LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BG062054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc :

ALS Vvial : 11 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: BGO62054.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.438 22 25 26 rw3 9588 11384 0.42% 0.040%
2 3.473 26 31 41 rVV 150263 233186 8.58% 0.828%
3 3.861 94 97 107 rBvV 74491 124343 4.58% 0.441%
4 4.243 159 162 165 rvw4 4893 5949 0.22% 0.021%
5 5.312 339 344 351 rVVe6 9556 15768 0.58% 0.056%
6 6.758 586 590 595 rVB3 3825 8040 0.30% 0.029%
7 7.140 648 655 658 rvws 3801 6310 0.23% 0.022%
8 7.204 660 666 677 rVB 135944 235737 8.68% 0.837%
9 7.363 686 693 700 rBvV 162363 272775 10.04% 0.968%
10 7.574 722 729 736 rW 241017 426100 15.69% 1.513%
11  7.621 736 737 741 rW3 5458 5659 0.21% 0.020%
12 8.039 802 808 814 rBV 136433 231004 8.50% 0.820%
13 8.238 838 842 847 rVVve6 5663 11979 0.44% 0.043%
14 8.579 895 900 905 rBV3 12583 26145 0.96% 0.093%
15 8.697 917 920 923 rW3 7015 11657 0.43% 0.041%
16 8.749 923 929 939 rVB2 267720 466445 17.17% 1.656%
17 8.896 949 954 958 rVB4 5249 8038 0.30% 0.029%
18 9.108 982 990 1000 rBV 38339 68617 2.53% 0.244%
19 9.208 1000 1007 1014 rBV2 226147 406955 14.98% 1.445%
20 9.654 1076 1083 1091 rBV 83418 143237 5.27% 0.509%
21  9.742 1094 1098 1107 rBV5 16487 32563 1.20% 0.116%
22 9.872 1115 1120 1123 rBV3 6539 8908 0.33% 0.032%
23 9.930 1123 1130 1136 rBv2 221501 385097 14.18% 1.367%
24 10.242 1179 1183 1189 rVV3 5236 11153 0.41% 0.040%
25 10.312 1192 1195 1198 rVWV4 8501 12758 0.47% 0.045%
26 10.353 1198 1202 1210 rVB6 13557 30657 1.13% 0.109%
27 10.477 1215 1223 1232 rBV 359315 663037 24.41%  2.354%
28 10.553 1232 1236 1242 rVB2 28856 47088 1.73% 0.167%
29 10.771 1261 1273 1281 rVV 143801 265810 9.79% 0.944%
30 10.853 1281 1287 1295 rBV 208964 371134 13.66%  1.318%
31 10.929 1295 1300 1303 rBv4 16187 26288 0.97% 093%
32 10.988 1303 1310 1319 rBV2 230431 420300 15.47% 492%
33 11.305 1360 1364 1366 rBV4 6978 6354 0.23%

34 11.399 1373 1386 1390 rBV = 242929 486651 17.91%
35 11.505 1391 1398 1403 rBV2 88676 145888 5.37%

OrRrORO®
[
N
w
B

36 11.664 1422 1425 1426 rVv2 8057 8461 0.31% ©0.030%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BG062054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc :

ALS Vvial : 11 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 11.822 1448 1452 1454 rBV4 6834 10212 0.38% 0.036%
38 11.887 1457 1463 1466 rVW4 37616 83899 3.09% 0.298%
39 11.916 1466 1468 1473 rVWv4 36061 49294 1.81% 0.175%
40 12.004 1477 1483 1490 rVB 92628 156943 5.78% 0.557%
41 12.098 1490 1499 1505 rBV9 26509 61187 2.25% 0.217%
42 12.151 1505 1508 1512 rVB5 7084 8595 0.32% 0.031%
43 12.234 1518 1522 1525 rVB5 10745 16142 0.59% 0.057%
44 12.298 1529 1533 1538 rBv4 27790 44499 1.64% 0.158%
45 12.333 1538 1539 1543 rVB4 12755 13690 0.50% 0.049%
46 12.392 1546 1549 1550 rBV3 10245 8744 0.32% 0.031%
47 12.51@ 1565 1569 1571 rBV5 7366 9883 0.36% 0.035%
48 12.574 1571 1580 1586 rVV3 43866 85787 3.16% 0.305%
49 12.657 1588 1594 1597 rBV 117075 208002 7.66% 0.738%
50 12.686 1597 1599 1608 rVB2 86459 128793 4.74% 0.457%
51 12.798 1608 1618 1625 rBV6 39093 104360 3.84% 0.370%
52 12.886 1626 1633 1637 rVBS 21559 38347 1.41% 0.136%
53 12.945 1637 1643 1646 rBV7 10895 21937 0.81% 0.078%
54 12.974 1646 1648 1649 rBV2 12088 8968 ©0.33% 0.032%
55 13.115 1668 1672 1676 rBV7 13385 24795 0.91% ©0.088%
56 13.168 1677 1681 1683 rVV5 22910 31132 1.15% 0.111%
57 13.203 1685 1687 1691 rVW4 11020 14058 ©.52% 0.050%
58 13.256 1692 1696 1701 rVV7 25173 37015 1.36% 0.131%
59 13.338 1705 1710 1716 rBV10 9803 24907 0.92% 0.088%
60 13.420 1720 1724 1728 rVV2 36223 60327 2.22% 0.214%
61 13.491 1728 1736 1742 rVB 1040322 1717632 63.23% 6.098%
62 13.556 1742 1747 1751 rVB8 16241 29548 1.09% 0.105%
63 13.620 1751 1758 1763 rBV 259165 411310 15.14% 1.460%
64 13.702 1763 1772 1780 rVV 1619113 2716458 100.00% 9.644%
65 13.767 1780 1783 1787 rVV5 12684 15638 ©0.58% 0.056%
66 13.861 1794 1799 1808 rBV 205315 339329 12.49% 1.205%
67 13.990 1815 1821 1825 rBV4 65973 114194 4.20%  0.405%
68 14.078 1827 1836 1840 rVV 780739 1229069 45.25% 4.363%
69 14.125 1840 1844 1847 rVV5 101778 159240 5.86% 0.565%
70 14.167 1847 1851 1857 rVB3 86334 149073 5.49% 0.529%
71 14.366 1879 1885 1892 rBV 842653 1591439 58.59% 5.650%
72 14.431 1892 1896 1902 rVB 423968 625730 23.03% 2.221%
73 14.513 1907 1910 1914 rVB 34668 40763 1.50% 0.145%
74 14.566 1914 1919 1926 rBV 118947 222864 8.20% 0.791%
75 14.666 1927 1936 1944 rVB4 741225 1443095 53.12% 5.123%
76 14.731 1944 1947 1950 rBV5 17226 27897 1.03% 0.099%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BG062054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc :

