LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc :

ALS Vvial : 22 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-BG100723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59412.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.810 68 72 77 rW3 29570 48494  2.02% ©0.120%
2 3.880 79 84 86 rBv2 20431 29400 1.22% 0.073%
3  3.910 86 89 94 rVW2 69241 103693 4.31% 0.257%
4 3.963 94 98 108 rVB2 89978 156439 6.50% 0.387%
5 4.298 150 155 161 rBV 46608 83962 3.49% 0.208%
6 4.362 161 166 171 rVV3 27531 41590 1.73% ©0.103%
7 4.415 171 175 183 rVB3 27693 41832 1.74% 0.104%
8 4.838 243 247 249 rBvV2 34193 49265 2.05% ©0.122%
9 5.232 3106 314 317 rVV4 17502 25197 1.05% 0.062%
10 5.479 348 356 365 rVB2 149248 273960 11.39% 0.678%
11 5.590 368 375 379 rBV2 55150 89545  3.72% 0.222%
12 5.661 381 387 392 rBVS 34774 63090 2.62% 0.156%
13 5.855 416 420 427 rVB3 30524 42783 1.78% 0.106%
14 6.172 468 474 480 rBV2 290066 500369 20.80% 1.238%
15 6.248 485 487 491 rVB2 21062 24536 1.02% 0.061%
16 6.613 543 549 553 rBvV4 22877 42652 1.77% ©.106%
17 6.801 570 581 585 rBV5 55323 132059 5.49% 0.327%
18 7.047 618 623 627 rVB2 42374 62175 2.59% 0.154%
19 7.165 636 643 647 rvv2 19716 34888 1.45% 0.086%
20 7.353 671 675 681 rBV3 67812 111235 4.62% 0.275%
21 7.547 701 708 720 rBV 252459 508506 21.14%  1.259%
22 7.747 731 742 752 rBV3 252097 623432 25.92% 1.543%
23 7.835 753 757 762 rVB6 46024 77452 3.22% 0.192%
24 7.976 773 781 788 rVB3 193104 360454 14.99%  0.892%
25 8.105 797 803 809 rVB7 25033 63461 2.64% 0.157%
26 8.187 809 817 820 rBV 142662 251594 10.46% 0.623%
27 8.228 820 824 829 rVB2 140461 227084  9.44% 0.562%
28 8.363 842 847 853 rBV5 29015 51643 2.15% 0.128%
29 8.581 877 884 892 rBV 484198 850184 35.35% 2.104%
30 8.651 892 896 905 rVB6 48876 107827 4.48% 0.267%
31 8.928 937 943 949 rBV2 201628 352827 14.67% 0.873%
32 9.139 971 979 987 rBV 624889 1187474 49.37% 2.939%
33 9.333 1003 1012 1016 rBV3 64582 139215 5.79% 0.345%
34 9.380 1017 1020 1021 rVV3 23314 27444 1.14% 0.068%
35 9.421 1022 1027 1032 rVV 293328 556060 23.12% 1.376%

36  9.462 1032 1034 1040 rVB 98527 129555 5.39%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc :

ALS Vvial : 22 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-BG100723.MA.M
Title : SVOA CALIBRATION
37 9.627 1057 1062 1066 rBV4 66657 134368 5.59% 0.333%
38 9.680 1067 1071 1079 rVB 208466 359931 14.97% 0.891%
39 9.744 1079 1082 1084 rBV2 20507 28272 1.18% 0.070%
40 9.838 1088 1098 1104 rBV2 273316 708954 29.48%  1.755%
41 10.144 1144 1150 1159 rVB2 234455 429243 17.85% 1.062%
42 10.291 1171 1175 1180 rBvVS8 18131 42507 1.77% 0.105%
43 10.402 1191 1194 1199 rBV5 30590 47117 1.96% 0.117%
44 10.520 1209 1214 1219 rBV 171176 257232 10.70% 0.637%
45 10.678 1234 1241 1252 rBV 384295 816638 33.95% 2.021%
46 10.814 1260 1264 1271 rVB4 34377 67657 2.81% 0.167%
47 10.913 1274 1281 1289 rVV 1339951 2384864 99.16% 5.903%
48 11.007 1292 1297 1301 rVVv4 82490 154210 6.41% 0.382%
49 11.060 1301 1306 1314 rVB2 326065 704548 29.29% 1.744%
50 11.213 1325 1332 1338 rBV 245420 485640 20.19% 1.202%
51 11.278 1339 1343 1346 rVWV4 66955 119804 4.98% 0.297%
52 11.319 1346 1350 1357 rVB 255758 462365 19.22% 1.144%
53 11.442 1359 1371 1381 rVB4 393272 946294 39.35% 2.342%
54 11.536 1383 1387 1392 rBV3 58638 113302 4.71% 0.280%
55 11.607 1394 1399 1404 rVV3 100780 222753 9.26% 0.551%
56 11.812 1428 1434 1440 rBV3 248391 497422 20.68% 1.231%
57 11.942 1453 1456 1459 rBV4 42920 61201 2.54% ©0.151%
58 11.983 1459 1463 1469 rVB4 92512 159447 6.63% 0.395%
59 12.183 1493 1497 1500 rBV6 38974 56105 2.33% 0.139%
60 12.371 1525 1529 1533 rBV6 32298 54100 2.25% 0.134%
61 12.470 1534 1546 1552 rVV7 326058 876627 36.45% 2.170%
62 12.559 1554 1561 1568 rVB3 140036 331279 13.77% 0.820%
63 12.700 1579 1585 1592 rBV7 82560 208228 8.66% 0.515%
64 12.999 1631 1636 1642 rBV3 128151 293660 12.21% 0.727%
65 13.258 1674 1680 1685 rVB6 92545 200179 8.32%  0.495%
66 13.593 1734 1737 1744 rBV6 65597 109300 4.54% 0.271%
67 13.693 1750 1754 1759 rVB2 288023 435666 18.11% 1.078%
68 13.910 1786 1791 1795 rBV 372172 569700 23.69% 1.410%
69 14.145 1827 1831 1840 rVB2 145124 243704 10.13% 0.603%
70 14.257 1845 1850 1858 rVB 734026 1047794 43.57% 2.593%
71 14.398 1870 1874 1882 rBV4 81090 156616 6.51% ©.388%
72 14.562 1897 1902 1907 rBV2 842346 1344829 55.92% 3.329%
73 14.668 1913 1920 1927 rVB 426428 810609 33.70% 2.006%
74 14.862 1948 1953 1958 rBV2 378667 567131 23.58% 1.404%
75 15.073 1984 1989 1995 rBV6 82722 158406 6.59% 0.392%

76 15.273 2020 2023 2028 rVB 123210 179141 7.45%  0.443%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc :

