LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc :

ALS Vvial : 55 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51639.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.034 89 93 103 rBV 47169 81828 3.13% 0.494%
2 7.406 660 667 677 rVB 156434 287916 11.00% 1.738%
3 7.582 689 697 707 rBV 104736 183027 6.99% 1.105%
4 7.799 725 734 747 rVB 143980 257898 9.85% 1.557%
5 8.275 807 815 821 rVB 140431 251471 9.61% 1.518%

6 8.475 842 849 853 rBV6 10565 19639 ©
7 8.968 924 933 941 rBV 182511 334121 12.
8 9.444 1008 1014 1020 rVV 138210 251092  9.59%
9 9.773 1058 1070 1076 rVB7 8154 23320 ©
9.938 1093 1098 1103 rBV5 8812 17937 ©
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11 10.173 1131 1138 1145 rBV 123397 233538  8.92%
12 10.719 1221 1231 1239 rVB 188647 347641 13.28%
13 11.112 1287 1298 1304 rVV 185466 350921 13.40%
14 11.165 1304 1307 1312 rW 22641 42069 1.61%

P ONDNEPR
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O
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15 11.236 1312 1319 1332 rVV2 134746 306557 11.71% 851%
16 11.941 1434 1439 1444 rBV6 10202 17381 0.66% ©0.105%
17 12.123 1463 1470 1474 rBV2 41202 67496 2.58% 0.408%
18 12.158 1474 1476 1482 rVV7 8741 15672 ©.60% ©.095%
19 12.734 1568 1574 1576 rBV5 12929 21038 0.80% 0.127%
20 12.975 1606 1615 1622 rVV 36893 76373 2.92% 0.461%
21 13.133 1638 1642 1646 rVV2 14187 21626 ©.83% 0.131%
22 13.445 1691 1695 1702 rVB 51241 77536 2.96% 0.468%
23 13.732 1737 1744 1752 rBV7 31346 83581 3.19% ©.505%
24 13.815 1752 1758 1762 rBV8 11404 23970 ©0.92% 0.145%
25 13.967 1782 1784 1792 rVB8 13084 16683 0.64% 0.101%
26 14.079 1792 1803 1807 rBV8 12710 33337 1.27% 0.201%
27 14.238 1825 1830 1834 rVv4 35098 72451 2.77%  ©0.437%
28 14.296 1834 1840 1845 rVV 324480 495085 18.91%  2.989%
29 14.349 1845 1849 1851 rvv4 33608 52541 2.01% 0.317%
30 14.379 1851 1854 1859 rwv3 69022 101512 3.88% 0.613%
31 14.426 1859 1862 1866 rVVvé6 17223 25980 ©.99% 0.157%
32 14.461 1866 1868 1871 rVV4 10966 16124 0.62% 0.097%
33 14.496 1871 1874 1880 rVB2 23080 30956 1.18% ©.187%
34 14.608 1887 1893 1900 rBV 348055 569191 21.74%  3.437%
35 14.749 1912 1917 1921 rBv4 28581 42434  1.62%  0.256%
36 14.790 1921 1924 1933 rVB3 36922 63632 2.43% 0.384%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc :

