LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc :

ALS vial : 7 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-BG092524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO63072.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.720 102 107 119 rVB 76065 141310 1.04% 0.175%
2 6.845 635 639 645 rvv3 63858 121104 0.89% 0.150%
3 6.904 645 649 652 rVW2 77006 118043 0.86% 0.146%
4 6.945 652 656 661 rvw 98371 150262 1.10% ©0.186%
5 7.016 661 668 674 rVV3 272348 555697 4.07% 0.688%
6 7.180 691 696 702 rBV 128184 209500 1.53% 0.259%
7 7.274 709 712 717 rW 99440 143386 1.05% 0.178%
8 7.380 725 730 741 rVB 213067 386274 2.83% 0.478%
9 7.480 741 747 755 rBV2 349265 715154 5.24% 0.886%
106 7.844 801 809 815 rBV3 241634 483378 3.54% 0.599%
11 7.968 826 830 838 rVB3 64187 107347 ©0.79% 0.133%
12 8.326 886 891 897 rBVS5 49580 110346 0.81% 0.137%
13 8.385 897 901 907 rVB4 93741 198746 1.46% 0.246%
14 8.485 914 918 920 rBV2 139703 194830 1.43% 0.241%
15 8.561 925 931 937 rVB 252977 447840  3.28%  ©.555%
16 8.614 937 940 943 rBvV 91470 123000 0.90% 0.152%
17 8.649 943 946 953 rVB 96128 157784 1.16% ©.195%
18 8.802 967 972 974 rBV 82953 128160 ©.94% 0.159%
19 8.837 974 978 989 rVB3 740387 1211011 8.87% 1.500%
20 8.961 989 999 1003 rBV3 512230 919731 6.74% 1.139%
21 9.002 1003 1006 1012 rVV2 160634 242884 1.78% 0.301%
22 9.078 1012 1019 1024 rVB 387470 585188 4.29% 0.725%
23 9.190 1034 1038 1046 rVB7 84860 200600 1.47%  0.248%
24 9.554 1092 1100 1105 rVV3 68038 191924 1.41% 0.238%
25 9.630 1108 1113 1121 rVB3 142825 251002 1.84% 0.311%
26 9.719 1122 1128 1134 rBV3 210428 397618 2.91% 0.492%
27 10.271 1216 1222 1229 rVV 334966 580880 4.26% 0.719%
28 10.529 1257 1266 1274 rBv4 71897 162314 1.19% 0.201%
29 10.647 1274 1286 1292 rBV2 7011523 12115188 88.76% 15.003%
30 10.759 1297 1305 1320 rVB2 2242561 4063972 29.77% 5.033%
31 10.929 1329 1334 1339 rBV 230599 372699 2.73% 0.462%
32 11.029 1345 1351 1358 rVB4 271551 509596 3.73% 0.631%
33 11.117 1358 1366 1369 rBV 263074 451824 3.31% 0.560%
34 11.252 1384 1389 1397 rBV4 183340 311064 2.28% ©0.385%
35 11.464 1420 1425 1430 rBV = 222773 361513 2.65% 0.448%

36 11.534 1430 1437 1439 rBV 868938 1461366 10.71% 1.810%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc :

ALS vial : 7 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-BG092524.MA.M
Title : SVOA CALIBRATION
37 11.628 1448 1453 1456 rBV3 101639 152619 1.12% 0.189%
38 11.663 1456 1459 1466 rVB3 95383 155817 1.14% 0.193%
39 11.793 1476 1481 1487 rVB2 121085 181846 1.33% 0.225%
40 11.881 1489 1496 1506 rBV 666033 1099962 8.06% 1.362%
41 11.969 1506 1511 1520 rBV6 149870 415005 3.04% 0.514%
42 12.057 1520 1526 1531 rVV2 929359 1471774 10.78% 1.823%
43 12.145 1537 1541 1545 rVV2 107216 158182 1.16% 0.196%
44 12.304 1563 1568 1573 rVB4 127001 219344 1.61% 0.272%
45 12.486 1592 1599 1603 rBv4 217814 437706  3.21% 0.542%
46 13.056 1688 1696 1701 rVB 566529 884026 6.48% 1.095%
47 13.314 1734 1740 1745 rBV2 106670 166006 1.22% 0.206%
48 13.514 1768 1774 1775 rBv4 90819 127889 ©.94% 0.158%
49 13.655 1789 1798 1804 rBV5 232079 483084 3.54% 0.598%
50 13.802 1819 1823 1829 rVV3 108427 225903 1.66% 0.280%
51 13.890 1830 1838 1845 rVB 689917 1113532 8.16% 1.379%
52 14.031 1856 1862 1867 rBV3 206800 385815 2.83% 0.478%
53 14.108 1871 1875 1878 rBV6 80913 146332 1.07% 0.181%
54 14.178 1882 1887 1891 rVV 694379 1005691 7.37% 1.245%
55 14.384 1917 1922 1926 rBV2 172354 256055 1.88% 0.317%
56 14.431 1926 1930 1934 rVV 220586 309817 2.27% 0.384%
57 14.484 1934 1939 1946 rVB 675303 1155162 8.46% 1.431%
58 14.566 1946 1953 1958 rVB5 113243 231905 1.70% 0.287%
59 14.695 1969 1975 1978 rBvV2 283569 494476 3.62% 0.612%
60 14.736 1978 1982 1986 rVV2 252000 373420 2.74% 0.462%
61 14.830 1993 1998 2003 rBV6 109577 202363 1.48% 0.251%
62 14.883 2004 2007 2015 rVB4 78628 130368 0.96% 0.161%
63 15.024 2027 2031 2035 rVB3 178825 247430 1.81% 0.306%
64 15.112 2041 2046 2052 rVB2 605332 900668 6.60%  1.115%
65 15.230 2061 2066 2071 rBV5 107434 178813 1.31% 0.221%
66 15.341 20677 2085 2091 rVB3 123265 241287 1.77% 0.299%
67 15.477 2103 2108 2115 rVB 1035550 1582627 11.59% 1.960%
68 15.565 2115 2123 2125 rBV5 166946 330471 2.42% 0.409%
69 15.618 2125 2132 2142 rVV2 834566 1694620 12.42% 2.099%
70 15.847 2165 2171 2176 rVB 414847 629308 4.61% 0.779%
71 16.052 2201 2206 2212 rBV8 49673 109228 ©0.80% 0.135%
72 16.205 2228 2232 2240 rVB2 167304 305146 2.24% 0.378%
73 16.405 2262 2266 2273 rVB2 88539 164652 1.21% 0.204%
74 16.898 2342 2350 2360 rBV 8560289 13649680 100.00% 16.904%
75 16.998 2363 2367 2372 rVV 180938 296036 2.17% 0.367%

76 17.051 2372 2376 2385 rVB3 114256 203191 1.49% 0.252%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc :

ALS vial : 7 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-BG092524.MA.M
Title : SVOA CALIBRATION
77 17.233 2402 2407 2412 rVW 969491 1458947 10.69% 1.807%
78 17.333 2418 2424 2431 rVV 1348906 1926126 14.11% 2.385%
79 17.739 2489 2493 2499 rVB2 154106 206930 1.52% 0.256%
80 17.815 2502 2506 2509 rVV2 72900 107556 ©.79% 0.133%
81 17.856 2509 2513 2518 rVV 113695 164433 1.20% 0.204%
82 17.909 2518 2522 2527 rVB 310870 394467 2.89% 0.489%
83 18.132 2554 2560 2564 rBv4 242903 400746 2.94% 0.496%
84 18.432 2607 2611 2616 rBV2 147514 196863 1.44%  0.244%
85 18.520 2621 2626 2635 rBv6 83703 210916 1.55% 0.261%
86 18.837 2676 2680 2687 rVB9 58440 110089 0.81% 0.136%
87 18.990 2702 2706 2710 rBVS5 71302 111543 0.82% 0.138%
88 19.084 2715 2722 2726 rVB3 263489 474616  3.48% 0.588%
89 19.219 2741 2745 2750 rVB2 145838 181080 1.33% 0.224%
90 19.630 2809 2815 2821 rBV 1848320 2664772 19.52%  3.300%
91 20.177 2905 2908 2914 rVB2 115325 136226 1.00% 0.169%
92 20.629 2981 2985 2988 rVB4 988608 114397 0.84% 0.142%
93 21.158 3071 3075 3084 rVB3 281941 471458  3.45% 0.584%
94 21.487 3125 3131 3139 rVB 1162958 1839344 13.48% 2.278%
95 21.663 3157 3161 3170 rVB3 109729 233242 1.71% 0.289%
96 22.251 3255 3261 3268 rBV 1799403 2744203 20.10% 3.398%
97 22.909 3368 3373 3378 rVB5 99735 156943 1.15% 0.194%
98 23.673 3496 3503 3509 rBV3 136597 275154  2.02% 0.341%
99 24.313 3602 3612 3622 rBV 1034110 2678499 19.62% 3.317%
100 24.525 3639 3648 3659 rVV 778164 2091014 15.32% 2.590%