ALS Vvial : 22 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-BG100723.MA.M
Title : SVOA CALIBRATION
77 15.655 2084 2088 2092 rBV3 107563 172595 7.18% 0.427%
78 15.825 2111 2117 2119 rBV 1576315 2405115 100.00% 5.953%
79 15.960 2137 2140 2146 rVB2 417215 608890 25.32% 1.507%
80 16.289 2193 2196 2199 rVB2 88328 105034 4.37% 0.260%
81 16.366 2207 2209 2214 rVB3 162119 203902 8.48% 0.505%
82 16.430 2216 2220 2224 rBV 198669 285273 11.86% 0.706%
83 16.501 2229 2232 2236 rW 129894 196506 8.17% 0.486%
84 16.548 2237 2240 2246 rVB 98333 144136 5.99% 0.357%
85 16.642 2252 2256 2259 rBV 207387 287702 11.96% 0.712%
86 16.695 2262 2265 2272 rVB2 272318 517359 21.51% 1.281%
87 16.760 2272 2276 2280 rBV2 238063 302982 12.60% 0.750%
88 16.807 2281 2284 2287 rVB 101464 121063 5.03% 0.300%
89 17.030 2318 2322 2325 rBV 154198 205638 8.55% 0.509%
90 17.241 2354 2358 2366 rVB2 139951 222439 9.25% 0.551%
91 17.611 2416 2421 2430 rVB 477359 742933 30.89% 1.839%
92 17.711 2432 2438 2443 rBV 1186113 1772944 73.72% 4.388%
93 18.434 2557 2561 2565 rBvV2 256782 340469 14.16%  0.843%
94 19.985 2820 2825 2829 rBV 1384342 2040657 84.85% 5.051%
95 20.067 2835 2839 2844 rVB 817316 1034814 43.03% 2.561%
96 20.485 2907 2910 2915 rVB2 153955 198554 8.26% 0.491%
97 21.912 3148 3153 3160 rVB 443599 758908 31.55% 1.878%
98 23.587 3432 3438 3445 rVB 266795 520494 21.64%  1.288%
99 25.156 3695 3705 3715 rVB3 681401 2045116 85.03% 5.062%
100 25.391 3737 3745 3756 rVB3 284314 850681 35.37%  2.106%

Sum of corrected areas: 40402423
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059412.D\data.ms

1600000
1400000 10913
1200000
1000000

800000
9.139

600000
10'67§ 1.060

400000 6.172 94219833 144

9.68() 10.520

7.587 4779

200000 5.479

%Wzss 248657194557 7|83.1(%5368:651
A

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG059412.D\data.ms
15.825

1600000 19.985

1400000 17.711

1200000
20.067
1000000 14.562

800000

17.511 21.912

O T T T T T T T T T T T T T T T T T T [ [

Time--> 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: BG059412.D\data.ms

600000

18.434

400000

15.2735.65
5.07

2000007"

1600000
1400000
1200000
1000000
800000 25.156
600000

400000 23.587 5.391

200000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Toluene Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
4.298 7.39 ng/ul 83962 1,4-Dichlorobenzene-d4 8.228

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 90
2 Toluene 92 C7H8 000108-88-3 87
3 Toluene 92 C7H8 000108-88-3 83
4 Toluene 92 C7H8 000108-88-3 80
5 Toluene 92 C7H8 000108-88-3 76
Abundance Scan 155 (4.298 min): BG059412.D\data.ms (-150) (-) m/z 91.10 100.00%
91.1
50007 40.0
R RAERE R
165.0 333.0 4.00 4.20 4.40 4.60
ob gl 1650 8330 4300 . 9510 60.05%
miz--> 50 100 150 200 250 300 350 400
Abundance #2757: Toluene
91.0
5000 L L LI L L I L
4.00 4.20 4.40 4.60
m/z 40.00 39.86%
39.0 \
O\\ghi‘\“\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #2754: Toluene
91.0
AT RARmEEE R
4.00 4.20 4.40 4.60
5000 m/z 65.10 11.92%
39.0
0 uu[w,“u‘\m_H‘_H‘_HWm_m_m_m
m/z--> 50 100 150 200 250 300 350 400 n
Abundance #2753: Toluene A‘H“AWM“W‘NAH“ﬂH
91.0 4.00 4.20 4.40 4.60
m/z 39.10 10.64%
5000
39.0 \
S O N
m/z--> 50 100 150 200 250 300 350 400 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Benzene, chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.479  24.13 ng/ul 273960 1,4-Dichlorobenzene-d4 8.228

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, chloro- 112 C6H5C1 000108-90-7 91
2 Benzene, chloro- 112 C6H5C1 000108-90-7 91
3 Benzene, chloro- 112 Ce6H5C1 000108-90-7 83
4 Benzene, chloro- 112 C6H5C1 000108-90-7 81
5 Benzene, chloro- 112 C6H5C1 000108-90-7 81
Abundance Scan 356 (5.479 min): BG059412.D\data.ms (-348) (-) m/z 112.00 100.00%
112.0
5000
51.0
AmmmEE R
5.20 5.40 5.60 5.80
ol L 1707 3429 4160 5304 .., 77.10 58.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7181: Benzene, chloro-
112.0
5000 L L R N L LA LR
5.20 5.40 5.60 5.80
m/z 114.00  32.52%
51.0
O\\\L]'l!!"\\] \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7185: Benzene, chloro-
112.0
R BB wEEE
5.20 5.40 5.60 5.80
5000 m/z 51.05 27 .65%
51.0
] AR S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7186: Benzene, chloro- R e
112.0 5.20 5.40 5.60 5.80
m/z 50.10 23.64%
5000
51.0
L P EPSEIVHW L S0 S
m/z--> 50 100 150 200 250 300 350 400 450 500 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Acetic acid, cyano-, 1,1-di... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
5.590 7.89 ng/ul 89545  1,4-Dichlorobenzene-d4 8.228

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 78
2 Ether, hexyl t-butyl 158 C10H220 069775-79-7 56

3 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 50

4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 39

5 2,3-Dimethyl-4-penten-2-0l 114 C7H140 019781-52-3 9

Abundance Scan 375 (5.590 min): BG059412.D\data.ms (-368) (-) m/z 59.10 100.00%

59.1
5000

‘H 670 115.2 ssanago( | 320 540560580600
“HHMHMMH‘w‘aw‘uulu‘_u‘_‘uw‘uw‘H‘Huwu‘wa m/z 57.18  48.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

o

5000
5.20 5.40 5.60 5.80 6.00
m/z 41.05 20.65%
i 126.0
O\‘\H\‘H\\‘\\\\‘\\\\‘\\\\‘\H\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #34623: Ether, hexyl t-butyl
59.0 M
5.20 5.40 5.60 5.80 6.00
5000 m/z 43.00 18.73%
0 ‘-t e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8859: Butanamide, 3,3-dimethyl- R AR ERE e
59.0 5.20 5.40 5.60 5.80 6.00
m/z 40.00 12.52%
5000
29.0
‘\‘ ‘\\‘ il 10\00
Ot ettt e e e e e e e R R ER s R R R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 12 Ethanamine, N-ethyl-N-nitroso- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.172  44.07 ng/ul 500369 1,4-Dichlorobenzene-d4  8.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanamine, N-ethyl-N-nitroso- 102 CAHION20 000055-18-5 78