ALS Vvial : 55 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-BG121421.M
Title : SVOA CALIBRATION
37 14.907 1933 1944 1951 rBV 292193 515414 19.69%  3.112%
38 14.995 1953 1959 1963 rBV9 12363 25342 0.97% 0.153%
39 15.066 1966 1971 1978 rVB 152463 233942 8.94% 1.412%
40 15.136 1978 1983 1988 rVBS 16811 32074 1.23% 0.194%
41 15.183 1988 1991 1995 rBV5 9758 15969 0.61% 0.096%
42 15.236 1995 2000 2002 rBV6 14865 24289 0.93% 0.147%
43 15.295 2005 2010 2015 rVB4 39226 65246 2.49% 0.394%
44 15.348 2016 2019 2023 rBV6 10370 16104 0.62% 0.097%
45 15.418 2026 2031 2035 rVB5 25818 47236 1.80% 0.285%
46 15.477 2038 2041 2045 rBV6 14581 19074 0.73% 0.115%
47 15.524 2045 2049 2054 rVB5 33014 52745 2.01% 0.318%
48 15.636 2062 2068 2072 rBVv8 13106 26296 1.00% 0.159%
49 15.700 2075 2079 2082 rBV5 25632 41284 1.58% 0.249%
50 15.736 2082 2085 2089 rVB3 51298 73302 2.80% 0.443%
51 15.800 2091 2096 2099 rBV7 15769 29521 1.13% 0.178%
52 15.841 2099 2103 2107 rBv4 23459 41559 1.59% 0.251%
53 15.900 2107 2113 2118 rBV 438808 665749 25.43%  4.020%
54 15.994 2124 2129 2136 rVB 117467 167636 6.40% 1.012%
55 16.053 2136 2139 2141 rBV3 13258 16327 0.62% 0.099%
56 16.082 2141 2144 2147 rVB3 23131 26485 1.01% 0.160%
57 16.147 2151 2155 2159 rVB2 47845 74408 2.84%  0.449%
58 16.241 2167 2171 2178 rBV1e 20944 39146 1.50% 0.236%
59 16.358 2188 2191 2194 rVB3 23930 26891 1.03% 0.162%
60 16.393 2194 2197 2201 rVB 28660 32175 1.23% 0.194%
61 16.599 2229 2232 2233 rBV 49249 49023 1.87% ©0.296%
62 16.628 2233 2237 2242 rVB2 130217 190588 7.28% 1.151%
63 16.722 2249 2253 2257 rBV 82477 118930 4.54% 0.718%
64 16.775 2257 2262 2269 rVV5 73245 146553 5.60% 0.885%
65 16.840 2270 2273 2277 rW 63671 82276 3.14% 0.497%
66 16.881 2277 2280 2284 rVB3 54047 71976 2.75% 0.435%
67 17.110 2315 2319 2322 rBV 64000 80393 3.07% 0.485%
68 17.181 2329 2331 2335 rVB 28501 31952 1.22% 0.193%
69 17.392 2364 2367 2371 rVB2 47701 58741 2.24% 0.355%
70 17.451 2373 2377 2381 rVB 52182 75039 2.87% 0.453%
71 17.545 2388 2393 2400 rVB2 42244 83902 3.20% 0.507%
72 17.656 2406 2412 2417 rBV 361767 560819 21.42% 3.386%
73 17.698 2417 2419 2423 rVV2 36927 50936 1.95% 0.308%
74 17.756 2423 2429 2435 rVB 465562 719635 27.49%  4.345%
75 18.062 2478 2481 2485 rVB5 21805 30507 1.17% 0.184%
76 18.138 2491 2494 2499 rVB 60830 79085 3.02% 0.477%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc :

ALS Vvial : 55 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-BG121421.M

Title : SVOA CALIBRATION

77 18.309 2519 2523 2529 rVB4 32134 54348 2.08% 0.328%
78 18.526 2556 2560 2565 rBV3 57491 85520 3.27% 0.516%
79 18.573 2566 2568 2575 rVB5 41841 65775 2.51% 0.397%
80 18.825 2607 2611 2615 rBV 36848 43502 1.66% 0.263%
81 19.090 2653 2656 2661 rVB6 47811 73719 2.82% 0.445%
82 19.442 2710 2716 2720 rVB4 46335 87794 3.35% 0.530%
83 19.572 2735 2738 2741 rBV5 16844 24021 0.92% 0.145%
84 19.624 2744 2747 2751 rVB2 70338 95415 3.64% ©.576%
85 19.901 2792 2794 2798 rVB3 37502 42509 1.62% ©0.257%
86 20.030 2811 2816 2826 rVB 564756 859400 32.83% 5.189%
87 20.547 2900 2904 2908 rVB3 43778 53951 2.06% 0.326%
88 20.929 2967 2969 2975 rVB2 57929 73339 2.80% 0.443%
89 21.052 2987 2990 2994 rVB 43096 48171 1.84% 0.291%
90 21.299 3029 3032 3037 rVB2 38913 54859 2.10% 0.331%
91 21.586 3077 3081 3089 rVB3 90280 151080 5.77% 0.912%
92 21.851 3119 3126 3136 rVB 1834651 2617968 100.00% 15.806%
93 21.974 3141 3147 3155 rVB2 318685 592923 22.65% 3.580%
94 22.174 3179 3181 3185 rVB3 35671 46250 1.77% ©0.279%
95 22.838 3291 3294 3299 rVB2 29925 48472 1.85% ©0.293%
96 23.167 3345 3350 3361 rVB2 71907 158380 6.05% 0.956%
97 23.601 3420 3424 3429 rVB4 28320 57426 2.19% 0.347%
98 25.234 3692 3702 3714 rVB2 292139 888777 33.95% 5.366%
99 25.481 3733 3744 3754 rBV2 182762 578082 22.08% 3.490%
100 27.296 4047 4053 4065 rVB2 32906 109076 4.17% 0.659%

Sum of corrected areas: 16562900
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051639.D\data.ms