Sum of corrected areas: 80749355
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG063072.D\data.ms

8000000
7000000 10.647
6000000
5000000
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2000000
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3.720
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Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG063072.D\data.ms
16.898

— S

8000000
7000000
6000000
5000000
4000000

3000000
2000000 19.630 22.251

15,47 17.233
10000003 g5~ 13.80.178.484 15115 118
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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 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG063072.D\data.ms

8000000
7000000
6000000
5000000
4000000
3000000

2000000

24,
1000000 325
909 23673
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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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.845 5.01 ng/ul 121104 1,4-Dichlorobenzene-d4 7.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
2 Dimethylmalonic acid, 2-fluoro-3... 518 C28H42F404 1000362-00-8 43
3 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 38

4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 38
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 38

Abundance Scan 639 (6.845 min): BG063072.D\data.ms (-635) (-) m/z 57.10 100.00%

57.1

=

5000
1 2010 286.0338.7 4007  490. 6.60 6.80 7.00 7.20
O e m/z 71.18 69.65%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22101: Octane, 2,3-dimethyl-
57.0
5000 M\‘HH‘HH‘HH‘H\
6.60 6.80 7.00 7.20
m/z 98.20 59.29%
O’\\H\‘\"h\‘ \M\l’\\]-\4.\2‘-\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #340637: Dimethylmalonic acid, 2-fluoro-3-trifluoromethy
57.
115.0
6.60 6.80 7.00 7.20
5000 ITI/Z 70.15 49,23%
gy 1167lo i ‘
O B e R B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14569: Hexane, 2,4,4-trimethyl-
57.0 6.60 6.80 7.00 7.20
m/z 43.10 42.63%
5000
H ‘ 113.0
B = = A .
m/z--> 0 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20
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Data Path :
Data File :
: 27 Sep 2024 13:52
: RC/JU

: P3927-12

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092724\
BGO63072.D

: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .MA.M

: SVOA CALIBRATION

¢ 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
6.904 4.88 ng/ul 118043 1,4-Dichlorobenzene-d4 7.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 64
2 Octane, 2-methyl- 128 C9H20 003221-61-2 59
3 Undecane, 5-ethyl- 184 C13H28 017453-94-0 59
4 Tetradecane 198 C14H30 000629-59-4 58
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 52
Abundance Scan 649 (6.904 min): BG063072.D\data.ms (-645) (-) m/z 57.10 100.00%

57.1
5000

6.60 6.80 7.00 7.20
127.3 1982 270.6 !
ol RIS P2, 2706 82238701 4320 0 43 05 97.28%

m/z--> 50 100 150 200 250 300 350 400
Abundance #74006: Tetradecane
57.0

5000 et M A i
6.60 6.80 7.00 7.20

m/z 41.10 79.42%

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
mi/z--> 50 100 150 200 250 300 350 400
Abundance #14530: Octane, 2-methyl-

43.0

6.60 6.80 7.00 7.20

5000 m/z 71.10 76.48%
H “1130
0 “J\M***\*‘*‘\****\****\H**\****\****\***
m/z--> 50 100 150 200 250 300 350 400
Abundance #59035: Undecane, 5-ethyl- PP A T
57.0 6.60 6.80 7.00 7.20

m/z 85.10  43.04%

5000
L) 11101950

m/z--> 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.945 6.22 ng/ul 150262 1,4-Dichlorobenzene-d4 7.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 83
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 83
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 80
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 80
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 80
Abundance Scan 656 (6.945 min): BG063072.D\data.ms (-652) (-) m/z 105.10 100.00%
105.1

=

5000
e e
39.1 11 168.0 230.9 293.1 429.2  504. 660 6.80 700720
0 H‘NWMW\LM‘W“M“‘M“H‘(u“‘u“_“h“u‘ﬁ‘ m/z 120.10 39.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
6.60 6.80 7.00 7.20
m/z 91.10 12.89%
39.0
0 HHM"\”\“\!“\"‘H\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
6.60 6.80 7.00 7.20
5000 ITI/Z 103.00 11.69%
s |
0 Hu‘;\w\““wu“‘m"""""‘_"‘WH_MHH_HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 77.10 8.66%
5000
39.0
S A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Carbonic acid, hexyl prop-1... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.274 5.93 ng/ul 143386 1,4-Dichlorobenzene-d4 7.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 64
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 59
3 2,6,10-Trimethyl-2,6,10-triazaun... 201 C11H27N3 003855-32-1 50
4 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 42
5 2-Methoxyethyl 3-methylbutanoate 160 C8H1603 1000367-04-1 40

Abundance Scan 712 (7.274 min): BG063072.D\data.ms (-709) (-) m/z 43.10 100.00%

43.1
5000
H 09.2 176.8 290.1 4112 4805 549. 7.00 7.20 7.40 7.60
bbb b 088 R ABOS S0 7 s8.10 52.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester
43.0
5000
7.00 7.20 7.40 7.60
m/z 85.10  49.16%
O‘\\“\ ’”\J\]\J‘\OF’\.\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
7.00 7.20 7.40 7.60
5000 m/z 41.15 45 .58%
L 1020
L KRR R R e R N R R w e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #76752: 2,6,10-Trimethyl-2,6,10-triazaundecane R A RRRS Ran
58.0 7.00 7.20 7.40 7.60

m/z 69.10 45.51%

5000

5

MO 2000

e e R Am RS e e
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_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 3
R.T. EstConc Area Relative to ISTD R.T.
7.480  29.59 ng/ul 715154  1,4-Dichlorobenzene-d4 7.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Decane 142 C10H22 000124-18-5 76
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
4 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 72
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
Abundance Scan 747 (7.480 min): BG063072.D\data.ms (-741) (-) m/z 57.10 100.00%
57.1
5000
‘ 120.2 L 7.20 7.40 7.60 7.80
Ol AL 1778 2490 3455 4201 5150 .., 43,05  80.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59029: Tridecane
57.0
5000 UL B B B B
7.20 7.40 7.60 7.80
m/z 41.10 58.84%
0 Ak || 27:0185.0
‘\\\f‘\f\\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22066: Decane
57.0
o A o
7.20 7.40 7.60 7.80
5000 m/z 71.10 46.17%
M ‘ J 142.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8638: Hexane, 3,3-dimethyl-
43.0 7.20 7.40 7.60 7.80
m/z 85.20 40.34%
5000
o_“H‘J‘tu‘ﬂ,"H‘H‘w‘m"H‘_m_Wwwww M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80

SFAM-EPA-BG@92524.MA.M Mon Sep 30 ©00:31:37 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Benzene, 1,2,4-trimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.968 4.44 ng/ul 107347 1,4-Dichlorobenzene-d4 7.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 83
2 Mesitylene 120 C9H12 000108-67-8 81
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 80

4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 76
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 74

Abundance Scan 830 (7.968 min): BG063072.D\data.ms (-826) (-) m/z 105.10 100.00%

105.1
5000

J

7.60 7.80 8.00 8.20

o} 3?‘a?fzﬂﬂw‘l‘ w GA774 2625 33754057 834 47 126.16  48.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0
5000 L L B B A I LN B
7.60 7.80 8.00 8.20
39.0 m/z 119.10 20.24%
O‘\“\\\‘\\‘4"\“\"\““1\“‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10692: Mesitylene
105.0 /\
SR AV WA VWV A1LY
7.60 7.80 8.00 8.20
5000 m/z 77.05 17.74%
39.0 ‘ }
L ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 91.20 11.24%
5000
28.0
o‘M"L“‘ufl“‘m“fm'\""""""""‘,‘WWWWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20

SFAM-EPA-BG@92524.MA.M Mon Sep 30 ©00:31:37 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\

Data File : BG@63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 7 unknown-01 Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
8.326 4.57 ng/ul 110346 1,4-Dichlorobenzene-d4 7.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,7-Octanedione 142 C8H1402 001626-09-1 35
2 2-Methyl-1-pentanol, pentafluoro... 248 C9H13F502 1000352-35-9 28
3 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 23
4 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 17
5 2-Pentanone, 4,4-dimethyl- 114 C7H140 000590-50-1 14

Abundance Scan 891 (8.326 min): BG063072.D\data.ms (-886) (-) m/z 43.05 100.00%
3.0

9.