2 Ethanamine, N-ethyl-N-nitroso- 102 C4H1ON20 000055-18-5 78
3 Ethanamine, N-ethyl-N-nitroso- 102 C4H1eN20 000055-18-5 64
4 Ethanamine, N-ethyl-N-nitroso- 102 C4H1ON20 000055-18-5 52
5 N-Aminomorpholine 102 C4H1eN20 004319-49-7 47
Abundance Scan 474 (6.172 min): BG059412.D\data.ms (-468) (-) m/z 42.10 100.00%
431 1021
5000
T i
| ‘ . 5806.006.206.40
Ol At b 20702608 326.7.387.4 4925 y/7 44.10  92.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4737: Ethanamine, N-ethyl-N-nitroso-
44.0 102.0
5000 L L N L B LA B R I
5.80 6.00 6.20 6.40
’ m/z 102.05 83.44%
O‘\“\Jl\‘\\‘\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4736: Ethanamine, N-ethyl-N-nitroso-
44.0 102.0
P ey
5.80 6.00 6.20 6.40
5000 m/z 57.10 65.53%
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4735: Ethanamine, N-ethyl-N-nitroso- A e
44.0 102.0 5.80 6.00 6.20 6.40

m/z 56.05 60.50%

5000

R S S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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-01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.801 11.63 ng/ul 132059 1,4-Dichlorobenzene-d4 8.228

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 47
2 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 47
3 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 43
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 38
5 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 37
Abundance Scan 581 (6.801 min): BG059412.D\data.ms (-570) (-) m/z 57.10 100.00%
57.1
T A RGRENREEEE S &
wu‘|115'3 1845 288.4 340.9 428‘ 6.40 6.60 6.80 7.00 7.20

0 A e e m/z 45.10  93.24%

m/z--> 50 100 150 200 250 300 350 400
Abundance #5037: 3,3-Dimethylbutane-2-ol
57.0
5000

6.40 6.60 6.80 7.00 7.20

m/z 40.00 52.48%
il 1020
O\\\1”“‘\V\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #5035: 3,3-Dimethylbutane-2-ol
57.0
R R R
6.40 6.60 6.80 7.00 7.20
5000 ITI z 41.05 52.30%
0 \JOZ'O
m/z--> 50 100 150 200 250 300 350 400
Abundance #5033: 3,3-Dimethylbutane-2-ol A e
57.0 6.40 6.60 6.80 7.00 7.20

m/z 61.10 51.97%

5000
]\02.0
0 “Jiwvw”‘ﬂ““\““\“H\““\““\“‘w““

m/z--> 50 100 150 200 250 300 350 400 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Di-sec-Butyl ether Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.976  31.75 ng/ul 360454 1,4-Dichlorobenzene-d4 8.228

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 72
2 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 64
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 59
4 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 59
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 56
Abundance Scan 781 (7.976 min): BG059412.D\data.ms (-773) (-) m/z 45.10 100.00%
451
101.1
5000
7.60 7.80 8.00 8.20
O dlby 2967 8198 518 myz s7.10 99.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15680: Di-sec-Butyl ether
45.0
5000 L LA L B B I I LN B
101.0 7.60 7.80 8.00 8.20
‘ m/z 73.10 72.98%
O‘\\l\lu‘l\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48862: Acetaldehyde, di-sec-butyl acetal
45.0 101.0
T e
7.60 7.80 8.00 8.20
5000 m/z 101.10 62.96%
H 1 ‘ 159.0
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15682: Di-sec-Butyl ether AN L SO .
45.0 7.60 7.80 8.00 8.20
m/z 43.10 51.84%
5000
101.0
o_JL‘J"HMM"HH_m_m_m_m_uwm‘_m_u LLAAA A AARNN. R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Benzene, 1,3-dichloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.581 74.88 ng/ul 850184  1,4-Dichlorobenzene-d4 8.228

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dichloro- 146 C6H4AC12 000541-73-1 97
2 Benzene, 1,2-dichloro- 146 C6HAC12 000095-50-1 97
3 Benzene, 1,3-dichloro- 146 C6HAC12 000541-73-1 97
4 Benzene, 1,4-dichloro- 146 C6HA4C12 000106-46-7 96
5 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 96
Abundance Scan 884 (8.581 min): BG059412.D\data.ms (-877) (-) m/z 146.00 100.00%
146.0
5000
75.1
T
} ‘ 8.20 8.40 8.60 8.80 9.00
ol aduki A} 207.1 2806 3410 4010 489 ./, 143,00 62.38%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #25341: Benzene, 1,3-dichloro-
146.0
5000 \‘\j\\u‘uu’uu‘uu‘u
8.20 8.40 8.60 8.80 9.00
75.0 m/z 111.00 40.48%
02\5\-0\}“‘\\“‘\‘\‘{1\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #25337: Benzene, 1,2-dichloro-
146.0
R AR
8.20 8.40 8.60 8.80 9.00
5000 m/z 75.10 28.53%
75.0
02‘5:94“«““"“1“H,HH,HH_M_m_m_m_m
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #25333: Benzene, 1,3-dichloro- ST VSN VUSSR
146.0 8.20 8.40 8.60 8.80 9.00
m/z 50.10 21.89%
5000
75.0
02‘5:94‘\“““"“4m‘mwm_m_m‘mWm_m‘ A RAREaTEEL R R
m/z--> 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 unknown-02 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.651 9.50 ng/ul 107827 1,4-Dichlorobenzene-d4 8.228

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cresol 108 C7H80 000106-44-5 60
2 p-Cresol 108 C7H80 000106-44-5 53
3 p-Cresol 108 C7H80 000106-44-5 53