ALS Vvial : 11 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 14.801 1955 1959 1964 rBV2 44210 63146 2.32% 0.224%
78 14.895 1971 1975 1978 rBV2 99280 161314 5.94% ©.573%
79 15.118 2009 2013 2019 rVB 121678 176452 6.50% 0.626%
80 15.254 2034 2036 2041 rVB3 30709 32758 1.21% 0.116%
81 15.318 2045 2047 2048 rBV2 11074 9811 ©0.36% ©0.035%
82 15.359 2048 2054 2057 rBVe 31433 56643 2.09% 0.201%
83 15.471 2068 2073 2081 rBV6 30452 82635 3.04% ©0.293%
84 15.583 2090 2092 2098 rVB7 28303 37674 1.39% 0.134%
85 15.665 2099 2106 2117 rVB 884611 1386388 51.04% 4.922%
86 15.776 2120 2125 2135 rVB 375059 579450 21.33% 2.057%
87 16.811 2297 2301 2305 rVB7 29221 42931 1.58% 0.152%
88 17.022 2333 2337 2340 rBV6 17168 29542 1.09% ©.105%
89 17.116 2350 2353 2357 rBVe6 18395 36110 1.33% 0.128%
990 17.416 2398 2404 2410 rBV 498092 771860 28.41% 2.740%
91 17.516 2415 2421 2430 rVV 1041944 1565312 57.62% 5.557%
92 17.580 2430 2432 2436 rVB5 18547 22630 0.83% 0.080%
93 17.692 2449 2451 2454 rVB3 20235 22080 0.81% 0.078%
94 18.297 2550 2554 2557 rBV6 27857 48888 1.80% 0.174%
95 19.795 2804 2809 2816 rBV 1205909 1746993 64.31% 6.202%
96 21.675 3123 3129 3136 rVB2 482376 809691 29.81% 2.874%
97 24.666 3629 3638 3648 rVB2 700832 1820344 67.01% 6.462%
98 24.883 3666 3675 3685 rVB2 320768 923380 33.99% 3.278%
99 31.858 4860 4862 4863 rBvV2 12303 7813 0.29% 0.028%
100 31.952 4876 4878 4879 rBV2 12606 8210 0.30% 0.029%
Sum of corrected areas: 28168325
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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

Abundance TIC: BG062054.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000 10.477
7.574 i 9.208 9.930 10L8:988.1.399
10.7

20000013.473 6
7.% 8. 039 65 4

3.861
03:488 | 4243 5.312 6.7587.1JQ§1 71621 8 23{85 amm S
T ‘ T T 1T ‘ T T 1T ‘ T T 1T ‘ T 171 ‘ T T 1T ‘ T T 17T ‘ T T ‘ T T 1T ‘ T T 1T ‘ L T T ‘ \ T \ ‘ T 1T ‘ T T 1T ‘ T T T T ‘ T 1T ‘ T 1T ‘ T 1T ‘

Time--> 350 400 450 500 550 6.00 650 7.00 7.50 8.00 850 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG062054.D\data.ms
1600000 13.y02

1400000 19.795

1200000 17.516
13.491

1 15.665
000000 14.366

14.078 | 14.666

800000

21.675
600000 17.416

400000

200000

16.81122611B%92 18.297 et

e
Time--> 1350 14.00 14.50 15.00 1550 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

Abundance TIC: BG062054.D\data.ms
1600000

1400000
1200000

1000000

24.666
800000

600000

4.883
400000

200000
388982

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

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 32.50

e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 22
R.T. EstConc Area Relative to ISTD R.T.
8.579 2.26 ng/ul 26145 1,4-Dichlorobenzene-d4 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Aminoethanesulfonamide 124 C2H8N202S 004378-70-5 32
2 2-Chloroethanol 80 C2H5C10 000107-07-3 9
3 1-Propanethiol, 2-methyl- 90 C4H1es 000513-44-0 9
4 Dithiocarbamate, S-methyl-,N-(2-... 191 C7H13NOS2 135923-14-7 9
5 1-Propanesulfonyl chloride 142 C3H7C102S 010147-36-1 9