%

5000 119.2
8.00 8.20 8.40 8.60
- H‘HHW‘\w”h“‘““‘2‘2‘379_‘2‘9‘3_1‘3"4‘"}2‘ 40004536 /7 119.20  47.58%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22614: 2,7-Octanedione
43.0
5000

8.00 8.20 8.40 8.60
m/z 58.00 42.19%

o100

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #133777: 2-Methyl-1-pentanol, pentafluoropropionate

43.0
P e T
119.0 8.00 8.20 8.40 8.60 ;
5000 ITI/Z 84.05 34.39%
obLilil . 2050
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23050: 2-Heptanone, 4,6-dimethyl- R Ea
43.0 8.00 8.20 8.40 8.60
m/z 71.10 32.83%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60

SFAM-EPA-BG@92524.MA.M Mon Sep 30 00:31:38 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.385 8.22 ng/ul 198746  1,4-Dichlorobenzene-d4 7.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl- 128 C9H20 002216-32-2 38
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 15
3 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 14
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 11
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 11

Abundance Scan 901 (8.385 min): BG063072.D\data.ms (-897) (-) m/z 105.10 100.00%

105.1
43.
5000

8.00 8.20 8.40 8.60 8.80
L 1‘“}"L5§'4 2122 2715 013 483 s7.1e  80.21%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14525: Heptane, 4-ethyl-
43.0
5000
8.00 8.20 8.40 8.60 8.80
%&0 m/z 43.10 55.15%
O H ‘”‘\!‘\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
e AR
8.00 8.20 8.40 8.60 8.80
5000 m/z 41.10 49.43%
51.0 |
o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #61062: Hexane, 1,1'-oxybis- e e e
43.0 8.00 8.20 8.40 8.60 8.80
m/z 85.15 37.54%
5000
ol H | 1150 1860
e LN e o e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60 8.80

SFAM-EPA-BG@92524.MA.M Mon Sep 30 00:31:39 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 9 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.485 8.06 ng/ul 194830 1,4-Dichlorobenzene-d4 7.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 87
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
4 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 86
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 86
Abundance Scan 918 (8.485 min): BG063072.D\data.ms (-914) (-) m/z 119.10 100.00%
119.1
5000 f\
39.1 ‘ J 2912 ‘ 8.20 8.40 8.60 8.80
ol prrptdddild, 22122831 3932 5820wz 134.15  62.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
8.20 8.40 8.60 8.80
m/z 105.10 55.15%
39.0 \
O ‘\\‘\‘\“M\Jl\L\W[“l\\ J\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 91.05 38.28%
30, |}
0 e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.20 8.40 8.60 8.80
m/z 77.05 16.42%
5000
39.0 \
Y N I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80

SFAM-EPA-BG@92524.MA.M Mon Sep 30 00:31:39 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.614 5.09 ng/ul 123000 1,4-Dichlorobenzene-d4 7.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 64
2 1-Todo-2-methylnonane 268 C10H21I 1000101-47-9 59
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 53
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 53
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 53

Abundance Scan 940 (8.614 min): BG063072.D\data.ms (-937) (-) m/z 57.10 100.00%

57.1
5000
126.2
8.20 8.40 8.60 8.80 9.00
. 368.6 495.5
ol Mt ], mes ame s MRSTSEEOE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141070: Heptadecane, 8-methyl-
57.0
5000
8.20 8.40 8.60 8.80 9.00
126.0 m/z 41.10  76.93%
0\\\“\ \h\”‘\ﬂ\‘\\‘“\\]-\8\:3\.‘0\2\‘\3%9‘.0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #157266: 1-lodo-2-methylnonane
43.0
RAmRRaEE e o
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.10 61.88%
127.0
0 \‘ Lo 211.0268.0
B R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45487: Undecane, 2-methyl-
43.0 8.20 8.40 8.60 8.80 9.00
m/z 85.10 55.75%
5000
127.0
0l ‘l‘!M‘m“"‘M"‘_""""_m_m_m_m_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80 9.00

SFAM-EPA-BG@92524.MA.M Mon Sep 30 00:31:40 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Benzene, 1-methyl-4-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.649 6.53 ng/ul 157784  1,4-Dichlorobenzene-d4 7.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 87
2 2-Tolyloxirane 134 C9H100 002783-26-8 83
3 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 72
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 64
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 64
Abundance Scan 946 (8.649 min): BG063072.D\data.ms (-943) (-) m/z 105.10 100.00%
105.1

=

5000
511 1], 1606 2211 2075 3617 840 860 880 9.00
Ol bbb 4 11606 2211 297.5 3617 AT7.  n,; 134,05  33.41%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
8.40 8.60 8.80 9.00
m/z 103.10 14.57%
O \\‘\s‘f]“_‘\?\“\\\[\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17529: 2-Tolyloxirane
105.0
8.40 8.60 8.80 9.00
5000 ITI/Z 79.20 10.61%
2191
o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17575: Oxirane, 2-methyl-2-phenyl- WAﬁu“““ e
105.0 8.40 8.60 8.80 9.00
m/z 106.15 10.21%
5000
51.0
0 Hu\ﬂmuﬂ‘u‘M"H“‘H“‘H“‘H‘,‘H“‘H“‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 8.40 8.60 8.80 9.00

SFAM-EPA-BG@92524.MA.M Mon Sep 30 00:31:41 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.802 5.30 ng/ul 128160 1,4-Dichlorobenzene-d4 7.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 976089-59-3 81
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 81
Abundance Scan 972 (8.802 min): BG063072.D\data.ms (-967) (-) m/z 119.10 100.00%
119.1
5000 y\
51.1 \ || 2051 333.8  430.9 502.5 8.408.60 8.8 9.00 9.20
ol rroribdddl 2001 9338 4909 025 m/z 134.e5  35.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.40 8.60 8.80 9.00 9.20
m/z 91.10 17.33%
39.0
O ‘\l\\\L\‘h\“\Jl\\“I‘l\u \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 105.05 13.85%
39.0 ‘ ‘
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 115.20 12.62%
5000
ol
S S eaa N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00 9.20

SFAM-EPA-BG@92524.MA.M Mon Sep 30 00:31:41 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 2,7-Dimethyloctan-4-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.837 50.11 ng/ul 1211016 1,4-Dichlorobenzene-d4 7.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,7-Dimethyloctan-4-one 156 C10H200 059387-92-7 64
2 5-Nonanone 142 C9H180 000502-56-7 50
3 5-Nonanone 142 C9H180 000502-56-7 50
4 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 50
5 5-Nonanone 142 CSH180 000502-56-7 50
Abundance Scan 978 (8.837 min): BG063072.D\data.ms (-974) (-) m/z 57.15 100.00%
57.1

=

5000
‘ ‘ ‘ 156.2 8.60 8.80 9.00 9.20
bl | 2191 2911 3756 4838 .. g5 19  75.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32913: 2,7-Dimethyloctan-4-one
58.0
5000
8.60 8.80 9.00 9.20
m/z 43.10 62.73%
L e
O‘\J\!!‘[‘ “1‘\“\‘\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22978: 5-Nonanone
57.0
8.60 8.80 9.00 9.20
5000 ITI/Z 41.10 62.00%
‘ 142.0
L L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22976: 5-Nonanone R RANaaEEs
57.0 8.60 8.80 9.00 9.20
m/z 58.10 60.64%
5000
‘I 142.0
L A NIV SUUH W SV S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20

SFAM-EPA-BG@92524.MA.M Mon Sep 30 00:31:42 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 4
R.T. EstConc Area Relative to ISTD R.T.
9.078  24.21 ng/ul 585188 1,4-Dichlorobenzene-d4 7.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 80
2 Hexadecane 226 C1l6H34 000544-76-3 78
3 Tetradecane 198 C14H30 000629-59-4 78
4 Undecane 156 C1l1H24 001120-21-4 72
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
Abundance Scan 1019 (9.078 min): BG063072.D\data.ms (-1012) (-) m/z 57.10 100.00%
57.1
5000
‘ ‘ 156.1 8.80 9.00 9.20 9.40
O bbb 2222 219.82803 3748 4996 nm/z 43.10  76.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90191: Pentadecane
57.0
5000
8.80 9.00 9.20 9.40
m/z 71.10 60.86%
27.0 212.0
O‘\\\"\l\‘\l\‘[‘l\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107220: Hexadecane
57.0
R A RNEEEN A
8.80 9.00 9.20 9.40
5000 m/z 41.10 58.57%
\ || g270 2260
o L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74006: Tetradecane AR o
57.0 8.80 9.00 9.20 9.40
m/z 85.10 41.87%
5000 A
J 27.0 198.0
0‘u\‘\,\\\‘\‘E-u\\,\\u‘u\\‘\u\‘uu‘uu‘uu‘uu‘uu‘\ J\\"T\\“HH‘HH‘HH‘HH
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\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.190 8.30 ng/ul 200600 1,4-Dichlorobenzene-d4 7.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethylbenzoic acid, 2-tetrahydr... 234 C14H1803 1000293-49-8 35
2 2-Phenylethyl pentyl ether 192 C13H200 1000430-79-3 32
3 Nopyl angelate 248 C16H2402 1000383-60-6 22
4 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 22
5 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 22