4 Pyrrolidine, 2-(cyanomethylene)- 108 C6H8N2 1000197-01-1 49
5 p-Cresol 108 C7H80 000106-44-5 49

Abundance Scan 896 (8.651 min): BG059412.D\data.ms (-892) (-) m/z 106.95 100.00%

107.0
5000 0.
221.0 474.8 8.40 8.60 8.80 9.00
N“ N\ “n m}\ L 301.1 366.4

539
_‘m‘u‘ Lo [ 301904 158 /2 1es.es 78.95%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6060: p-Cresol
107.0
5000
8.40 8.60 8.80 9.00
m/z 83.10 67.56%
0‘\\\\L‘\I‘\‘ll\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6061: p-Cresol
107.0
8.40 8.60 8.80 9.00
5000 ITI/Z 56.05 42.97%
o‘HuWHMb"H‘H‘w‘H“H‘W‘H‘“‘H‘H‘W‘H‘_‘H,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6063: p-Cresol R R R
108.0 8.40 8.60 8.80 9.00
m/z 40.00 37.74%
5000
51.0“
okttt i e .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 24 Morpholine, 4-nitroso- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.139 104.58 ng/ul 1187476  1,4-Dichlorobenzene-d4 8.228

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-nitroso- 116 C4H8N202 000059-89-2 78
2 Morpholine, 4-nitroso- 116 C4H8N202 000059-89-2 78
3 Morpholine, 4-nitroso- 116 C4H8N202 000059-89-2 78
4 Morpholine, 4-nitroso- 116 C4H8N202 000059-89-2 72
5 Urea, N,N'-diethyl- 116 C5H12N20 000623-76-7 9
Abundance Scan 979 (9.139 min): BG059412.D\data.ms (-971) (-) m/z 56.05 100.00%
56.0
5000
116'1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
| ‘ 8.80 9.00 9.20 9.40
Obrrrdd o L 1981 28093410 428.8489.1548: /7 86.05 37.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9020: Morpholine, 4-nitroso-
56.0
5000 1160 L L R R R
8.80 9.00 9.20 9.40
’ m/z 116.10  24.43%
0‘\‘\JW‘Al“\\\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9018: Morpholine, 4-nitroso-
56.0
e RAREEEREEE S
8.80 9.00 9.20 9.40
5000 116.0 m/z 42.10 18.11%
OM,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9021: Morpholine, 4-nitroso- R A RREEAREE S
56.0 8.80 9.00 9.20 9.40
m/z 41.10 10.77%
116.0
5000
o‘w‘!Mm‘uH‘Hwm,mWm_mwwmww‘ R e R e

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

8.80 9.00 9.20 9.40

SFAM-EPA-BG100723.MA.M Tue Oct 10 16:43:48 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 unknown-@3 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.333  12.26 ng/ul 139215 1,4-Dichlorobenzene-d4 8.228

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Ethyl-.alpha.-methylbenz... 156 C10H140 001565-75-9 38
2 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 30
3 .alpha.-Ethyl-.alpha.-methylbenz... 150 C10H140 001565-75-9 27
4 Atrolactic acid 166 C9H1003 000515-30-0 22
5 4-Methoxy-.alpha.-toluenethiol 154 C8H1e0S 006258-60-2 22
Abundance Scan 1012 (9.333 min): BG059412.D\data.ms (-1003) (-) m/z 43.10 100.00%
43.1
1211
5000
R R RRRSRRE
{ ‘ 193.0 9.00 9.20 9.40 9.60
o }LM bl oni 2981 8411 41714696 0 121,10 59.74%
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #27622: .alpha.-Ethyl-.alpha.-methylbenzyl alcohol
43.0
5000 121.0 H‘\H\A‘HH"J\\\H‘(\"\“H‘
9.00 9.20 9.40 9.60
m/z 57.10 21.60%
O \u\‘\‘M\l\h\\l“\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #18988: Benzenemethanol, .alpha.,.alpha.-dimethyl-
43.0
9.00 9.20 9.40 9.60
m/z 40.00 18.40%
5000 121.0
L P Y
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #27630: .alpha.-Ethyl-.alpha.-methylbenzyl alcohol A Emm A
43.0 9.00 9.20 9.40 9.60
121.0 ITI/Z 51.10 14 .69%
5000
m/z--> 50 100 150 200 250 300 350 400 450 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\

Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25

Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 26 unknown-04 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.627 11.83 ng/ul 134368 1,4-Dichlorobenzene-d4 8.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Butoxypropan-2-yl isobutyl car... 232 C12H2404 1000378-27-6 43
2 3-Hydroxybutyric acid, t-butyl e... 160 C8H1603 090435-23-7 40
3 1,3-Dioxolane, 2,2-dimethyl-4-(t... 188 C10H2003 1000381-76-2 38
4 di-tert-Butyl malonate 216 C11H2004 000541-16-2 37
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 35

Abundance Scan 1062 (9.627 min): BG059412.D\data.ms (-1057) (-) m/z 57.10 100.00%
7.1

57.
5000

T
9.50 10.00

P

19.1 267.0 354.8417.
o'M duMH{‘m_‘H_‘H‘wwwpwm O 3 n/z a1.1e 38.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #113501: 1-Butoxypropan-2-yl isobutyl carbonate
57.0
5000 U

—
9.50 10.00
m/z 59.05 30.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36695: 3-Hydroxybutyric acid, t-butyl ester
57.0

T
9.50 10.00
5000 m/z 43.10  22.99%

AL a0
b e ey P
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #62424: 1,3-Dioxolane, 2,2-dimethyl-4-(tert-butyloxymeth e ——
57.0 9.50 10.00
m/z 97.05 17.00%

o

5000

BB L L L L L R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

=

SFAM-EPA-BG100723.MA.M Tue Oct 10 16:43:50 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Triethyl phosphate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.680 10.22 ng/ul 359931 Naphthalene-d8 11.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethyl phosphate 182 C6H1504P 000078-40-0 94
2 Triethyl phosphate 182 C6H1504P 000078-40-0 83
3 Triethyl phosphate 182 C6H1504P 000078-40-0 83
4 Triethyl phosphate 182 C6H1504P 000078-40-0 68
5 Phosphoric acid, diethyl octyl e... 266 C12H2704P 1000308-90-4 59

Abundance Scan 1071 (9.680 min): BG059412.D\data.ms (-1067) (-) m/z 98.95 100.00%
99.0

5000
P =
40L0 1561 9.50 10.00
0. 200, L [450:1217.1 2808 3525 415.94750 541 /0 155 19 67.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #57145: Triethyl phosphate
99.0
29.0
5000 T e
9.50 10.00
m/z 127.00  45.74%
156.0
O‘\J\}\\“\‘\\‘\‘J\‘\I‘\N\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #57146: Triethyl phosphate
99.0
9.50 10.00
5000 ITI/Z 81.00 41.80%
29.0
L] ez
ol L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #57147: Triethyl phosphate =y e
99.0 9.50 10.00

m/z 109.00  33.22%

5000

182.0

H’m\l H\ J

m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00

N
©
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.838 20.13 ng/ul 708954  Naphthalene-d8 11.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 83
2 Hexanoic acid, 3,5,5-trimethyl-,... 512 C30H5606 056554-53-1 59
3 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 53
4 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 50
5 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 50

