35
Abundance Scan 1748 (13.561 min): BG062086.D\data.ms (-1741) (- m/z 43.00 100.00%
43.0
5000 109.0 WMAfWMWJkAka%MmeM
L S
o‘ﬂﬂwwaMwﬁwﬁE??%Q‘H“_§4ﬂ§§9?§‘w47§f‘h m/z 108.95  44.29%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140434: 7-Oxa-bicyclo[2.2.1]heptan-2-ol, 1,5-diacetyl-2-
43.0
5000
09.0 13.50
109. m/z 151.05  33.45%
(OB \‘J “‘\”\“\'H\""‘\“\L‘\ \“"\\1\9\:‘?.9\ \2\5‘4\\0\ L L L B B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #28861: 4-Pyridinemethanol, acetate (ester)
43.0 109.0
VR A S V-
13.50
5000 ITI/Z 41.00 24 .95%
ol
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #106945: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol — ‘
43.0 13.50
m/z 85.10 18.59%
5000
151.0
0k ““\%J’
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50

SFAM-EPA-BGO7

0224 .MA.M Tue Jul 16 08:23:22 2024

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BG062086.D

Acq On : 16 Jul 2024  3:35
Operator : MA/JU

Sample ¢ P3137-21DL 2X

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.691 5.45 ng/ul 187268  Acenaphthene-di10 14.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78
2 Octane, 3-methyl-6-methylene- 140 C1oH20 074630-07-2 78
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 72
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 64
5 1,2-Oxaborolane, 2-ethyl-4,5-dim... 126 C7H15BO 074685-45-3 64
Abundance Scan 1770 (13.691 min): BG062086.D\data.ms (-1765) (- | m/z 70.05 100.00%
70.0
5000 /AJ\
e .
1111 13.50 14.00
ol b 1 17282125 2838 3711 .., 55 e 82.72%
miz--> 50 100 150 200 250 300 350
Abundance #7654: Hexane, 2-methyl-4-methylene-
70.0
5000 L st
13.50 14.00
27 112.0 m/z 41.00  34.52%
O
miz--> 50 100 150 200 250 300 350
Abundance #20725: Octane, 3-methyl-6-methylene-
70.0
— —
13.50 14.00
5000 m/z 42.05 22.07%
29.
\‘ \‘ 140.0
oAy
m/z--> 50 100 150 200 250 300 350
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0 13.50 14.00
m/z 39.00 21.87%
5000
27.
7| 120
ol e AP T
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BG062086.D

Acq On : 16 Jul 2024  3:35
Operator : MA/JU

Sample ¢ P3137-21DL 2X

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 unknown-03 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.601 3.92 ng/ul 134738  Acenaphthene-di10 14.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Methyl methanethiosulfinate 110 C2H60S2 013882-12-7 43
2 Propanoic acid, 2-chloro- 108 C3H5C102 000598-78-7 32
3 (S)-(-)-2-Chloropropionic acid 108 C3H5C102 029617-66-1 32
4 3,3,4,5,6,6-Hexafluoro-3,6-dihyd... 226 C4F6S2 1000461-21-0 25
51,1,1,2,2,3,3,4,4,5,5-Undecafluo... 602 C10F2202S 1000486-78-5 17

Abundance Scan 1925 (14.601 min): BG062086.D\data.ms (-1919) (- | m/z 173.90 100.00%

178.9
63.9
109.9
5000
T ? ‘A )
L 2492 31613625 432. 14.50 15.00
0 l‘ Lol ““.\‘mm‘uﬂu‘ ““ ‘n“m‘\‘ Ll “‘ o ‘H“-‘ S ‘.‘ > i o : ‘_ m/z 63.90 71.0400

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #6356: S-Methyl methanethiosulfinate
64.0
110.0
WANAM,

5000 T T T
14.50 15.00
m/z 44.95 61.54%
O‘\\“\‘\‘h‘\‘\H\\“‘\“\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #5887: Propanoic acid, 2-chloro-
217.0