Abundance Scan 1038 (9.190 min): BG063072.D\data.ms (-1034) (-) m/z 71.10 100.00%

71.1
RRRRSEEELE e e
) 8.80 9.00 9.20 9.40 9.60
o MH b ‘”' : uﬂuz‘?‘;"ﬁ e 54? m/z 165.05  87.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #116004: 4-Ethylbenzoic acid, 2-tetrahydrofurylmethyl es
71.0
5000
1330 8.80 9.00 9.20 9.40 9.60
m/z 114.10 50.20%
O \L\u“‘"\““Y¥‘J\Wfl\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66869: 2-Phenylethyl pentyl ether
71.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 133.15 37.95%
‘ H ’ 192.0
okl g e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #133397: Nopyl angelate
105.0 8.80 9.00 9.20 9.40 9.60
m/z 148.15 36.77%
5000
41. ’
oLl
m/z--> 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 unknown-@3 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
12.057 2.43 ng/ul 1471776  Naphthalene-d8 10.635
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid, ethe... 154 C9H1402 004840-76-0 42
2 Benzene, 1-fluoro-4-methoxy- 126 C7H7FO 000459-60-9 38
3 Propylphosphonic acid, dioctyl e... 348 C19H4103P 1000273-19-4 27
4 Cyclohexanone, 3,3,5,5-tetramethyl- 154 C10H180 014376-79-5 25
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 25
Abundance Scan 1526 (12.057 min): BG063072.D\data.ms (-1520) (- | m/z 125.10 100.00%
125.1
55.1
5000
‘ SO AV
182.2 ‘ 12.00
MH M‘w_m"‘“2‘59‘-?”“%@?@‘&?"%2‘w?ﬁ‘?-‘ m/z 83.10 90.38%

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #32200: Cyclohexanecarboxylic acid, ethenyl ester
83.0
5000

12.00
m/z 55.10 56.33%

‘\\“\‘\l‘m\‘\%\‘\‘\\]-?14(.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12944: Benzene, 1-fluoro-4-methoxy-
83.0

o

T I
12.00
5000 m/z 111.05 50.16%
O}EQHJMJMM‘W‘H‘_‘H‘H‘w‘u“u‘w‘u‘_‘u‘u‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 fk
Abundance #257571: Propylphosphonic acid, dioctyl ester L : P 4
125.0 12.00
m/z 41.10  48.25%
5000
41.0 237.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Bicyclo[3.1.0]hexan-2-one, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.056 15.31 ng/ul 884026  Acenaphthene-di10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexan-2-one, 3,3,6... 138 C9H140 053966-40-8 50
2 Isophorone 138 C9H140 000078-59-1 49
3 Isophorone 138 C9H140 000078-59-1 49
4 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 47
5 Isophorone 138 C9H140 000078-59-1 47
Abundance Scan 1696 (13.056 min): BG063072.D\data.ms (-1688) (- | m/z 82.10 100.00%
82.1
5000
180.2
T
h ‘ 13.00
ol liilud381) | 2354 32433805 463 /. 180 26  28.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #20291: Bicyclo[3.1.0]hexan-2-one, 3,3,6-trimethyl-
82.0
5000 P :
13.00
m/z 109.05  18.29%
138.0
0 \\\\“‘Ml\“\\w\“\\‘\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20151: Isophorone
82.0
T
13.00
5000 m/z 81.10 14 .30%
28.0
138.0
0“\MwﬂwJ"HL“H““H““W““_““H““
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20152: Isophorone e
82.0 13.00
m/z 41.10 12.88%
5000
138.0
27. ‘
D R — Sl
m/z--> 50 100 150 200 250 300 350 400 450 13.00

SFAM-EPA-BG@92524.MA.M Mon Sep 30 00:31:45 2024 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.314 2.87 ng/ul 166006  Acenaphthene-di10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetradecane 198 C14H30 000629-59-4 78
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76
4 Tetradecane 198 C14H30 000629-59-4 76
5 Pentadecane 212 C15H32 000629-62-9 68
Abundance Scan 1740 (13.314 min): BG063072.D\data.ms (-1734) (- | m/z 57.10 100.00%
57.1
- W
154.2 N RN
13.00 13.50
349 9 500 2
0bres ““ ‘M'"k Muw‘m b 2OL8 SO 0A098 S002 s 43,15 90.16%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #176385: Eicosane
57.0
5000 — ——
13.00 13.50
m/z 71.10 65.89%
\ |H12 .0 1970 2820
O\\\"\\1\"\“\“\‘\“‘\‘\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74006: Tetradecane
57.0
— —
13.00 13.50
5000 m/z 41.10 61.08%
\‘ | | £27.0 198.0
FY NN B it e —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- — T
57.0 13.00 13.50
m/z 85.10 47.12%
) \/\A/\AMAW/J\
127.0
197
ol b 70 w20 byl Bk
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 3,4-Dihydrocoumarin, 4,4-di... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.655 8.36 ng/ul 483084  Acenaphthene-d10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dihydrocoumarin, 4,4-dimethy... 204 C13H1602 029423-74-3 50
2 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24 000489-29-2 41
3 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 38
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 38
5 8,8,9,9-Tetramethyl-3,4,5,6,7,8-... 204 C15H24 026783-22-2 38
Abundance Scan 1798 (13.655 min): BG063072.D\data.ms (-1789) (- | m/z 156.10 100.00%
156.1 204.2
5000
109.
Pt )
2o 249.9293.1  366.1 418 1850 14.00
0 Al ) 20992931 3601 M8 ) 189,20 97.71%
miz--> 50 100 150 200 250 300 350 400
Abundance  #79925: 3,4-Dihydrocoumarin, 4,4-dimethyl-6-ethyl-
189.0
5000 e oo
91.0 13.50 14.00
410 + m/z 204.20  86.48%
0““NWWMNNMWVW“‘ H‘H“““"H“““"‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #80541: 1H-Cyclopropala]naphthalene, 1a,2,3,3a,4,5,6,7
189.0
- iy
133.0 13.50 14.00
5000 141.05 78.41%
41.0
o S N
m/z--> 50 100 150 200 250 300 350 400
Abundance #80354: Naphthalene, 2,3,4,4a,5,6-hexahydro-1,4a-dime
189.0 13.50 14.00
m/z 147.05 74.94%
] I w\/\J\/\W
o 1'% 5 S S ) (O
m/z--> 50 100 150 200 250 300 350 400 13 50 14. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Naphthalene, 2,7-dimethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.802 3.91 ng/ul 225903  Acenaphthene-di10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93