Abundance Scan 1098 (9.838 min): BG059412.D\data.ms (-1088) (-) m/z 57.10 100.00%

57.1
5000

= =
‘ H 251 ‘ 9.50 10.00
L L 221.2 289.3340.5393.2 461. m/z 41.10 35.24%

Ofr bl RS RSP 2R PR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #35401: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 - =
9.50 10.00
‘ ’ m/z 83.10 30.07%
25.0
O\\“\H‘“lf‘\\\H“P-\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #339858: Hexanoic acid, 3,5,5-trimethyl-, 1,2,3-propanet

N

57.0
T T
9.50 10.00
5000 ITI/Z 56.10 19.73%
141.0 355.0
0 \JII.llwg-ozm-O,,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #35394: Hexanoic acid, 3,5,5-trimethyl- e T
57.0 9.50 10.00
m/z 55.10 15.47%
5000
stn
S — P T
m/z--> 0 50 100 150 200 250 300 350 400 450 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Benzene, 1,2,3-trichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.913 67.70 ng/ul 2384860 Naphthalene-d8 11.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 99
2 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98
3 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 98
4 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98
5 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98
Abundance Scan 1281 (10.913 min): BG059412.D\data.ms (-1274) (- | m/z 179.85 100.00%
179.8
5000
109.0 A
50.1 ‘ ‘ h 11.00
oboido by 4 Al 22112660 3419 ;181 99  95.65%
miz--> 50 100 150 200 250 300 350
Abundance #55238: Benzene, 1,2,3-trichloro-
180.0
5000 R
11.00
109.0 m/z 183.96  29.77%
290 \h | ‘ ‘
O\\‘\W\‘f‘\w“”\\\m‘\\ ‘\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #55239: Benzene, 1,3,5-trichloro-
180.0
T
11.00
5000 m/z 145.00 27.95%
74.0
AETYNIE: T B
m/z--> 50 100 150 200 250 300 350
Abundance #55234: Benzene, 1,2,3-trichloro- ——
180.0 11.00
m/z 109.00 22.39%
5000
109.0
37.0 \ \
o‘Muu““‘“v‘whHu” e e
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

EPA-BG100723.MA.M

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 33 Morpholine, 2,6-dimethyl-, Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.319  13.13 ng/ul 462365  Naphthalene-ds 11.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 2,6-dimethyl-, cis- 115 C6HIINO 006485-55-8 53
2 Ethane, isocyanato- 71 C3H5NO 000109-90-0 43

3 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 37
4 Guanidine, N,N,N',N'-tetramethyl- 115 C5H13N3 000080-70-6 27
5 dl-Mevalonic acid lactone 130 C6H1003 000674-26-0 27

Abundance Scan 1350 (11.319 min): BG059412.D\data.ms (-1346) (- | m/z 43.10 100.00%

9.

2

5000
115.1
P P
‘ ‘ 11.00 11.50
bbbl . 2042 3470 4470 542 . 4199 78.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8891: Morpholine, 2,6-dimethyl-, cis-
30.0
5000 lde ide
115.0 : : S
m/z 69.10 52.09%
O‘\J\"\l"\‘\l\\i\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #682: Ethane, isocyanato-
56.0
P e
11.00 11.50
5000 ITI/Z 71.10 51.58%
o_‘J\u\l,mwm,uH‘mW‘H‘HH_m_m_m_m‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74300: 1-Trifluoroacetoxy-2-methylpentane — —
43.0 11.00 11.50
m/z 56.10 50.29%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Benzene, 1,2,4-trichloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.442  26.86 ng/ul 946294  Naphthalene-d8 11.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 98
2 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 97
3 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 97
4 Benzene, 1,2,4-trichloro- 180 C6H3C13 000120-82-1 97
5 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 97

Abundance Scan 1371 (11.442 min): BG059412.D\data.ms (-1359) (1 | m/z 181.90 100.00%

181.9
5000
109.0 \ L
43.1 ‘ ‘ 11.50
o"m"”ﬂ}‘\‘v\w"&‘mwwu"H"‘2??;““H_m‘w‘”?ﬂf‘-i m/z 179.90  96.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #55238: Benzene, 1,2,3-trichloro-
180.0
5000 k L
11.50
109.0 m/z 183.98  30.46%
O}\J"\FJ\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #55237: Benzene, 1,2,3-trichloro-
180.0
IR
11.50
m/z 145.00 27.76%
5000 74.0
ool il A b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 L
Abundance #55243: Benzene, 1,2,3-trichloro- A A e\
182.0 11.50
m/z 109.00 22.80%
5000 109.0
37.0
ol A b el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25

Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 37 5-Ethyl-3-methylhept-1-en-4-ol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.812  14.12 ng/ul 497422 Naphthalene-ds 11.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Ethyl-3-methylhept-1-en-a-ol 156 CleH2e0 286424-80-4 50

014273-85-9 47
028341-53-9 37
015761-38-3 32
003878-55-5 32

2 Butanoic acid, 4-iodo-, methyl e... 228 C5H9IO02
3 Methyl 4-(p-nitrophenoxy)butyrate 239 C11H13NO5
4 L-Alanine, N-[(1,1-dimethylethox... 189 C8H15NO4
5 Butanedioic acid, monomethyl ester 132 C5H804

Abundance Scan 1434 (11.812 min): BG059412.D\data.ms (-1428) (- m/z 57.10 100.00%
57.1

=

5000
L e
of MLl 1855 2808 4240 .0 9.1 61.45%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #32946: 5-Ethyl-3-methylhept-1-en-4-ol
59.0
5000 - RASS
11.50 12.00
m/z 101.10 54.68%
O”l‘
miz—> 0 50 100 150 200 250 300 350 400
Abundance #109599: Butanoic acid, 4-iodo-, methyl ester
59.0
11.50 12.00
5000 m/z 41.16  38.19%
197.0
||, 270
) e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #121818: Methyl 4-(p-nitrophenoxy)butyrate P —
59.0 11.50 12.00
m/z 43.10 30.70%
h \J\\A/h\//\\ﬂ&xw/ANw
109.0 208.0
OLZ-Q}xllﬁz-o‘ ML W
m/z--> 0 50 100 150 200 250 300 350 400 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS vial : 22

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 39 4,7-Methano-5H-inden-5-one,... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.470  24.88 ng/ul 876627  Naphthalene-d8 11.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4,7-Methano-5H-inden-5-one, 3,3a... 148 C10H120 014888-58-5 94
2 Tricyclo[5.2.1.0(2,6)]dec-3-en-1... 148 C1@H120 1000289-10-5 94
3 Tetracyclo[3.3.1.1(3,7).0(4,6)]d... 148 C10H120 052750-53-5 91
4 4,7-Methano-5H-inden-5-one, 3,3a... 148 C10H120 014888-58-5 83
5 s-Triazolo[4,3-b]pyridazine, 6,7... 148 C7H8N4 023069-78-5 60