Abundance Scan 900 (8.579 min): BG062054.D\data.ms (-895) (-) m/z 43.10 100.00%

5000
| 1109.2 451 8.20 8.40 8.60 8.80 9.00
0 L m/z 41.00 54.52%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11700: 2-Aminoethanesulfonamide
30.0
5000
8.20 8.40 8.60 8.80 9.00
m/z 44.00 16.62%
80.0
O\\ ‘\“\}\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1195: 2-Chloroethanol
31.0
e AR mmaEsLEE
8.20 8.40 8.60 8.80 9.00
5000 m/z 80.80 13.38%
BEE
o el e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2634: 1-Propanethiol, 2-methyl- SVPHININ NN, AL VS
41.0 8.20 8.40 8.60 8.80 9.00
m/z 39.05 12.27%
90.0
5000
01 i"uw\‘J“"‘“"‘“"H‘HH‘HH‘HH‘HH“
m/z--> 0 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 11
R.T. EstConc Area Relative to ISTD R.T.
9.108 5.94 ng/ul 68617 1,4-Dichlorobenzene-d4 8.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disulfide, (1-methylethyl) (1,1-... 164 C7H16S2 043022-60-2 40
2 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 38
3 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 25

4 4-Decene, 2,2-dimethyl-, (Z)- 168 C12H24 055499-03-1 25
5 Propane, 2-isothiocyanato-2-methyl- 115 C5HONS 000590-42-1 25

Abundance Scan 990 (9.108 min): BG062054.D\data.ms (-982) (-) m/z 57.10 100.00%

57.1
5000

A
(N N N RN R

115.6 542 8.80 9.00 9.20 9.40
. |
Ll SO 230 3802 4720 842 0 4 00 6a.23%

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

Abundance  #40163: Disulfide, (1-methylethyl) (1,1-dimethylethyl)
57.0

o

-

5000
8.80 9.00 9.20 9.40
m/z 39.00 21.00%
w 164.0
O‘\\\\"J\‘\\\’J\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5143 Propane, 2-methyl-2-nitro-
57.0
8.80 9.00 9.20 9.40
5000 m/z 55.85  7.53%
0‘\\‘\\‘,"J\\\\,\\\\‘\\u‘u\\‘\\\\‘\\H‘HHWHWHWH‘\
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18338: Propane, 2-bromo-2-methyl-
57.0 8.80 9.00 9.20 9.40
m/z 62.90 5.39%
5000
ol i, 1230
e T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 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 3 unknown-©3 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.654 7.72 ng/ul 143237  Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tridecyn-4-o0l 196 C13H240 074646-37-0 35
2 Propanedinitrile, cyclohexyl(2-m... 244 C16H24N2 074764-55-9 35
3 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 27
4 1-Pentyn-3-ol 84 C5H80 004187-86-4 25
5 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 25
Abundance Scan 1083 (9.654 min): BG062054.D\data.ms (-1076) (-) m/z 43.00 100.00%
3.0
83.1
5000
\WKMJ\
M“‘ 14\7'0 208.2 315.8 250 1000
ol b 25 PT m/z 55.08  92.32%
miz-> 50 100 150 200 250 300
Abundance #71615: 1-Tridecyn-4-ol
83.0
M.
5000 e ; W{“’W
9.50 10.00
m/z 41.00 68.50%
‘ 157.0
O T \L\‘ ‘H “ M‘U‘\m‘]?z\]“\o\ “\ LI ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #128568: Propanedinitrile, cyclohexyl(2-methylcyclohexy!
55.0
SUSIWEVS e
97.0 9.50 10.00
5000 m/z 83.10 65.43%
0 200§ gl 162.0 201.0 244.0
e e
miz--> 50 100 150 200 250 300
Abundance #3763: 2-Pentene, 2,3-dimethyl-
55.0 9.50 10.00
m/z 106.00 53.20%
5000 98.0
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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-04 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.553 2.54 ng/ul 47088 Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 23
2 CH3C(0)0(CH2)3CH=CH2 128 C7H1202 001576-85-8 17
3 1-Propanesulfonyl chloride 142 C3H7C102S 010147-36-1 17
4 Acetic acid, 4-acetoxy-5-acetoxy... 274 C11H1408 1000190-91-8 9
5 Oxalic acid, monoamide, n-propyl... 229 C12H23NO3 1000309-64-6 9
Abundance Scan 1236 (10.553 min): BG062054.D\data.ms (-1232) (- 43.00 100.00%
43.0
- /J\M
108.0 10. 50
220.9 356.0 |
O 164822092760 3900 AT7. . 4165 36.34%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22192: Isopropylsulfonyl chloride
43.0
5000
10 50

m/z 39.00 12.09%

oLk 990
TTT ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 0 50 100 150 200 250 300 350 400 450