Abundance Scan 1823 (13.802 min): BG063072.D\data.ms (-1819) (- | m/z 141.00 100.00%
141.0
5000
63.1 ‘ | 13.50 14.00
Oyt {‘ 2000 3560 467.0525. . 156.10  99.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33146: Naphthalene, 2,7-dimethyl-
T kﬂ A/\
5000 T T T T j\/\ T
13.50 14. 00
m/z 155.20 5.80%
77.0
O \\\\“\‘H‘H\’f‘\'\‘f‘[‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
Bunyafts : :
13. 50 14 00
5000 m/z 115.15  24.45%
77.0
) e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33132: Naphthalene, 2,6-dimethyl- 5 e
156.0 13.50 14.00
m/z 128.00 19.57%
5000
77.0
0 ‘U‘QMW\MLhUW“w“H“‘H“H‘,H“_“W“‘W“H R —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 2,4,4-Trimethyl-3-(3-methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.031 6.68 ng/ul 385815  Acenaphthene-d10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-3-(3-methylbutyl... 208 C14H240 088725-82-0 55
2 2,4,4-Trimethyl-3-(3-methylbutyl... 208 C14H240 088725-82-0 38
3 (2,6,6-Trimethylcyclohex-1-enylm... 278 C16H2202S 056691-74-8 35
4 3,5-Diisopropylpyrazole 152 C9H16N2 017536-00-4 35
5 3,6-Dimethyl-2,3,3a,4,5,7a-hexah... 152 C10H160 070786-44-6 35
Abundance Scan 1862 (14.031 min): BG063072.D\data.ms (-1856) (- | m/z 137.00 100.00%
137.0
5000
411
193.2 o U Lt
]
or Lubhldidl, [} 2754 9549 4502 sari 109 56 41.06%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85260: 2,4,4-Trimethyl-3-(3-methylbutyl)cyclohex-2-eno
137.0
5000 e :
14.00
41.0 208.0 m/z 95.10 38.43%
0 \u\‘Th‘m\lh\“\\‘\“h‘d\\\l|\\“H‘\H\“L\\\‘\\\\‘\\\\’\\\\’\H\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85259: 2,4,4-Trimethyl-3-(3-methylbutyl)cyclohex-2-eno
137.0
T \
14.00
5000 m/z 96.15 34.05%
41.0
0 mé\h‘mu\k*ﬂuﬂiwe|"“mh?ﬁﬂ""""‘H,w,w_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #170753: (2,6,6-Trimethylcyclohex-1-enylmethanesulfon S pred ‘
137.0 14.00
m/z 41.10 30.31%
5000
41.0
obipbbinhl aoo0 280 A
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.384 4.43 ng/ul 256055  Acenaphthene-di10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 52
2 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 50
3 Carbonic acid, decyl nonyl ester 328 C20H4003 1000383-15-8 46
4 Dodecane 170 C12H26 000112-40-3 43
5 Sulfurous acid, 2-ethylhexyl pen... 404 C23H4803S 1000309-19-8 43
Abundance Scan 1922 (14.384 min): BG063072.D\data.ms (-1917) (- | m/z 57.05 100.00%
57.0
5000
125.1
o —
’ - 14.00 14.50
ol ML 3212470 3412 4414 s T on 00 g5 goy
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90196: Tetradecane, 4-methyl-
43.0
5000 s s
14.00 14.50
m/z 43.10 68.53%
9.0 169.0 /
0 \\“‘\‘ \h\l“\J\\\J\“\“\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59105: Decane, 5-ethyl-5-methyl-
57.0
— —
14.00 14.50
5000 ITI/Z 41.10 65.71%
113.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234667: Carbonic acid, decyl nonyl ester — ——
71.0 14.00 14.50
m/z 55.10 47 .007%
5000
127.0
gl a0 G
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 26 1H-Pyrazole, 1-ethyl-3,5-di... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.431 5.36 ng/ul 309817 Acenaphthene-d10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 1-ethyl-3,5-dimethyl- 124 C7H12N2 017629-26-4 72
2 5-Ethyl-2-furaldehyde 124 C7H802 023074-10-4 43
3 3-Fluoro-o-xylene 124 C8H9F 000443-82-3 38
4 Formic acid, 2-methoxyphenyl ester 152 C8H803 1000368-70-7 38
5 Mequinol 124 C7H802 000150-76-5 38

Abundance Scan 1930 (14.431 min): BG063072.D\data.ms (-1926) (- | m/z 96.10 100.00%
1

96
5000
208.2

37“““*““,‘280'9376'6460'2529'7 m/z 109.15  74.17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11865: 1H-Pyrazole, 1-ethyl-3,5-dimethyl-
96.0

o

5000 T
14.50
27. m/z 124.15  58.74%
0 \““h“!‘““"“"lw ““\‘“‘!“"\““\“"\““\““\““\““\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11913: 5-Ethyl-2-furaldehyde
109.0
39.0
14.50
5000 m/z 81.20 32.22%

o

n‘ " |

A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12108: 3-Fluoro-o-xylene

109.0 14.50
m/z 95.10  26.55%

5000
51.0
T I

L SRS —— —
miz--> 0 50 100 150 200 250 300 350 400 450 500 14,50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 27 unknown-04 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

14.566 4.02 ng/ul 231905 Acenaphthene-di10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[5.3.1]undecan-11-one 166 C11H180 013348-11-3 40
2 Veratril 330 C18H1806 000554-34-7 25
3 Methanamine, N-(diphenylethenyli... 207 C15H13N 013911-54-1 18
4 N-(5-Amino-1,3-benzothiazol-2-yl... 207 C9H9N30S 1000388-07-2 14
5 N-(2-Amino-1,3-benzothiazol-6-yl... 207 C9HIN30S 022307-44-4 14

Abundance Scan 1953 (14.566 min): BG063072.D\data.ms (-1946) (- | m/z 165.20 100.00%

69.1 1692
5000
222.4 LU ‘
14.50
355.9412.6 522.2
0 et e e ey M/Z 69.18 84.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #41404: Bicyclo[5.3.1]Jundecan-11-one
98.0
5000 e ‘
41.0 14.50
‘ ‘ ‘ ‘ 166.0 ITI/Z 41.10 81.06%
O‘\\\\“\}\"\ ‘\\|‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #236557: Veratril
165.0
T \
14.50
5000 ITI/Z 57.10 71.21%
79.0
18.0
o‘w”MNm"‘H"‘“%7‘1‘-93?’?;?”H_WH_W,
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #84041: Methanamine, N-(diphenylethenylidene)- —
165.0 14.50
m/z 55.15 66.01%

5000

39.0 103.0
I W ut bl N

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50

E
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 28 unknown-05 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.830 3.50 ng/ul 202363  Acenaphthene-di10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chrom-6-0l-4-one, 2,3-dihydroxy-... 220 C13H1603 084945-26-6 47
2 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 46
3 2H-1-Benzopyran, 6,7-dimethoxy-2... 220 C13H1603 000644-06-4 43
4 3-Acetylphenanthrene 220 C16H120 002039-76-1 38
5 2,3-Quinoxalinedione, 6-amino-1,... 205 C10H11N302 1010338-06-6 38

Abundance Scan 1998 (14.830 min): BG063072.D\data.ms (-1993) (- | m/z 205.20 100.00%
205.2

5000

=

14.50 15.00
m/z 220.30 56.84%

91.0 ‘
\IJ
il

““ \ | M h ,‘.\H J‘ L 297.1 548,

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

Abundance #98778: Chrom-6-ol-4-one, 2,3-dihydroxy-2,2,7,8-tetrame
205.0

o

=

5000
14.50 15.00

m/z 177.05 36.92%

530 1375.
!

[ 4

LA AL LA L L L B L L B R R I IR B

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

Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl
205.0

o

=

14.50 15.00
5000 m/z 149.00  28.64%

430 1330

""l“L‘n‘ﬂJl‘{l.‘ilﬂJI‘J‘Jn‘.u!HHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98760: 2H-1-Benzopyran, 6,7-dimethoxy-2,2-dimethyl- P ot
205.0 14.50 15.00

m/z 91.05 27.08%

o

5000

69\]0ll144-p| |
Ottt e e e e

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 30 3',4'-Acetoxylide Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

15.024 4.28 ng/ul 247430  Acenaphthene-di10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3',4"'-Acetoxylide 163 C10H13NO 002198-54-1 81
2 Acetamide, N-(2,4-dimethylphenyl)- 163 C10H13NO 002050-43-3 74
3 4-Isopropoxybenzohydrazide, 3Ac ... 320 C16H20ON205 1000486-70-2 64
4 Acetic acid, 2-(benzoyl-phenyl-a... 359 C22H17NO4 1010188-91-9 64
5 6-Amino-2,4-dimethyl-5,7-diazabe... 163 C8H9N30 022727-43-1 43

Abundance Scan 2031 (15.024 min): BG063072.D\data.ms (-2027) (- m/z 121.10 100.00%

121.1
5000
55.1
15.00
231.9
Ol hbdd “w“l‘ Lo oS0 73010 8728 8103 s 163.15  74.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38603: 3',4'-Acetoxylide
121.0
5000 N
15.00
m/z 55.10 23.31%
43.0
O‘\\\JJ‘“!\\LIWL‘\‘\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38673: Acetamide, N-(2,4-dimethylphenyl)-
121.0
— ‘
15.00
5000 ITI/Z 108.00 16.81%
43.0
O‘H‘MHANW'H‘H‘W‘H‘W‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224199: 4-Isopropoxybenzohydrazide, 3Ac derivative
121.0 15.00
m/z 109.10 14.39%
5000
43.0
0 | | 222.0 320.0
R A A R R e R e RN e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092724\

BGO63072.D
: 27 Sep 2024 13:52
: RC/JU
: P3927-12
: 7 Sample Multiplier: 1

ry

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 31 1H-Inden-1-one, 2,3,4,5,6,7... Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
15.230 3.10 ng/ul 178813  Acenaphthene-di10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Inden-1-one, 2,3,4,5,6,7-hexa... 136 C9H120 022118-00-9 64
2 Cyclohexene, 1-methyl-3-(1-methy... 136 C10H16 000499-03-6 52