Abundance Scan 1546 (12.470 min): BG059412.D\data.ms (-1534) (- | m/z 91.10 100.00%
91.1 148.1
5000
—
B \ | 232.0 345.7  436.2 : 1250
0 ALy 2320 3457 4362 534, 66.10  94.93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #26336: 4,7-Methano-5H-inden-5-one, 3,3a,4,6,7,7a-hex
148.0
5000] 66.0 e
12.50
‘ m/z 148.05 93.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #26311: Tricyclo[5.2.1.0(2,6)]dec-3-en-10-one
66.0
s
148.0 12.50
5000 ITI/Z 79.10 87.59%
0 { M“J“!‘Uu_‘H"Hw‘H‘_wwwwww
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #26320: Tetracyclo[3.3.1.1(3,7).0(4,6)]decan-2-one s
79.0 12.50
m/z 57.10 60.55%
148.0
5000
o il Y
m/z--> 50 100 150 200 250 300 350 400 450 500 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\

. BGB59412.D

: 10 Oct 2023 1:25
: MA/JU

. 04654-11

: 22 Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M

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 Phthalic acid, 4-chloro-3-m...

12.559

Hit# of

EstConc
9.40 ng/ul

5 Tentati

Area Relative to ISTD

331279 Naphthalene-d8

ve ID MW MolForm

Concentration Rank 22

1 Phthalic acid, 4-chloro-3-methyl...

2 Heptyl methyl phthalate 278 C16H2204
3 Phthalic acid, methyl 2-methylph... 270 C16H1404
4 1,2-Benzenedicarboxylic acid, 2-... 266 C13H1406

304 CleH13Clo4

5 Phthalic acid, 4-fluoro-2-nitrop... 319 C15H10FNO6

1000315-71-2 50
1000373-88-4 50
1000315-59-0 50
000085-71-2 50
1000315-63-4 50

Abundance Scan 1561 (12.559 min): BG059412.D\data.ms (-1554) (- | m/z 43.10 100.00%
3.1
163.1
5000
T T
1 5P ‘ 12.50
bbbl 24382971 4303 505, /7 163.10  55.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #204189: Phthalic acid, 4-chloro-3-methylphenyl methyl e
163.0
5000 —L
12.50
m/z 121.10 23.26%
77.0 273.0
0 \\\\‘\\“\\“\\\H\‘\\\\‘\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #170765: Heptyl methyl phthalate
163.0
Wobuagurpelt) | st
12.50
5000 ITI/Z 91.10 11.07%
ols0, 10 278.0
P e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #160847: Phthalic acid, methyl 2-methylphenyl ester s ‘
163.0 12.50
m/z 40.00 8.40%
5000
77.0 239.0
] R AR e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50
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Page: 23



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Butane, 1,1'-[oxybis(2,1-et... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.258 7.06 ng/ul 200179  Acenaphthene-di10 14.862
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 50
2 Butane, 1-(2-methoxyethoxy)- 132 C7H1602 013343-98-1 47
3 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 47
4 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 47
5 2-(2-Butoxyethoxy)acetic acid 176 C8H1604 082941-26-2 43

Abundance Scan 1680 (13.258 min): BG059412.D\data.ms (-1674) (- | m/z 57.10 100.00%
57.1

o \/JUL/\/\—

103.1 13i00 13.50
ol bl llagly 3500 2704 3310 0 45 05 42.41%
miz--> 50 100 150 200 250 300
Abundance  #96404: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- M/\\IJLM
57.0
5000 R T
13.00 13.50

m/z 41.10 35.20%
Ll

‘ 01.0
t‘s.‘q““\_J\_me‘.qM,HH_MWH
mi/z--> 50 100 150 200 250 300
Abundance #16552: Butane, 1-(2-methoxyethoxy)-

57.0

T
13.00 13.50
5000 m/z 59.10 28.20%

00.0
m/z--> 50 100 150 200 250 300
Abundance #497

15.0 ‘
dew

56: Carbonic acid, bis(1-methylpropyl) ester T
57.0 13.00 13.50
m/z 56.10 23.10%

5000
118.0
\ L1 |

o-—P b — —
miz--> 50 100 150 200 250 300 13.00 13.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Diphenyl ether Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.910  20.09 ng/ul 569700  Acenaphthene-d10 14.862
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenyl ether 170 C12H1e0 000101-84-8 95
2 Diphenyl ether 170 C12H1e0 000101-84-8 76
3 Diphenyl ether 170 C12H100 000101-84-8 76
4 Diphenyl ether 170 C12H100 000101-84-8 76
5 Diphenyl ether 170 C12H1e0 000101-84-8 58

Abundance Scan 1791 (13.910 min): BG059412.D\data.ms (-1786) (- | m/z 170.05 100.00%

170.1
5000 51.0

115.1 1400
0L lhm_\”u_ a8 800 myz 141.00  59.81%
miz-> 50 100 150 200 250 300 350 400 450
Abundance #45443: Diphenyl ether J\\A
170.0
so00{ /70

1400
m/z 51.05 51.22%

\\#“‘\‘NMH\ - \\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 100 150 200 250 300 350 400 450
Abundance #45441: Diphenyl ether
170.0

O

1400
5000 m/z 77.05 33.52%
51.0
115.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45439: Diphenyl ether
170.0 1400

m/z 142.05  29.76%

5000
77.0
0 @\‘ YR ‘

m/z--> 50 100 150 200 250 300 350 400 450 1400
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG100923\

Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 44 Piperazine, 1,4-dinitroso- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
14.145 8.59 ng/ul 243704  Acenaphthene-di10 14.862
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Piperazine, 1,4-dinitroso- 144 C4H8N402 000140-79-4 86
2 Piperazine, 1,4-dinitro- 176 C4H8N404 004164-37-8 56
3 Piperazine, 1,4-dinitroso- 144 C4H8N402 000140-79-4 43
4 Piperazine, 1,4-dinitroso- 144 C4H8N402 000140-79-4 38
5 Ethanamine, N-methylene- 57 C3H7N 043729-97-1 37