1500000

1000000

500000

10.71
749635790 8275 8908 g1 1073 1O /\ L

4.034 I J\ |s.a75 | o.ma38|
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Abundance TIC: BG051639.D\data.ms

21.851

1500000

1000000

20.030

500000

21.974

14.296-599 907

!{

20.54229281208% 786 2174 92.g:

Ovﬁj\ﬁ“u
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Abundance TIC: BG051639.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 6
R.T. EstConc Area Relative to ISTD R.T.
12.123 3.85 ng/ul 67496 Naphthalene-d8 11.112
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 72
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
4 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 72
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 64
Abundance Scan 1470 (12.123 min): BG051639.D\data.ms (-1463) (- m/z 57.15 100.00%
57.1
5000 41]1
85 1 T ‘ T T ‘ T
‘ | ‘ 112.2 12.00 12.50
0 m_m‘,‘ww “‘1\“‘\‘\\c“‘uw“\‘uu‘u\ m/z 71.15  79.12%
m/z--> 20 40 100 120 140
Abundance #22104. Octane, 2,6-dimethyl-
57.0
5000 /\W
2100 12.00 1250
m/z 43.15 54.78%
85.0 113.0
O \\\‘2\5+\Q\\"‘\\\““\\M}\‘\‘.\\\‘\\\“\‘\1\3\2.\0‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22092: Octane, 3,5-dimethyl-
57.0
—h —
12.00 12.50
5000 m/z 41.15 43.44%
41.0
850 1130
ol 150 | m,‘u i w‘: 1420
m/z--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- — —
57.0 12.00 12.50
m/z 56.15 24.68%
5000
410 113.0
85.0
SR S e B N LB L, N LT 47,

l T I I
m/z--> 20 40 60 80 100 120 140 12. 00 12. 50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\

Library Search Compound Report

Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.445  3.01 ng/ul 77536 Acenaphthene-d1e 14.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 c1sHz2 074645-98-0 80

003891-98-3 72
1000309-72-8 50
1000309-18-9 50
005881-17-4 50

2 Dodecane, 2,6,10-trimethyl- 212 C15H32
3 Oxalic acid, butyl neopentyl ester 216 C11H2004
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S
5 Octane, 3-ethyl- 142 C10H22

Abundance Scan 1695 (13.445 min): BG051639.D\data.ms (-1691) (-  m/z 57.15 100.00%
57.1

- JWVJ\V/\M
1350
113.2 .
ok M‘w“w'uwlﬁ?f%_m_m‘HH_HWHH‘AT?““” m/z 71.15  92.64%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 R
13.50
‘ m/z 43.10 69.10%
113.0
O\J\‘\“\Jl\"f“\‘\ﬁ\\‘\]-\8\3\.(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
—r
13.50
5000 ITI/Z 41.15 45,55%
113.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #93822: Oxalic acid, butyl neopentyl ester e
57.0 13.50
m/z 85.10 30.78%
5000 M
145.0
oLl 220 200 gl (0,
m/z--> 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.732 3.24 ng/ul 83581  Acenaphthene-dile 14.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 76
2 Hexadecane 226 C16H34 000544-76-3 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 72
5 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 72

Abundance Scan 1744 (13.732 min): BG051639.D\data.ms (-1737) (- m/z 57.15 100.00%
57.1

154 — ——
‘ 3 ‘ 1912 13.50 14.00
0! A e T e m/z 43.15 76.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14522: Nonane
43.0
5000 — —
13.50 14.00
85.0 m/z 71.15 59.65%
L] o
O\\\‘\\\\“\\\\‘\\‘\\‘\\\\“‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
— —
13.50 14.00
5000 85.0 ITI/Z 41.15 54.22%
29.0
ol by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“w‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane T —
57.0 13.50 14.00
m/z 85.15 38.11%
5000
85.0
290
0‘11301410}69019?0 ol A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Naphthalene, 1,3-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.238 2.81 ng/ul 72451  Acenaphthene-di1e 14.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 90

Abundance Scan 1830 (14.238 min): BG051639.D\data.ms (-1825) (- m/z 141.15 100.00%

141.2
5000
71.1
A
39‘ ][74 .3 252 14.00 14.50
0 MW‘H L bl mww : JH“HUHW‘ b u???ﬂ e m/z 156.15  91.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
5000 i A\ f\/\ L —
14.00 14.50
m/z 155.05 30.93%
76.0 115.0
0 \\\‘\\3\\9‘\()\\\’H\U“\\\\‘\\\‘\‘\‘1‘\\“‘\\ ‘\\\\‘H\\‘\\\\‘\\\\‘\\H‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0 /V\
S
14.00 14.50
5000 ITI/Z 71.10 30.18%
77.0 1150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33164: Naphthalene, 1,6-dimethyl- e ——
156.0 14.00 14.50
m/z 57.20 29.08%
5000
115.0 w
28.0 69.0
0 . Eaa  RaaaanassaEsan e —