Abundance #13993: CH3C(O)O(CH2)3CH=CH2 W\N
43.0
el

10.50
5000 m/z 42.00 8.92%
0 ‘J‘J‘LM‘LM""‘H‘HH,HHWH“m_m‘uwuu
mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #22194: 1-Propanesulfonyl chloride
43.0 10.50
m/z 108.00 6.40%
5000
107.0
0 Hk“_L‘w"H"‘H“H“H“‘H“_“w“u“u‘ A4,
m/z--> 0 50 100 150 200 250 300 350 400 450 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.771  14.32 ng/ul 265810 Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 62
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 62
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 60
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 58
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 58
Abundance Scan 1273 (10.771 min): BG062054.D\data.ms (-1261) (-~ | m/z 55.00 100.00%
55.0
- th\
81 s 1100
147.1 : :
ob— W bl ‘M Al 28883432 407 /7 83.10  68.49%
miz--> 50 100 150 200 250 300 350 400
Abundance #3774: 2-Pentene, 3,4-dimethyl-
55.0
5000 Sa. AN
10.50 11.00
‘ 8.0 m/z 43.00  52.05%
O”
m/z--> 50 100 150 200 250 300 350 400
Abundance #3775: 2-Pentene, 2,4-dimethyl-
55.0
P —
10.50 11.00
5000 m/z 41.00 30.94%
8.0
ol lidl
m/z--> 50 100 150 200 250 300 350 400
Abundance #3813: 2-Pentene, 3,4-dimethyl-, (2)- e ——
55.0 10.50 11.00
m/z 98.10 18.41%
5000
8.0
il
m/z--> 50 100 150 200 250 300 350 400 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 Cyclohexanecarboxylic acid,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.399  26.23 ng/ul 486651 Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid, 4-cy... 229 C14H15NO2 1000307-70-6 50
2 5-Amino-1-ethylpyrazole 111 C5H9N3 003528-58-3 38
3 Cyclopentanone, 2-chloro- 118 C5H7C10 000694-28-0 37
4 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 35
5 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 35
Abundance Scan 1380 (11.399 min): BG062054.D\data.ms (-1373) (- | m/z 55.00 100.00%
55.0
5000
111.1 A
ey . :
’M | ~11.00 11.50
O hidll L 2208 4549 533. .. 43,00  75.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #110407: Cyclohexanecarboxylic acid, 4-cyanophenyl es
83.0
5000 oL LA
11.00 11.50
m/z 83.05 51.77%
O’\\\”\J‘\‘\‘H“\‘A‘\\‘\\\\‘2\2\\9\.?\\\\‘\\\\‘\\\\‘\\\\’HH’HH’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6864: 5-Amino-1-ethylpyrazole
83.0
AN
11.00 11.50
5000 m/z 41.00 42.07%
) e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9986: Cyclopentanone, 2-chloro- T 1
55.0 11.00 11.50
m/z 69.10 36.88%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 unknown-@5 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.505 7.86 ng/ul 145888 Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid, 4-cy... 229 C14H15NO2 1000307-70-6 35
2 3-Amino-2-cyclohexenone 111 C6HSONO 005220-49-5 30
3 Cyclohexanecarboxylic acid, 4-tr... 310 C20H3802 1000280-59-5 16
4 4-Hexen-2-one, 3,4-dimethyl- 126 C8H140 053252-21-4 16
5 Benzenamine, N-ethyl- 121 C8H11N 000103-69-5 14

Abundance Scan 1398 (11.505 min): BG062054.D\data.ms (-1391) (- | m/z 55.10 100.00%

55.1
- /\A JJ
e Pty
11.50
0- m/z 43.00 80.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #110407: Cyclohexanecarboxylic acid, 4-cyanophenyl es
83.0
5000 e ‘
11.50
m/z 106.00 60.23%
0 2700 0 1L 229.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #6901: 3-Amino-2-cyclohexenone
83.0 /
T \
11.50
5000 ITI/Z 41.10 55.84%
27&‘
omu‘whwH"""""""H_m_m_uwuw
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #212206:Cydohexanecmboxyhcacm,44ﬂdecyleﬁer —
83.0 11.50
m/z 69.05 53.14%
5000
Tl e
oL dLibl

m/z--> 50 100 150 200 250 300 350 400 450 500 1L50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 8 unknown-06 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.887 4.52 ng/ul 83899 Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,9-Dichlorononane 196 C9H18C12 000821-99-8 25
2 Citronellal 154 C10H180 000106-23-0 12
3 3-(Benzyloxy)-N-[(3-ethylisoxazo... 366 C21H22N204 1000482-44-7 10
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 10
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 10
Abundance Scan 1463 (11.887 min): BG062054.D\data.ms (-1457) (1 m/z 91.00 100.00%
91.0
41.0
5000
160.1
11.50 12.00
250.5 365.9 430.
0’ w‘hu‘w e e S m/z 40.95 70.63%
miz--> 50 100 150 200 250 300 350 400
Abundance #72267: 1,9-Dichlorononane
91.0
41.
5000 - e
11.50 12.00
\ m/z 54.95 60.33%
0 HH\“““‘\“HM““ M‘“H\‘\ \'\1‘6(\)?0\\‘\\H‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #30939: Citronellal
41.0
- R e
11.50 12.00
5000 m/z 69.00 49.,09%
95.0
H ‘ ‘ 154.0
bbbl
m/z--> 50 100 150 200 250 300 350 400
Abundance #275142: 3-(Benzyloxy)-N-[(3-ethylisoxazol-5-yl)methyl]-2 = ey
91.0 11.50 12.00
m/z 39.00 27.13%
5000
0280 149.0196.0241.0 366.0
e e e — T
m/z--> 50 100 150 200 250 300 350 400 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 9 unknown-07 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.916 2.66 ng/ul 49294  Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 3,5-dimethoxy- 153 C8H11NO2 010272-07-8 49
2 Lenacil 234 C13H18N202 002164-08-1 43
3 Benzeneacetic acid, .alpha.,4-di... 212 C1@H1205 002911-74-2 42
4 Normetadrenaline 183 C9H13NO3 000097-31-4 40
5 Benzenethiol, p-(dimethylamino)- 153 C8H11NS 004946-22-9 38