SO ot
14.50 15.00
5000 m/z 109.90 58.36%

.0
(L, ‘““ n‘ \‘\ l‘ ‘H

-

ol e i i i i
mlz--> 0 50 100 150 200 250 300 350 400
Abundance #5893: (S)-(-)-2-Chloropropionic acid
28.0 14.50 15.00
m/z 58.00  48.89%
5000
), 1080
0ty e e e
m/z--> 0 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BG062086.D

Acq On : 16 Jul 2024  3:35
Operator : MA/JU

Sample ¢ P3137-21DL 2X

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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.
20.806 2.62 ng/ul 101318  Chrysene-di12 21.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Hexacosane 366 C26H54 000630-01-3 93
4 Hexadecane 226 C1l6H34 000544-76-3 76
5 Heptadecane 240 C17H36 000629-78-7 76
Abundance Scan 2981 (20.806 min): BG062086.D\data.ms (-2979) (- | m/z 57.05 100.00%
57.0
5000 W
‘ 2050 2100
282.9 : :
O w‘m“‘ M,hu sl wulﬁzﬁ sk 341‘ 9““‘0‘2‘ 2 o ‘5‘1‘7‘" m/z 43.00 73.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 — ——
20.50 21.00
m/z 41.00  44.55%
] ‘ J ﬁ | 169.0225,0282.0
O\\‘\\‘\\\‘\’\l\‘\f‘\‘%\‘\‘f\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane
57.0
— ——
20.50 21.00
5000 m/z 71.00 40.27%
\ F 169.0 240.0
ol L L 290 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275538: Hexacosane “ T
57.0 20.50 21.00
m/z 85.00 33.13%
5000
113.0
ol 1Ll 1]}, 16902250 2950 366.0
—— P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BG062086.D

Acq On : 16 Jul 2024  3:35
Operator : MA/JU

Sample ¢ P3137-21DL 2X

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Sulfurous acid, butyl octad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.311 4.89 ng/ul 188914  Chrysene-di12 21.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 80
2 Tricosane 324 C23H48 000638-67-5 68
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 59
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 59
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 59
Abundance Scan 3067 (21.311 min): BG062086.D\data.ms (-3064) (- | m/z 57.00 100.00%
57.0
2000 kWWWWWW%WVNAWW«AMWWMWMA
}I 2100 2150
193.9251.2 339.2 : '
0k ‘m‘“‘ | Mw 39N 302 MIBA S, 43.10 97.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #295470: Sulfurous acid, butyl octadecyl ester
57.0
5000 — ——
21.00 21.50
m/z 71.05 45.51%
0 J‘ \‘ \I} Hﬂ- | | \11‘69 0 253 0 317.0
\1\‘\\1\‘1\\T‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #229645: Tricosane
57.0
— ——
21.00 21.50
5000 m/z 55.10 43.67%
‘ 1 | rl 169.0pp50 3240
(SR R 0t O ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #188718: Sulfurous acid, butyl undecy! ester — —
57.0 21.00 21.50
m/z 85.10  42.19%
h tMM$WMMMAKAVMNWMMﬂNMW
o‘\\n.m"ﬂ%,, bty
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062086.D

Acqg On : 16 Jul 2024  3:35
Operator : MA/JU

Sample ¢ P3137-21DL 2X

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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|
unknown-01 13.485 6.7 ng/ul 229626 3 14.678 687497 20.0
unknown-02 13.561 2.2 ng/ul 75817 3 14.678 687497 20.0
(DEL) Alkane: S... 13.691 5.5 ng/ul 187268 3 14.678 687497 20.0
unknown-03 14.601 3.9 ng/ul 134738 3 14.678 687497 20.0
(DEL) Alkane: S... 20.806 2.6 ng/ul 101318 5 21.681 772275 20.0
Sulfurous acid,... 21.311 4.9 ng/ul 188914 5 21.681 772275 20.0
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