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-01 Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
14.349 2.04 ng/ul 52541  Acenaphthene-d10 14.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4H)1,3,2-Dioxaborin, 4-ethenyl-... 208 C12H21B02 1000062-14-4 27
2 Aspidospermidin-17-0l, 1-acetyl-... 414 C23H30ON205 002122-26-1 22
3 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 18
4 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 15
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 11

Abundance Scan 1849 (14.349 min): BG051639.D\data.ms (-1845) (- m/z 193.15 100.00%

193.2
69.2
5000
123.2
‘ ‘ 14.00 14.50
oH‘ gl L m/z 69.15  65.02%
mlz--> 5 100 150 200 250 300 350 400
Abundance #85013: (4H)1,3,2-Dioxaborin, 4-ethenyl-4,6-diethyl-5-(1-
43.0
193.0
5000 — —
14.00 14.50
109. 0151 r ITI/Z 43.15 63.04%
0 ‘h\‘ L“‘\\“H‘\H‘\ \‘H\“h‘ L ! H‘ “’ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310279: Aspidospermidin-17-ol, 1-acetyl-19,21-epoxy-1!
69.0
— —
138.0 14.00 14.50
5000 m/z 57.15 62.91%
0 | 2020 370.0414.
- ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #13150: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl- o ——
43.0 14.00 14.50
m/z 41.15 54.91%
h MW
m/z--> 5 100 150 200 250 300 350 400 14.00 14.50

SFAM-EPA-BG121421.M Fri Dec 24 ©9:11:26 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.379 3.94 ng/ul 101512  Acenaphthene-di10 14.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
4 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 72
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 59

Abundance Scan 1854 (14.379 min): BG051639.D\data.ms (-1851) (-  m/z 43.15 100.00%
3.1

43. 71.2
5000
P o
| 92 ;3 183.3207 2 14.00 14.50
Obrrrrrre el e m/z 57.15 99.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 - ——
85.0 14.00 14.50
m/z 71.15 96.83%
29.0 127.0
O \\\‘\‘M{\“‘{\\‘ “\HM\“}‘\\}““\\U\‘\“\\\‘\]_\5\\5i(\)\\]_\8‘§\.(\)\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
P .
14.00 14.50
5000 85.0 ITI/Z 85.15 47.15%
29.0
113.0
bbb L 1150 2420 1690 1070 2250
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90203: Dodecane, 2,6,11-trimethyl- — —
57.0 14.00 14.50
m/z 41.15 44.27%
5000
85.0
29.0 113.0
Ot b 24202090 1970 TR T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

SFAM-EPA-BG121421.M Fri Dec 24 ©9:11:27 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.790 2.47 ng/ul 63632  Acenaphthene-di0 14.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64
2 Tetracosane 338 C24H50 000646-31-1 64
3 10-Methylnonadecane 282 C20H42 056862-62-5 64
4 Decane, 1-iodo- 268 C1leH21I 002050-77-3 59
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 1924 (14.790 min): BG051639.D\data.ms (-1921) (- m/z 57.15 100.00%

57.1
5000
1450 1500
7.2 : :
oﬁw»\w h‘,w‘lﬁul'es“ p 185‘3‘2 I m/z 43.20 77.78%
m/z--> 50 100 150 200 250 300
Abundance #45502: Decane, 2,4-dimethyl-
43.0
5000 — —
85.0 14.50 15.00
m/z 71.10 56.12%
O\“\““‘\u‘\“‘\’\%L\27\.(\)‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
—1 —
14.50 15.00
5000 ITI/Z 41.15 46.80%
99.0
oLl |4 1410 1830 2250 2670 338:
gl e e
m/z--> 50 100 150 200 250 300
Abundance #176388: 10-Methylnonadecane —— —
57.0 14.50 15.00
m/z 85.15 46.08%
5000
99.0 154.0
AN 0 PR PO 7 SN VA N PO P
m/z--> 50 100 150 200 250 300 14.50 15.00

SFAM-EPA-BG121421.M Fri Dec 24 ©9:11:28 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 8 Naphthalene, 1,6,7-trimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
15.295 2.53 ng/ul 65246  Acenaphthene-di0 14.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 89
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 81
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 76
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 70

Abundance Scan 2010 (15.295 min): BG051639.D\data.ms (-2005) (-  m/z 155.10 100.00%

155.1
43.1
5000 .