Abundance Scan 1468 (11.916 min): BG062054.D\data.ms (-1466) (- | m/z 153.05 100.00%
158.1

50001 41.0
ol L2
“ 93.0 207.0 3960 476. 12.00
0 ":MJ\“““““““H‘M‘hn‘l!Hh"ﬂ“"‘,"H_m_m‘_m_"” m/z 41.00  46.76%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30709: Benzenamine, 3,5-dimethoxy-
153.0
5000 T
12.00
m/z 57.05 36.65%
94.0
41.0 |
0 \‘\‘\‘\\““l\m'\m\l\““1\\M\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115858: Lenacil
153.0
——
12.00
5000 ITI/Z 125.00 30.85%
80.0 |
oottt

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

Abundance #89127: Benzeneacetic acid, .alpha.,4-dihydroxy-3-meth
03.0 153.0 12.00

m/z 43.00 23.97%

5000

39.0 212.0

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.004 8.46 ng/ul 156943  Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, 2,2-dimethyl-, (Z)- 112 C8H16 000690-92-6 58
2 3-Hexene, 2,2-dimethyl-, (Z)- 112 C8H16 000690-92-6 58
3 Propanedinitrile, cyclohexyl(2-m... 244 C16H24N2 074764-55-9 50
4 4-Hexen-3-one, 4-methyl- 112 C7H120 052883-78-0 49
5 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 49

Abundance Scan 1483 (12.004 min): BG062054.D\data.ms (-1477) (- | m/z 55.00 100.00%
55.0
7.1 L — ]
161.1 ] 12.00
oL, ‘\‘ 2281 2768 384€ ) 69.05  57.48%
miz--> 50 100 150 200 250 300 350
Abundance #7650: 3-Hexene, 2,2-dimethyl-, (2)-
55.0
5000 [ = ey !
12.00
m/z 83.05 49.49%
O
miz--> 50 100 150 200 250 300 350
Abundance #7644: 3-Hexene, 2,2-dimethyl-, (2)- /\ﬂw
55.0
sttt Lgau /N Wl
12.00
5000 m/z 41.00 47 .65%
15.1 ‘ ‘
oL L. ‘MHH_HWm_m_m_
m/z--> 50 100 150 200 250 300 350
Abundance #128568: Propanedinitrile, cyclohexyl(2-methylcyclohexy T ‘
55.0 12.00
m/z 43.00 42.81%
97.0
5000
0 ol 16202010 244.0
e e
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 11 unknown-08 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.098 3.30 ng/ul 61187 Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10OH160 006752-80-3 38
2 1-Adamantanol 152 C10H160 000768-95-6 38
3 1-Adamantanol 152 C10H160 000768-95-6 35
4 1-Adamantanol 152 C1@H160 000768-95-6 35
5 Bicyclo[2.2.1]heptane, 2-methoxy... 168 C11H200 004443-51-0 35
Abundance Scan 1499 (12.098 min): BG062054.D\data.ms (-1490) (- | m/z 94.95 100.00%
95.0
181.0
5000
389
| ‘ “ ‘ 278.0  369.2 522.1 12.00 12.50
0 WA L el m/z 43.00 98.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29274: 5,7-Octadien-4-one, 2,6-dimethyl-, (E)-
95.0
5000 —— —
12.00 12.50
152.0 m/z 41.00 70.69%
ol ]l )
O’\\\“\“H‘\h\\H\H‘1\\“\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29082: 1-Adamantanol
95.0
—— —
12.00 12.50
5000 m/z 181.00 59.81%
152.0
39\.0 J
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29090: 1-Adamantanol L ‘ﬁM LA ‘A‘
95.0 12.00 12.50
m/z 38.90 28.56%
5000
152.0
39\.0 J
Y T N S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.298 2.40 ng/ul 44499  Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 35
2 4-Hexen-3-one, 4-methyl- 112 C7H120 052883-78-0 30
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 30
4 3-Ethyl-2-hexene 112 C8H16 000620-00-8 27
5 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 27
Abundance Scan 1533 (12.298 min): BG062054.D\data.ms (-1529) (- | m/z 55.00 100.00%
55.0
5000
11123471 o L
216.5 283.0 3294 12.00 12.50
0 L m/z 43.60  80.00%
miz--> 50 100 150 200 250 300
Abundance #7578: 3-Hexene, 2,4-dimethyl-
55.0
5000 —r— ——
12.00 12.50

m/z 83.00 70.79%

‘ 112.0
l?'\(ﬂ\‘MML\‘L‘}M\H\“ \‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
mi/z--> 50 100 150 200 250 300
Abundance #7377: 4-Hexen-3-one, 4-methyl-
55.0
T A\ T T ‘ T T

o

12.00 12.50
5000 ITI/Z 41.00 31.52%
H 112.0
omu‘u‘;mwm‘“‘H,Hw_m_‘w_m
mlz--> 50 100 150 200 250 300
Abundance #7532: Cyclohexane, ethyl- T .
83.0 12.00 12.50
m/z 53.10 30.29%
5000 41.0
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 13 (DEL) Alkane: Cyclicl2.574 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.574 4.62 ng/ul 85787 Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 53
2 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 52
3 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 50
4 Sulfurous acid, cyclohexylmethyl... 346 C19H3803S 1000309-22-0 50
5 Z-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 50
Abundance Scan 1580 (12.574 min): BG062054.D\data.ms (-1571) (1 m/z 97.85 100.00%