3 Camphenone, 6- 150 C10H140 055659-42-2 50
4 6,8,8-Trimethylbicyclo(3.2.1)oct... 164 C11H160 1000427-22-9 43
5 Benzene, 1l-ethoxy-2-methyl- 136 CS9H120 000614-71-1 43
Abundance Scan 2066 (15.230 min): BG063072.D\data.ms (-2061) (- | m/z 136.15 100.00%
136.2
5000
77. e - e
Lul | 206.3 15.00 15.50
0brd ‘“““M il d ! M'w‘ul (20893275 4005 ST . 93.05  99.57%
mlz--> 100 150 200 250 300 350 400 450 500
Abundance #18972: 1H-Inden-1-one, 2,3,4,5,6,7-hexahydro-
79.0 136.0
5000 bt/ plaond Y
15.00 15.50
m/z 108.10 67.17%
O \q\@i‘l‘\lﬂ\ }l\l‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #18242: Cyclohexene, 1-methyl-3-(1-methylethenyl)-, (.+
121.0
15.00 15.50
5000 m/z 91.05 55.90%
41.0
AT 11—
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #27444: Camphenone, 6- T —
93.0 15.00 15.50

m/z 121.05 50.35%

5000
‘ H 150.0
I“A\ |
L B

m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
15.341 4.18 ng/ul 241287  Acenaphthene-di10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Pentacosane 352 C25H52 000629-99-2 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Hexacosane 366 C26H54 000630-01-3 64

Abundance Scan 2085 (15.341 min): BG063072.D\data.ms (-2077) (- | m/z 57.10 100.00%
57.1

%

5000
15.00 15.50
226.2
ol ML aera 22022000 ss7a a7 s 0o 6g gay
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0
5000 — —
15.00 15.50
m/z 85.10 65.53%
O\’Jlf‘l‘ﬁ-3'01619.0226.0"
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262013: Pentacosane
57.0
= .
15.00 15.50
5000 ITI/Z 71.10 61.72%

0
I ﬁ\‘ 183.0239.0295.0 352.0

i

0“H“H“““"‘H"H“H“““‘_“w“u,‘u“u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107219: Hexadecane
57.0 15.00 15.50
m/z 41.10 44.07%
- WW
ol i ass0ze0 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 33 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.847 10.90 ng/ul 629308  Acenaphthene-di10 14.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 91
3 Benzophenone 182 C13H1e0 000119-61-9 91
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Phenazine, 5,10-dihydro- 182 C12H16N2 000613-32-1 43
Abundance Scan 2171 (15.847 min): BG063072.D\data.ms (-2165) (- | m/z 105.10 100.00%
105.1 182.1
5000
51.0
=y =
15.50 16.00
obrrsbodo o 4L 2634 3488 4850 /7 182.05  98.70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #56927: Benzophenone
105.0
182.0
5000
15. 50 16 00
51.0 m/z 77.10 67.15%
O \\\\}\\m\\‘\\\\‘m\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #56922: Benzophenone
105.0
MNA)MV
15. 50 16 00
5000 1820 m/z 51.05 31.91%
51.0
ottt
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #56926: Benzophenone rj\w
105.0 15.50 16 00
m/z 181.20 16.82%
5000 182.0
51.0
ottt
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
16.205 4.18 ng/ul 305146  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 81
2 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 74
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72

Abundance Scan 2232 (16.205 min): BG063072.D\data.ms (-2228) (- m/z 57.10 100.00%

57.1
5000

184.1 K Ml
16.00 16.50
b ,.266.0 389.5 541

o‘u‘t_w$qJAWMw o e e m/z 71.15 0 91.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123958: Heptadecane
57.0
5000 —2 oy

16.00 16.50
m/z 43.15 74.76%

LIRS 2400
I
‘\\\T‘\\f!11\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107237: 2,6,10-Trimethyltridecane
57.0

o

16.‘00 16.‘50
5000 m/z 85.15 61.80%
Ow”dM"wﬂ”‘w‘M?E§9‘”‘M”‘M‘”\”‘W‘”W‘”‘\ A“AWMWMMRWMNMJMMV
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #193300: Dodecane, 1-iodo- e —
57.0 16.00 16.50

m/z 41.10  49.22%

5000
| 155.0
|

N

7 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.998 4.06 ng/ul 296036  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heptadecane 240 C17H36 000629-78-7 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 83

Abundance Scan 2367 (16.998 min): BG063072.D\data.ms (-2363) (- | m/z 57.10 100.00%
57.1

F

5000
ob Al Mﬁm il 2244 SBT:2 4312 8031 ... 7115 77.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0
5000 T T
17.00
m/z 43.10 71.76%
13.0
O \"\ { T \h'\ \"ﬁ“ \I‘\J\ !]‘-f?\‘o\‘zwzwsuo‘ T \3\):\3§‘(\)\ T T[T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90191: Pentadecane
57.0
—
17.00
5000 ITI/Z 85.10 67 .68%
113.0 212.0
0t V‘thﬂme"H"JH“‘H“‘H“‘H“‘H“‘H“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane 7
57.0 17.00
m/z 41.10 44.17%
B W
] [ | nfolego 240.0
O e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 37 unknown-06 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
17.051 2.79 ng/ul 203191  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-Methyl-4-nitro-1H-imidazol-... 184 C6H8N403 1000460-14-2 47
2 1,3-Dithia-2-indanethione 184 C7H4S3 000934-36-1 38
3 D-Alanine, N-(3,4-difluorobenzoy... 425 C24H37F2NO3 1000348-36-9 38
4 1,4,5,8-Tetramethylnaphthalene 184 C14H16 002717-39-7 35
5 D-Alanine, N-(3,4-difluorobenzoy... 369 C2@H29F2NO3 1000348-36-5 35

Abundance Scan 2376 (17.051 min): BG063072.D\data.ms (-2372) (- m/z 184.00 100.00%

184.0
57.1
5000

Fr T
1 267.6 17.00

. 469.9 J
0! 3633 539 m/z 57.10 56.67%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59275: 2-(2-Methyl-4-nitro-1H-imidazol-1-yl)acetamide

%.

184.0
44.0
5000 T
17.00
‘ 112.0 m/z 71.20 52.68%
O‘\1"\1‘\“"1\l\m\”[T'\\\L‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59329: 1,3-Dithia-2-indanethione
184.0
T \
17.00
5000 m/z 41.10 30.20%

69.0

iz

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

Abundance #315619: D-Alanine, N-(3,4-difluorobenzoyl)-, tetradecyl — ‘
184.0 17.00

m/z 85.10  29.39%

o

%.

5000

430 1130 2840 425.0

Ot b e e -
miz—> 0 50 100 150 200 250 300 350 400 450 500 17.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
17.739 2.84 ng/ul 206930  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C16H34 000544-76-3 72
3 Nonadecane 268 C19H40 000629-92-5 58
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 58
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 52

Abundance Scan 2493 (17.739 min): BG063072.D\data.ms (-2489) (- | m/z 57.20 100.00%

57.2
5000

\
127.1 17.50 18.00
0 H“wt J“N*Wucﬁ R 200182273816 506: 00 16 83.08%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane
57.0
5000 — —

17.50 18.00
m/z 85.20 64.05%

0 \‘ \\ \\’1?10\1690 268.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107216: Hexadecane
57.0
——

17.50 18.00
5000 m/z 43.20 62.62%
0 l‘ |‘\ ‘ |\ \1 ?10\1\69 0226.0
A A A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane T —
57.0 17.50 18.00

m/z 41.10 43.52%

h mwm
\‘ 11304690  268.0

o"H"!uw«m‘um"‘H_u”_MW_MWW e

m/z--> 50 100 150 200 250 300 350 400 450 500 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 40 Dodecanoic acid, 10-methyl-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.909 5.41 ng/ul 394467  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87
2 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 83
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 81
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 76
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 74
Abundance Scan 2522 (17.909 min): BG063072.D\data.ms (-2518) (- | m/z 74.05 100.00%
74.0
5000
1431 227.3
e
‘ ‘ 18.00
ol it Lol L 13058 3997 450 L gg oo gy 7sy
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #109373: Dodecanoic acid, 10-methyl-, methyl ester
74.0
5000 o
18.00
143.0 228.0 m/Z 55.10 35.10%
02 : ‘\‘Ihw“l‘%‘%‘“\“‘i ‘\“l"\‘\h\“\u‘ T \}\ L L L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #109374: Dodecanoic acid, 10-methyl-, methyl ester
74.0
——
18.00
m/z 143.05 31.75%
5000 143.0 /
99.0
0,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109337: Tridecanoic acid, methyl ester e
74.0 18.00
m/z 41.10 31.01%
h me
143.0
Dl L2870
oAy L e —r—
m/z--> 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 41 Tridecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.132 5.49 ng/ul 400746  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 46
3 n-Decanoic acid 172 C10H2002 000334-48-5 46
4 Dodecanoic acid 200 C12H2402 000143-07-7 46
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
Abundance Scan 2560 (18.132 min): BG063072.D\data.ms (-2554) (- | m/z 73.05 100.00%
73.0
213.3
129.2
5000
H i 1se
82.4 346.5 ‘ : :
ol Mk ” IREARRIN mmm‘um_m_f“”"?f‘”,?r’?‘?ﬁ m/z 60.10 87.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92063: Tridecanoic acid
73.0
5000 129.0 oy o