Abundance Scan 1831 (14.145 min): BG059412.D\data.ms (-1827) (- | m/z 42.10 100.00%
42.1
e Py
50 144.0 ‘ 14.00 14.50
of il R L 27 426 0 g4l 57.38%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #23639: Piperazine, 1,4-dinitroso-
42.0
5000 ot i
14.00 14.50
‘ 144.0 m/z 55.10  39.25%
O‘\‘\‘11“\TI“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #51064: Piperazine, 1,4-dinitro-
42.0
—— —
14.00 14.50
5000 m/z 57.10 37.17%
0 | 89.0 176.0
L B B e e m
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #23641: Piperazine, 1,4-dinitroso- — —T
42.0 14.00 14.50
m/z 56.10 24.57%
5000
‘ T
o‘M1‘mm‘“"“"H"H“_m_m_m_m e —
m/z--> 0 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Benzoic acid, p-tert-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.668 28.59 ng/ul 810609  Acenaphthene-di10 14.862
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 93
2 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 72
3 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 70
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 64
5 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 60
Abundance Scan 1920 (14.668 min): BG059412.D\data.ms (-1913) (- | m/z 163.10 100.00%
163.1
5000
91.1
—— —
41 ‘ 1450 15.00
ol kbl L[ 2187 2825 43030 65 25014
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
5000 e e
14.50 15.00
410 910 m/z 91.10 26.47%
O ‘JJ
miz--> 0 50 100 150 200 250 300 350 400
Abundance #52303: Benzoic acid, 4-acetyl-, methyl ester
163.0
P e
14.50 15.00
5000 m/z 41.10 15.30%
430 1030 ‘ ‘
0 ’M‘“‘J““‘hu‘H“wHw_m_m_m_m
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #52527: Benzoic acid, p-tert-butyl- T —
163.0 14.50 15.00
m/z 178.10 13.17%
410 910
5000
m/z--> 0 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 50 Trichothec-9-en-8-one, 12,1...

Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
16.430 7.68 ng/ul 285273  Phenanthrene-di10 17.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichothec-9-en-8-one, 12,13-epo... 312 C15H2007
2 Propanoic acid, 2-methyl-3-[4-t-... 220 C14H2002

3 Butyla

ted Hydroxytoluene

220 C15H240

4 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240
5 Phenol, 2,4-bis(1,1-dimethylprop... 234 C16H260

023282-20-4 50
1000131-87-0 46
000128-37-0 46
000616-55-7 43
000120-95-6 43

Abundance Scan 2220 (16.430 min): BG059412.D\data.ms (-2216) (-

20

5.1

m/z 205.10 100.00%

5000
131.1 A
41.1 91.1 16.50
0 \“ | ‘ | ‘ \h h‘\ “\ 1‘6“5.1 ‘ ‘ 254'0 9
gl Lo g b L L 2980 sz 131,05 24.53%
miz—-> 50 100 150 200 250 300
Abundance #213815: Trichothec-9-en-8-one, 12,13-epoxy-3,4,7,15-te
205.0
41.0
159.0
5000 550
—r—
253.0 16.50
. m/z 147.20  20.37%
O' T “\‘ ‘H\ T \‘\ " T T T T 3‘1\2.\|
miz--> 50 100 150 200 250 300
Abundance #98996: Propanoic acid, 2-methyl-3-[4-t-butyl]phenyl-
205.0

5000 m/z 117.10 15.99%
131.0
410 910 ‘ |
) S TN 1 . N
mlz--> 50 100 150 200 250 300
Abundance #99220: Butylated Hydroxytoluene 7
205.0 16.50
m/z 206.20  15.22%
5000
57.0
50 [ 1050 1450
b e e e
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25

Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
: SVOA CALIBRATION

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

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

Peak Number 53 Phenol, 2-(1,1,3,3-tetramet... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

16.642  7.75 ng/ul 287702 Phenanthrene-dle 17.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 72
2 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 72
3 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 72
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 72
5 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 72

Abundance Scan 2256 (16.642 min): BG059412.D\data.ms (-2252) (- | m/z 135.05 100.00%
135.1
5000 »Jdv\
R =
41.1 91.1 2202 16.50 17.00
obrr il L 17815202 2790 3842 7 197.10  14.81%
miz--> 50 100 150 200 250 300 350
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0
5000 . —
16.50 17.00
m/z 136.05 10.59%
0 , \‘51“0\ 11 ‘ \ 2060
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
miz--> 50 100 150 200 250 300 350
Abundance #66596: 4-tert-Butylphenyl acetate
135.0
A o
16.50 17.00
5000 ITI/Z 41.10 9.78%
43.0 910 192.0
ol it L4 8
m/z--> 50 100 150 200 250 300 350
Abundance #82552: 4-(1,1-Dimethylpropyl)phenyl acetate —— ——
135.0 16.50 17.00
m/z 43.10 7.21%
5000
430 910 | | 2060
ol e e —r— —r—
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 54 Acetamide, N-(3-methylphenyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.695 13.93 ng/ul 517359  Phenanthrene-d10 17.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 62
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 62
3 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 58
4 Acetamide, N-(4-methylphenyl)- 149 CSH11NO 000103-89-9 53
5 Acetamide, N-(2-methylphenyl)- 149 C9H11INO 000120-66-1 53

Abundance Scan 2265 (16.695 min): BG059412.D\data.ms (-2262) (- | m/z 149.05 100.00%
1

149
5000

55.1 g =
220.1 16.50 17.00

,“Athwaﬂuw‘u,m“_“w“u,u“_“w“w??ﬁﬁ m/z 107.10  87.15%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27371: Acetamide, N-(3-methylphenyl)-
107.0

o

5000 e —
16.50 17.00
43.0 m/z 121.10 69.90%
O’\\\\“l\‘\h\\“\\\\i\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27379: Acetamide, N-(3-methylphenyl)-
107.0
CE e
16.50 17.00
5000 m/z 191.15 31.12%
43.0
0,‘HA¢m“e_“‘y"w“u‘“H“H‘,H“‘H“_“w“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27368: Acetamide, N-(3-methylphenyl)- ittty =
107.0 16.50 17.00

m/z 55.10 18.57%

5000
43.0

o,uujfmﬂe_“‘p“w“u‘“H“H‘,H“‘H“_“w“u — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 55 4-(7-Methyloctyl)phenol Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.759 8.16 ng/ul 302982  Phenanthrene-d10 17.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 95
2 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 52
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 50
4 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 50
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 50

Abundance Scan 2276 (16.760 min): BG059412.D\data.ms (-2272) (- | m/z 135.05 100.00%

135.1
5000

411 ——
16.50 17.00

191.1 .
- ’ y’hu‘« bl d L TTT2489 8226 4159 809 ... 197.10  46.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0

5000 1
16.50 17.00
m/z 121.10  42.05%

41.0
L] 191.0
‘H“\‘\“"\‘\"\\h""\‘}i\‘\‘\\Hl‘\\l\\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)-
135.0

T
16.50 17.00

=

o

o

5000 m/z 149.05 39.66%
77.? ‘
o2 idh
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27477: Phenol, m-tert-butyl- P T
135.0 16.50 17.00

m/z 41.10 16.81%

- MMM/MW
41.0

0 J‘ ) \"

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50 17.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\