97.0
55.0
5000
167.0 12.50
236.4 . 337.
0 ‘,“‘ui“wuuw‘“ 2304 2818 S5, 55.00  81.11%
miz-> 50 100 150 200 250 300
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 —— :
12.50

m/z 69.00 45.53%

1\5‘.\4“\ L“ "“\ H‘\ 1“\ " \‘ L ‘ L ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #7623: 2-Pentene, 2,3,4-trimethyl-
55.0 97.0

5000 m/z 41.10  39.87%

15. ‘ ‘

0! u‘w‘“,uH“HH‘HH_HWHH
miz--> 50 100 150 200 250 300
Abundance #303682: Sulfu

rous acid, cyclohexylmethyl hexadecyl est T
97.0 12.50
m/z 43.00 34.08%

A \H \“ ‘MH hh |

1410 225.0

7
m/z--> 50 100 150 200 250 300 12.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.657 11.21 ng/ul 208002 Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 64
2 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 64
3 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 42
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 33

Abundance Scan 1594 (12.657 min): BG062054.D\data.ms (-1588) (- | m/z 56.00 100.00%

56.0
5000
R Py
‘ \11 0 12.50 13.00
ol kiAo 1959 8622 5290 ... 5710 41.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7583: 1-Hexene, 2,5-dimethyl-
56.0
5000 IR

T
12.50 13.00
m/z 41.00 41.00%

112.0
\“”‘“\‘l‘”\““‘!““\‘“‘\““\““!““\““\“"!““
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7597: 1-Hexene, 2,5-dimethyl-
56.0

T
12.50 13.00

o

5000 m/z 55.00 19.58%
‘ 112.0
0\”““\*'lH‘\*‘Hw”w*Hw*w””v”w”wm‘v”” MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7680: Cyclobutane, 1,2,3,4-tetramethyl- — ——
56.0 12.50 13.00

m/z 69.00 17.40%

) www/\/\/\MW
ol il 112.0

‘\\\\‘l\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\

o T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 15 unknown-09 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.686 6.94 ng/ul 128793  Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Dimethyl-1-silacyclo-3-pentene 112 C6H12Si 016054-12-9 49
2 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 47
3 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 40
4 2-(Diethylamino)acetonitrile 112 C6H12N2 003010-02-4 40
5 Cyclopentanecarboxylic acid, 2,2... 184 C11H2002 1000282-42-6 38

Abundance Scan 1599 (12.686 min): BG062054.D\data.ms (-1597) (- | m/z 97.10 100.00%
97.1

55.0
5000
12.50 13.00
161.0 |
o bl BSOS 816 8920 Tl s eg 10w
miz--> 50 100 150 200 250 300 350
Abundance #7180: 1,1-Dimethyl-1-silacyclo-3-pentene
97.0
5000 oI T
12.50 13.00
43.0

m/z 69.00 44.24%

T \“\‘ “J \‘“‘\“‘ \‘\ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ LU
mi/z--> 50 100 150 200 250 300 350
Abundance #7174: 1-(Trimethylsilyl)-1-propyne
97.0

o

12.50 13.00
5000 ITI/Z 43.00 29.51%
43.0
o‘m“ph“‘wu\“m"m‘m‘_m_m_m
m/z--> 50 100 150 200 250 300 350
Abundance #7240: 2(5H)-Furanone, 5,5-dimethyl- —— —
97.0 12.50 13.00
m/z 70.05 20.11%
5000{ 43.0
o‘ww‘:“p‘““:H_“H_m_m_m‘””_m LMWW‘ .
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 16 unknown-10 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.491 23.80 ng/ul 1717630  Acenaphthene-d10 14.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-3-met... 82 C6H10 062338-02-7 30
2 Spiropentane 68 C5H8 000157-40-4 27
3 2-Octyne 110 C8H14 002809-67-8 27
4 Spiropentane 68 C5H8 000157-40-4 27
5 1,5-Hexadiene 82 C6H1e0 000592-42-7 25

Abundance Scan 1736 (13.491 min): BG062054.D\data.ms (-1728) (- m/z 56.10 100.00%

56.1
126.1
5000
=
| M 1 ‘ oo
Ol AA Y (1928 2734 3587 463.2524. /7 67.00  95.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1439: Cyclopropane, 1,2-dimethyl-3-methylene-
67.0
5000 T T
13.50
‘ m/z 41.00 80.31%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #497: Spiropentane
67.0
=
13.50
5000 ITI/Z 126.05 66.42%
o_“& el e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6657: 2-Octyne ]
41.0 13.50

5000
I \”\\‘ 11190
o e e e
13.50

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.620 5.70 ng/ul 411310  Acenaphthene-d10 14.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 64
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 64
3 2,3-Dimethyl-1-hexene 112 C8H16 016746-86-4 56
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 50
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 50