18.00 18.50
m/z 43.15 83.89%

o
—
S
A=

NHH“\\‘E14O

[T \\‘\\\T TTTT T T T T[T I T T[T T T[T T T[T T T TITI[TrITT]

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

Abundance #109279: Tetradecanoic acid
73.0
— —
18.00 18.50
5000 129.0 m/z 213.30  71.72%
185.0
st
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46966: n-Decanoic acid “NMGMNﬂMW i Y
73.0 18.00 18.50
m/z 55.10 68.70%
129.0
5000
(- 'MQWJJMJH"H“H‘w“u‘u“_‘H,‘H‘W“w —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 42 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
18.432 2.70 ng/ul 196863  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2611 (18.432 min): BG063072.D\data.ms (-2607) (- | m/z 57.10 100.00%
57.1
- MM
243.2 T
‘ Jf?’ 1 183 304.1 18.50
o bbbl wa ety e 028 450 s 71,10 97.46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141055: Octadecane
57.0
5000 T
18.50
‘ m/z 43.10 69.90%
254.0
0‘\\JWJ“\“!T\Jw‘\“\“\}“‘\?\9“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176385: Eicosane
57.0
——
18.50
5000 m/z 85.15 66.60%
o L0 169.0 2050 2820
Ban ""H""w““‘u““u““‘w““‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #262013: Pentacosane T
57.0 18.50
m/z 41.10 43.91%
5000
0 L ‘\ ﬁ |1 \1\8\30 2390 295.0 352.0
e e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 43 unknown-07 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
18.520 2.89 ng/ul 210916  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(1H-Indol-3-ylmethylidene)-3-p... 319 C18H13N30S 1000459-10-3 38
2 4H-Chromeno[3,4-c]pyridine-4,5(3... 319 C19H13NO4 029542-35-6 30
3 Methanone, (4-benzyl-1-piperidyl... 319 C22H25NO 1000271-12-8 30
4 5-(1-Naphthyloxymethyl)-3-phenyl... 319 C20H17NO3 005255-99-2 30
5 Cycloocta[b]pyridine-3-carbonitr... 319 C21H25N3 312534-97-7 30

Abundance Scan 2626 (18.520 min): BG063072.D\data.ms (-2621) (- | m/z 319.30 100.00%
212.1 319.3

5000 811

147.2 261.3 18.50

m/z 212.10  95.51%

412.9 472.%

0,

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

Abundance #223337: 5-(1H-Indol-3-ylmethylidene)-3-phenyl-2-sulfan
319.0

5000 Locld el L 4
18.50

155.0 m/z 81.10 47.83%

77.0 ‘
T 2420

\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ LI L L I B B A

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223409: 4H-Chromeno[3,4-c]pyridine-4,5(3H)-dione, 4a
319.0

o

3

18.50
5000 ITI/Z 43.10 41.00%
0
1020 * ‘ 248.0|
O bbb L g g b
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #223677: Methanone, (4-benzyl-1-piperidyl)(2-phenylcycl e

319.0 18.50
m/z 211.15 36.38%

5000
91.0
s 2280
01390 AR ‘

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\ T T

m/z--> 50 100 150 200 250 300 350 400 450 18.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 44 3-Octadecenoic acid, methyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.084 6.51 ng/ul 474616  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecenoic acid, methyl ester 296 C19H3602 056599-33-8 87
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 83
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 68
4 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 60
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 58

Abundance Scan 2722 (19.084 min): BG063072.D\data.ms (-2715) (- | m/z 41.10 100.00%
41.1

%

5000
g
19‘00 |
. 494.5 .
o_wq‘u 356.9414.3 m/z 55.10 87.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194413: 3-Octadecenoic acid, methyl ester
74.0
5000 264.0 T T
19.00
180.0 m/z 69.20 71.57%
O ‘ T l W\“J\m\‘hl\ h\” ‘|“‘ﬂ‘ \l \“‘ \lll\l\l‘l\ } L

TT T T I T[T T T[T T[T [TTTT]

I,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194438: 9-Octadecenoic acid (Z)-, methyl ester

3

55.0
T T
19.00
5000 m/z 97.10 71.34%
264.0
3 0180.0 '
O‘H‘H I‘ Il ‘Hg"n‘m|\‘hl‘lw‘lu‘ - “w‘ .
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500
Abundance #194426: 13-Octadecenoic acid, methyl ester —— ‘
55.0 19.00

m/z 74.05 65.78%

5000
0 }H\ o0 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 45 Heptadecanoic acid, 16-meth... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
19.219 2.48 ng/ul 181080  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Methyl stearate 298 C19H3802 000112-61-8 92
4 Methyl stearate 298 (C19H3802 000112-61-8 91
5 Methyl stearate 298 C19H3802 000112-61-8 90
Abundance Scan 2745 (19.219 min): BG063072.D\data.ms (-2741) (- | m/z 87.10 100.00%
87.1
5000
255.2
142.9
19‘9‘ 52 19.00 19.50
or—hb ‘J by 4, 8271 ALL8 S8, 16 04.85%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
5000 mik T loso
143.0 255.0 : .
‘ l 199.0 m/z 41.10 37.16%
O \\\\"‘\I\ITJ“HUQ‘!‘L\[\!\‘\!\l\\!‘\1\\L\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #197349. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
—— —
19.00 19.50
5000 m/z 255.20 34.34%
143.0 298.0
Sl TR S ——
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #197276: Methyl stearate
74.0 19.00 19.50
m/z 226.20  31.21%
5000
143.0 298.0
[ 20 1, i
0 HH"khMJm‘_Mm‘w“xH_Ww_www VMWL R I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 46 Oxalic acid, isobutyl hexad... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.158 5.13 ng/ul 471458  Chrysene-d12 21.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 64
2 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 64
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 50
4 Tridecane 184 C13H28 000629-50-5 46
5 Heptadecane 240 C17H36 000629-78-7 46

Abundance Scan 3075 (21.158 min): BG063072.D\data.ms (-3071) (- | m/z 57.10 100.00%

57.1
5000
239.3

—— —

L%QZ 3123 4115 21.00 21.50

Ob MM i | 3128 4115 6185 0 7110 73.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 — —

21.00 21.50

m/z 43.10 56.44%

| ” |1250196,0269.0
\H\‘HH‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #265881: Oxalic acid, isobutyl pentadecyl ester
57.0

7
21.00 21.50
5000 m/z 83.10 48.58%

255.0
s
m/z--> 50 100150 200 250 300 350 400 450500550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester 7
57.0 21.00 21.50
m/z 70.10 46.36%

5000
5.0 252.0
. ~Y  360.0 648.

O ettt R e T et A
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50

o

o

SFAM-EPA-BG@92524.MA.M Mon Sep 30 00:32:03 2024 Page: 44



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 47 (2-Chloro-4-fluorophenyl)[4... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.

21.663 2.5 ng/ul 233242 Chrysene-di2 21.487

Hit# of 5 Tentative ID MW MolForm CASH# Qual

2-Chloro-4-fluorophenyl)[4-(pyr... 334 C17H16C1FN202 1000482-01-0 76
-Isopropoxy-N-[2-(2-methyl-1H-i... 336 C21H24N202 1000300-13-3 64
-Chloro-2-fluorobenzoic acid, 2... 313 C13H6C1F2NO4 1000357-73-1 59
-Chloro-2-fluorobenzoic acid, 2... 318 C13H6C13F02 1010357-33-4 59
-Chloro-2-fluorobenzoic acid, 2... 244 C12H14ClF02 1010357-72-1 59

uih wNnPE
wwwnNn~—~

Abundance Scan 3161 (21.663 min): BG063072.D\data.ms (-3157) (- | m/z 157.05 100.00%

157.1
57.1
5000

\ \ 269.3 21.50 22.00
‘ L \‘\ WLl

356.8 417.2475.0
bbb bl b L 222l 2928 ALEADD 0 m/z 57.10  53.18%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #241225: (2-Chloro-4-fluorophenyl)[4-(pyridin-3-yloxy)pip!
157.0
5000 — S—