Library Search Compound Report

Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 58 n-Hexadecanoic acid Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
18.434 9.17 ng/ul 340469 Phenanthrene-d10 17.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59

Abundance Scan 2561 (18.434 min): BG059412.D\data.ms (-2557) (1 m/z 43.10 100.00%
5000 MWMWWMNMWAN“wvwwww%
——
204 ‘ 18.50
U 20793598 4404 521 m/z 60.10  90.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 17
129.0 18.50
m/z 57.10 77.59%
H‘ 185.0
O‘\\\l"Wlfm‘%“f‘“}\“‘\\\‘\\\H"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
——
18.50
5000 129.0 m/Z 73.05 72.68%
H 2130
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid —
73.0 18.50
m/z 55.10 67.69%
5000 129.0
é } 199.0
ok 0L H‘“\J"H,, —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 59 4-Phenoxyphenylamine, N-eth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.067  27.27 ng/ul 1034810 Chrysene-d12 21.912
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Phenoxyphenylamine, N-ethoxyca... 257 C15H15NO3 1000343-97-5 53
2 2,4-Diamino-6-[p-methoxyphenyl]-... 257 C13H15N50 1000251-46-9 53
3 N-allylnormetazocine 257 C17H23NO 014198-28-8 52
4 5-Hydroxyimino-4-phenylhydrazono... 257 C12H11N502 1000110-69-8 50
5 3-Phenyl-4-azafluorenone 257 C18H11NO 069751-56-0 50
Abundance Scan 2839 (20.067 min): BG059412.D\data.ms (-2835) (- | m/z 257.10 100.00%
257.1
5000 }\
43 141.1197.1 20.00
Ol it bbb b | Ly 818 4171 802! h5g 19 17.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #144501: 4-Phenoxyphenylamine, N-ethoxycarbonyl-
257.0
5000 O I
184.0 20.00
77.0 m/z 197.10 11.72%
| 17e LI
0 \\\‘\\1!‘1\1!‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #144255: 2,4-Diamino-6-[p-methoxyphenyl]-6,7-dihydro-5
257.0
U \
43.0 20.00
5000 m/z 141.05 9.63%
122.0
bl o |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #144696: N-allylnormetazocine o ‘
257.0 20.00
150.0 m/z 155.05 8.67%
41.0
o | oo oy
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 61 Supraene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.587 13.72 ng/ul 520494  Chrysene-d12 21.912
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Farnesol isomer a 222 C15H260 1000108-92-4 64
3 Geranyl bromide 216 C10H17Br 006138-90-5 53
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53
5 Bis(3-methylbut-3-enyl) phthalate 302 C18H2204 022711-53-1 53
Abundance Scan 3438 (23.587 min): BG059412.D\data.ms (-3432) (- | m/z 69.05 100.00%
69.0
5000
N T
23.50
0W‘mJJ\I‘,\Hn‘li‘}‘,.“223”2‘2‘6‘39”3‘_34‘1“1““““_”5‘96}.‘: m/z 81.10  46.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 e :
23.50
m/z 41.10 30.10%
137.0
0 bl 1910 273.0 341.0 410.0
\\1\‘\ \\‘\\\\‘!!11‘\\!\‘1\\\‘\\\\‘\\\\‘!\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #101957: Farnesol isomer a
69.0
N T
23.50
5000 m/z 95.10 12.56%
ST ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #93652: Geranyl bromide T
69.0 23.50
m/z 68.05 10.29%
5000
137.0
L0 AR 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100923\
Data File : BG@59412.D

Acqg On : 10 Oct 2023 1:25
Operator : MA/JU

Sample : 04654-11

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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|
Toluene 4.298 7.4 ng/ul 83962 1 8.228 227084 20.0
Benzene, chloro- 5.479 24.1 ng/ul 273960 1 8.228 227084 20.0
Acetic acid, cy... 5.590 7.9 ng/ul 89545 1 8.228 227084 20.0
Ethanamine, N-e... 6.172 44.1 ng/ul 500369 1 8.228 227084 20.0
unknown-01 6.801 11.6 ng/ul 132059 1  8.228 227084 20.0
Di-sec-Butyl ether 7.976 31.8 ng/ul 360454 1  8.228 227084 20.0
Benzene, 1,3-di... 8.581 74.9 ng/ul 850184 1 8.228 227084 20.0
unknown-02 8.651 9.5 ng/ul 107827 1 8.228 227084 20.0
Morpholine, 4-n... 9.139 104.6 ng/ul 1187476 1  8.228 227084 20.0
unknown-03 9.333 12.3 ng/ul 139215 1  8.228 227084 20.0
unknown-04 9.627 11.8 ng/ul 134368 1 8.228 227084 20.0
Triethyl phosphate 9.680 10.2 ng/ul 359931 2 11.0972 704548 20.90
Hexanoic acid, 9.838 20.1 ng/ul 708954 2 11.072 704548 20.0
Benzene, 1,2,3-... 10.913 67.7 ng/ul 2384860 2 11.072 704548 20.0
Morpholine, 2,6... 11.319 13.1 ng/ul 462365 2 11.072 704548 20.0
Benzene, 1,2,4-... 11.442 26.9 ng/ul 946294 2 11.072 704548 20.0
5-Ethyl-3-methy... 11.812 14.1 ng/ul 497422 2 11.072 704548 20.0
4,7-Methano-5H-... 12.470 24.9 ng/ul 876627 2 11.072 704548 20.0
Phthalic acid, ... 12.559 9.4 ng/ul 331279 2 11.072 704548 20.0
Butane, 1,1'-[o... 13.258 7.1 ng/ul 200179 3 14.862 567131 20.0
Diphenyl ether 13.910 20.1 ng/ul 569700 3 14.862 567131 20.0
Piperazine, 1,4... 14.145 8.6 ng/ul 243704 3 14.862 567131 20.0
Benzoic acid, p... 14.668 28.6 ng/ul 810609 3 14.862 567131 20.0
Trichothec-9-en... 16.430 7.7 ng/ul 285273 4 17.611 742933 20.0
Phenol, 2-(1,1,... 16.642 7.8 ng/ul 287702 4 17.611 742933 20.0
Acetamide, N-(3... 16.695 13.9 ng/ul 517359 4 17.611 742933 20.0
4-(7-Methylocty... 16.759 8.2 ng/ul 302982 4 17.611 742933 20.0
n-Hexadecanoic ... 18.434 9.2 ng/ul 340469 4 17.611 742933 20.0
4-Phenoxyphenyl... 20.067 27.3 ng/ul 1034816 5 21.912 758908 20.0
Supraene 23.587 13.7 ng/ul 520494 5 21.912 758908 20.0
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