Abundance Scan 1758 (13.620 min): BG062054.D\data.ms (-1751) (- | m/z 70.10 100.00%

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

Abundance #7569: 2,3-Dimethyl-1-hexene e =
70.0 13.50 14.00

m/z 42.05 16.10%

70.1
5000
e —
H 125.1 13.50 14.00
Oyl 2084 4258 493 n/; ss.00  68.27%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #643: 2-Methyl-1-butene
55.0
5000
13.50 14.00
H m/z 41.00 38.47%
O‘\\\\‘\‘il\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #647: 2-Butene, 2-methyl-
55.0
A= =4
13.50 14.00
5000 m/z 69.10 20.62%
i ﬂL

5000

S

oo fhid

e \
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.703  37.65 ng/ul 2716460  Acenaphthene-d10 14.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methylene- 140 C10H20 051655-64-2 72
2 Heptane, 3-methylene- 112 C8H16 001632-16-2 72
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 64
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 64
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 64
Abundance Scan 1772 (13.702 min): BG062054.D\data.ms (-1763) (- | m/z 70.05 100.00%
70.0
5000
e —
H I 13.50 14.00
Ol 1340 192.7 27063269 4616  n/; 55,00  78.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20684: Nonane, 3-methylene-
70.0
5000

13.50 14.00
m/z 41.00 33.88%

‘\\H\Lyll\‘f!‘\J]\-\4}O‘.0\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7563: Heptane, 3-methylene-
70.0

=
13.50 14.00
5000 m/z 42.00  22.50%

o

150, | |

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

Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha., ‘ —
70.0 13.50 14.00

m/z 38.95 20.01%

o

5000

-

OIQ@HJ‘.\\

-
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00

SFAM-EPA-BGO70224.MA.M Mon Jul 15 04:23:55 2024 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 19 5,5-Dimethyl-1,3-hexadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.861 4.70 ng/ul 339329  Acenaphthene-d10 14.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 83
2 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 78
3 3-Cyclopenten-1-one, 2,2,5,5-tet... 138 C9H140 081396-36-3 78
4 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 72
5 1,3-Hexadiene, 2,5-dimethyl- 110 C8H14 029253-64-3 72

Abundance Scan 1799 (13.861 min): BG062054.D\data.ms (-1794) (- | m/z 95.10 100.00%
95.1
5000
41.0
[ ey
‘ m 1671 13.50 14.00
ol il 2072 217.6 3033 354.7 406. /7 110.05  60.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #6743: 5,5-Dimethyl-1,3-hexadiene
95.0
5000 e i
13.50 14.00
41.0 m/z 67.00 38.52%
O 3
m/z--> 50 100 150 200 250 300 350 400
Abundance #6766: 2,4-Hexadiene, 2,5-dimethyl-
95.0
13.50 14.00
5000 41.0 ITI/Z 40.95 31.17%
AN T
m/z--> 50 100 150 200 250 300 350 400
Abundance  #20280: 3-Cyclopenten-1-one, 2,2,5,5-tetramethyl- = ==
95.0 13.50 14.00
m/z 38.95 21.46%
5000
41.0
‘ ‘ 138.0
o‘H:'ﬂ“w‘u“;“mJH“_‘H_m‘m‘_m_m_ . S
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

SFAM-EPA-BGO70224.MA.M Mon Jul 15 04:23:55 2024 Page: 23



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224 .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 20 (DEL) Alkane: Cyclicl4.167 Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
14.167 2.07 ng/ul 149073  Acenaphthene-di10 14.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, 2-ethyl-1-methyl-3-... 140 C10H20 061233-72-5 47
2 Acrylamide, N-allyl-N-(3-methylb... 181 C11H19NO 1000446-17-8 40
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 38
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 37

5 1,2-Oxaborolane, 2-ethyl-4,5-dim... 126 C7H15BO 074685-45-3 37

Abundance Scan 1851 (14.167 min): BG062054.D\data.ms (-1847) (- | m/z 70.10 100.00%
70.1
5000 124.0 /\
— A
| 1833 257 14.00 14.50
ol bl bl bgl 3838 2 m/z 55.85  75.28%
miz—-> 50 100 150 200 250 300 350 400 450

Abundance #20769: Cyclobutane, 2-ethyl-1-methyl-3-propyl-

70.0
5000

14.00 14.50
m/z 123.95 47.62%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #55854: Acrylamide, N-allyl-N-(3-methylbutyl)-
70.0

s
124.0 14.00 14.50
5000 m/z 43.00 45.19%

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

Abundance #7707: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., T
70.0 14.00 14.50