21.50 22.00
m/z 55.10 40.75%

420 240.0
\\%J.‘l\\\gz‘.\o\“\l\l‘\\\‘\\\!‘\‘\\\\‘\3\3\4\.‘0\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #244083: 2-Isopropoxy-N-[2-(2-methyl-1H-indol-3-yl)-eth
157.0

21.50 22.00

o

5000 m/z 70.05 31.84%
43.0
ol ia20l| ago  swo
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215363: 3-Chloro-2-fluorobenzoic acid, 2-nitro-5-fluorop P A
157.0 21.50 22.00

m/z 41.15 22.35%

h \JWW“MMMWJ&WMWMWMMvK
30.0 940 313.0

O B et et e e e e — —
miz--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 48 Nonanedioic acid, bis(2-eth... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.251  29.84 ng/ul 2744200  Chrysene-d12 21.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Nonanedioic acid, bis(2-ethylhex... 412 C25H4804 000103-24-2 76
2 Thiazolo[5,4-d]pyrimidine, 5-chl... 171 C5H2CIN3S 013316-08-0 43

3 3,5-Bis(methylthio)pyridine 171 C7HONS2 ©70999-08-5 40
4 Hexazinone 252 C12H20N402 051235-04-2 37
5 Malonic acid, 2,4-dimethylpent-3... 286 C16H3004 1000349-01-3 32
Abundance Scan 3261 (22.251 min): BG063072.D\data.ms (-3255) (- | m/z 171.10 100.00%
171.1
5000
57.0
” ‘ 1122 2831 22.00 22.50
oL bbdbih || 22802831 3862 4612 584 ., 57,05  25.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #309216: Nonanedioic acid, bis(2-ethylhexyl) ester
171.0
5000
57.0 2200 2250 .
"1120 m/z 71.10 19.55%
0\\WH‘\J\\J\“‘\“\”\\J’\\ f\‘\1\f‘\2\8\:‘3\?\\\3\5’4\\0\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #46518: Thiazolo[5,4-d]pyrimidine, 5-chloro-
171.0
2200 22.50
5000 ITI/Z 70.05 19.21%
83.0
0 h‘”“'"lll, S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #46747: 3,5-Bis(methylthio)pyridine —— ——
171.0 22.00 22.50
m/z 55.10 16.32%
5000
82.0 ‘
o0t dbb
m/z--> 50 100 150 200 250 300 350 400 450 500 2200 2250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 49 4-Cyano-2-(4-fluorophenyl)p... Concentration Rank 490
R.T. EstConc Area Relative to ISTD R.T.
23.673 2.63 ng/ul 275154  Perylene-di12 24.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Cyano-2-(4-fluorophenyl)pyrimi... 199 C11H6FN3 076144-36-0 64
2 .alpha.,.alpha.-Bis(4-hydroxyphe... 316 C14H11C1302 002971-36-0 59
3 Fluorobenzene, 4,5-dimethoxy-2-m... 199 C9H1OFNO3 1000116-17-4 53
4 4-Methylthieno(3,2-c)quinoline 199 C12H9NS 095389-31-4 53
5 4-Hydroxy-4'-methyldiphenylamine... 241 C15H15NO2 1000447-03-3 53
Abundance Scan 3503 (23.673 min): BG063072.D\data.ms (-3496) (- | m/z 199.15 100.00%
199.2
5000
57.0
- —
‘ 112.2 2040 23.50 24.00
ob ek L L d e 22493568 4203 5033 0 og o5 59,204

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #74696: 4-Cyano-2-(4-fluorophenyl)pyrimidine
199.0

121.0

5000 —r— aas
23.50 24.00

m/z 71.10 22.11%

0 520 | | |
\\\’\\\\‘\\\\‘\f\\\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #219010: .alpha.,.alpha.-Bis(4-hydroxyphenyl)-.beta.,.bet
199.0
e

23.50 24.00
5000 m/z 43.10 17.93%

0 39\ (\)l |9|gJ H\‘A H\ L 316.0
\H’HH‘HH‘HH L B B A BB
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #75183: Fluorobenzene, 4,5-dimethoxy-2-methenehydro —— ——
199.0 23.50 24.00
m/z 70.15 17.57%

5000

97.0
0l 420001k

m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63072.D

Acqg On : 27 Sep 2024 13:52
Operator : RC/JU

Sample : P3927-12

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92524.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... 6.845 5.0 ng/ul 121104 1 7.850 483378 20.0
(DEL) Alkane: S... 6.904 4.9 ng/ul 118043 1 7.850 483378 20.0
Benzene, 1l-ethy... 6.945 6.2 ng/ul 150262 1 7.850 483378 20.0
Carbonic acid, ... 7.274 5.9 ng/ul 143386 1 7.850 483378 20.0
(DEL) Alkane: S... 7.480 29.6 ng/ul 715154 1 7.850 483378 20.0
Benzene, 1,2,4-... 7.968 4.4 ng/ul 107347 1 7.850 483378 20.0
unknown-01 8.326 4.6 ng/ul 110346 1 7.850 483378 20.0
(DEL) Alkane: S... 8.385 8.2 ng/ul 198746 1 7.850 483378 20.0
Benzene, 1,2,3,... 8.485 8.1 ng/ul 194830 1 7.850 483378 20.0
(DEL) Alkane: S... 8.614 5.1 ng/ul 123000 1 7.850 483378 20.0
Benzene, 1-meth... 8.649 6.5 ng/ul 157784 1 7.850 483378 20.0
Benzene, 2-ethy... 8.802 5.3 ng/ul 128166 1 7.850 483378 20.0
2,7-Dimethyloct... 8.837 50.1 ng/ul 12110106 1 7.850 483378 20.0
(DEL) Alkane: S... 9.078 24.2 ng/ul 585188 1 7.850 483378 20.0
unknown-02 9.190 8.3 ng/ul 200600 1 7.850 483378 20.0
unknown-03 12.057 2.4 ng/ul 1471770 2 10.635 12115200 20.0
Bicyclo[3.1.0]h... 13.056 15.3 ng/ul 884026 3 14.484 1155160 20.0
(DEL) Alkane: S... 13.314 2.9 ng/ul 166006 3 14.484 1155160 20.0
3,4-Dihydrocoum... 13.655 8.4 ng/ul 483084 3 14.484 1155160 20.0
Naphthalene, 2,... 13.802 3.9 ng/ul 225903 3 14.484 1155160 20.90
2,4,4-Trimethyl... 14.031 6.7 ng/ul 385815 3 14.484 1155160 20.0
(DEL) Alkane: S... 14.384 4.4 ng/ul 256055 3 14.484 1155160 20.0
1H-Pyrazole, 1-... 14.431 5.4 ng/ul 309817 3 14.484 1155160 20.0
unknown-04 14.566 4.0 ng/ul 231905 3 14.484 1155160 20.0
unknown-05 14.830 3.5 ng/ul 202363 3 14.484 1155160 20.0
3',4'-Acetoxylide 15.024 4.3 ng/ul 247430 3 14.484 1155160 20.0
1H-Inden-1-one,... 15.230 3.1 ng/ul 178813 3 14.484 1155160 20.0
(DEL) Alkane: S... 15.341 4.2 ng/ul 241287 3 14.484 1155160 20.0
Benzophenone 15.847 10.9 ng/ul 629308 3 14.484 1155160 20.0
(DEL) Alkane: S... 16.205 4.2 ng/ul 305146 4 17.233 1458950 20.0
(DEL) Alkane: S... 16.998 4.1 ng/ul 296036 4 17.233 1458950 20.0
unknown-06 17.051 2.8 ng/ul 203191 4 17.233 1458950 20.0
(DEL) Alkane: S... 17.739 2.8 ng/ul 206930 4 17.233 1458950 20.0
Dodecanoic acid... 17.909 5.4 ng/ul 394467 4 17.233 1458950 20.0
Tridecanoic acid 18.132 5.5 ng/ul 400746 4 17.233 1458950 20.0
(DEL) Alkane: S... 18.432 2.7 ng/ul 196863 4 17.233 1458950 20.0
unknown-07 18.520 2.9 ng/ul 210916 4 17.233 1458950 20.0
3-Octadecenoic ... 19.084 6.5 ng/ul 474616 4 17.233 1458950 20.0
Heptadecanoic a... 19.219 2.5 ng/ul 181080 4 17.233 1458950 20.0
Oxalic acid, is... 21.158 5.1 ng/ul 471458 5 21.487 1839340 20.90
(2-Chloro-4-flu... 21.663 2.5 ng/ul 233242 5 21.487 1839340 20.0
Nonanedioic aci... 22.251 29.8 ng/ul 2744200 5 21.487 1839340 20.0
4-Cyano-2-(4-fl... 23.673 2.6 ng/ul 275154 6 24.525 2091010 20.0
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