m/z 57.05 35.29%

B M
M “\ \‘ \‘ [

T \
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14.50

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.431 8.67 ng/ul 625730  Acenaphthene-di10 14.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decene, (Z)- 140 C10H20 020348-51-0 27
2 2-Furanpropionic acid 140 C7H803 000935-13-7 22
3 3-Hydroxy-2,2,4-trimethyl-3-pent... 140 C8H1202 003173-79-3 22
4 2,3-Diazabicyclo[2.2.1]hept-2-en... 178 C11H18N2 150667-99-5 14
5 Dimethylmalonic acid, monochlori... 220 C10H17C103 1000361-60-7 14
Abundance Scan 1896 (14.431 min): BG062054.D\data.ms (-1892) (- | m/z 81.00 100.00%
81.0
5000
To.l
=
14.50
9%.0 !
0 WWM i u“ujﬁ b 2821 A3 mjz 55.00 89.28%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20653: 2-Decene, (2)-
55.0
5000 LI
14.50
140.0 m/z 70.85  75.26%
O‘\\‘\\““\l‘\‘”\'“\‘}‘\h\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21099: 2-Furanpropionic acid
81.0
—
14.50
5000 m/z 43.00 73.76%
140.0
L
L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21334: 3-Hydroxy-2,2,4-trimethyl-3-pentenoic acid .beta T
70.0 14.50
m/z 41.00 63.75%
5000
140.0
015-9“” ——
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 22 (DEL) Alkane: Cyclic14.566 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.566 3.09 ng/ul 222864  Acenaphthene-di10 14.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 64
2 2,3-Dimethyl-1-hexene 112 C8H16 016746-86-4 64
3 Heptane, 3-methylene- 112 C8H16 001632-16-2 64
4 Heptane, 3-methylene- 112 C8H16 001632-16-2 64
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 64
Abundance Scan 1919 (14.566 min): BG062054.D\data.ms (-1914) (- | m/z 70.10 100.00%
70.1
w W
1450 |
ol Al %%E'?‘??Q'?‘ 2811385 ss.ee  56.64%
m/z--> 50 100 150 200 250 300 350
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 —— :
14.50
m/z 41.00 30.90%
O
miz--> 50 100 150 200 250 300 350
Abundance #7569: 2,3-Dimethyl-1-hexene
70.0
T T
14.50
5000 m/z 42.00 14 .80%
27.
Jdfy )| 1120
ol - e e
m/z--> 50 100 150 200 250 300 350
Abundance #7572: Heptane, 3-methylene- — ‘
70.0 14.50
m/z 39.00 13.08%
5000
112.0
27. ‘
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BGO62054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc

ALS vial : 11 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 23 Phenol, 4-(1,1-dimethylprop... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.118 2.45 ng/ul 176452  Acenaphthene-di10 14.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 87
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 87
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 83
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 78
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 78
Abundance Scan 2013 (15.118 min): BG062054.D\data.ms (-2009) (- | m/z 135.05 100.00%
135.1
5000 j\
43.0 T ‘ T T ‘ T
H | H 2230 326 ) 15.00 15.50
Ol gl Ll 2230 8262 542 .7 107.00  68.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 [ Sl
15.00 15.50
m/z 95.00  21.89%
77.0
O]‘-?\.QM"\HLX“‘"\'?r'\%\l\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
—— —
15.00 15.50
5000 m/z 43.00 17.89%
41.0
0“H‘J,‘"wh\m”‘wm\‘\‘H‘mwm"‘H“m‘mwmwu_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27474: Phenol, p-tert-butyl- T —
135.0 15.00 15.50
m/z 91.10 17.76%
5000
41.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071224\
Data File : BG062054.D

Acqg On : 13 Jul 2024 00:07
Operator : MA/JU

Sample : P3137-16

Misc :

ALS Vvial : 11 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 8.579 2.3 ng/ul 26145 1 8.039 231004 20.0
unknown-02 9.108 5.9 ng/ul 68617 1 8.039 231004 20.0
unknown-03 9.654 7.7 ng/ul 143237 2 10.853 371134 20.0
unknown-04 10.553 2.5 ng/ul 47088 2 10.853 371134 20.0
(DEL) Alkane: S... 10.771 14.3 ng/ul 265810 2 10.853 371134 20.0
Cyclohexanecarb... 11.399 26.2 ng/ul 486651 2 10.853 371134 20.0
unknown-05 11.505 7.9 ng/ul 145888 2 10.853 371134 20.0
unknown-06 11.887 4.5 ng/ul 83899 2 10.853 371134 20.0
unknown-07 11.916 2.7 ng/ul 49294 2 10.853 371134 20.0
(DEL) Alkane: S... 12.004 8.5 ng/ul 156943 2 10.853 371134 20.0
unknown-08 12.098 3.3 ng/ul 61187 2 10.853 371134 20.0
(DEL) Alkane: S 12.298 2.4 ng/ul 44499 2 10.853 371134 20.0
(DEL) Alkane: C 12.574 4.6 ng/ul 85787 2 10.853 371134 20.0
(DEL) Alkane: S... 12.657 11.2 ng/ul 208002 2 10.853 371134 20.0
unknown-09 12.686 6.9 ng/ul 128793 2 10.853 371134 20.0
unknown-10 13.491 23.8 ng/ul 1717630 3 14.672 1443100 20.0
(DEL) Alkane: S... 13.620 5.7 ng/ul 411310 3 14.672 1443100 20.0
(DEL) Alkane: S... 13.703 37.6 ng/ul 2716460 3 14.672 1443100 20.0
5,5-Dimethyl-1,... 13.861 4.7 ng/ul 339329 3 14.672 1443100 20.0
(DEL) Alkane: C... 14.167 2.1 ng/ul 149073 3 14.672 1443100 20.0
(DEL) Alkane: S... 14.431 8.7 ng/ul 625730 3 14.672 1443100 20.0
(DEL) Alkane: C... 14.566 3.1 ng/ul 222864 3 14.672 1443100 20.0
Phenol, 4-(1,1-... 15.118 2.5 ng/ul 176452 3 14.672 1443100 20.0
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