;

77.3 205.2 15.00 15, 50
0! m/z 170.15 3.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
17p.0 N\
5000 4 {\\/\ﬁ“ -
15.00 1550
m/z 43.15 57.46%
128.0
510 76.0
O ‘\\\\‘\\‘\\‘H\‘\ U‘HU\\\‘2\9\‘\’\‘!‘\\%\4\ ‘\“\M\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
— —
15.00 15.50
5000 ITI/Z 57.15 54.98%
51270 510 760 1020 1280 | |
e T R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45540: Naphthalene, 2,3,6-trimethyl- —— ——
170.0 15.00 15.50
m/z 71.15 46.25%
5000

84.0
o 370 80 *%1060"  hag0 |

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

3

SFAM-EPA-BG121421.M Fri Dec 24 ©9:11:29 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
15.524 2.05 ng/ul 52745  Acenaphthene-d10 14.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 81
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 81
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 72
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 70
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 70

Abundance Scan 2049 (15.524 min): BG051639.D\data.ms (-2045) (-  m/z 155.10 100.00%
155.1

Wl /M o)
180.1 ‘ e \
411 890 oo, 1272 20702321 15.50
(o} ; m/z 170.15 89.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 T /\b\\ /\/\ J\\/\ T T
15.50
m/z 152.10 22.58%
128.0
51.0 76.0
O\\\‘\\\\“\\‘\\“H\H\HU‘HU\}\()‘Z\-\O\‘\‘\‘!‘\\““\\‘ ‘\“\“\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0 \ m
A0 " L A Y
15.50
5000 ITI/Z 169.05 22.51%
128.0
ol1so StO Taise20 | Ll L o
miz--> 20 40 60 80 100 120 140 160 180 200 220 A N\
Abundance #45532: Naphthalene, 1,4,6-trimethyl- b ‘ﬂ‘ I ‘
155.0 15.50
m/z 180.05 20.05%
5000
128.0
63.0 ‘
oo 00 | i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50

SFAM-EPA-BG121421.M Fri Dec 24 ©9:11:29 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 17
R.T. EstConc Area Relative to ISTD R.T.
15.736 2.84 ng/ul 73302  Acenaphthene-di1e 14.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 72

Abundance Scan 2085 (15.736 min): BG051639.D\data.ms (-2082) (-  m/z 57.15 100.00%
57.1

5000 85.2 \RmﬂﬂwﬂﬂwﬂfﬁﬂMwwj\v
1550 16,00
127.1  167.1 195322 : :
oﬂt“‘” m/z 43.15 80.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 — —
8.0 15.50 16.00
29.0 m/z 71.15 61.05%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107216: Hexadecane
57.0
— —
15.50 16.00
m/z 85.15 45.17%
5000 85.0
29.0
H“H‘w“u,u“_‘u“H‘_“W‘H‘,H‘w“u,u“_‘u
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane T ——
57.0 15.50 16.00
m/z 41.15 43.95%
5000
290 85.0
bk 120 2010 1880
om_H‘_‘mm‘mH‘mu_u‘WMW‘WWWW —r —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.147 2.89 ng/ul 74408  Acenaphthene-d10 14.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 72
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 59
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 53

Abundance Scan 2155 (16.147 min): BG051639.D\data.ms (-2151) (- m/z 57.15 100.00%

57.1
5000
‘ 852 16.00 16.50
113.2 155.2 2241 : :
o""HJ;MH““‘H‘u‘w!‘ww\HJ"m"‘mu_‘l‘??‘?”wwm m/z 71.15 44.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59068: Undecane, 3,9-dimethyl-
57.0
5000 ——— s
16.00 16.50
85.0 o
29.0 m/z 43.15  44.83%
155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74014: Tridecane, 3-methyl-
57.0
e e
16.00 16.50
5000 ITI/Z 41.15 24.72%
29.0
85.0
ob L1180 1400 1990 1050
et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59076: Undecane, 2,6-dimethyl- —— ——
57.0 16.00 16.50
m/z 56.15 19.25%
5000
29-0 98.0
bbb e, 24101690 BECRAAN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.628 6.80 ng/ul 190588  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 47
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 43
3 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 43
4 3-(Octyloxy)-1,2-propanediol 204 C11H2403 010438-94-5 38
5 Succinic acid, 2-methylpent-3-yl... 272 C15H2804 1000389-57-8 38

Abundance Scan 2237 (16.628 min): BG051639.D\data.ms (-2233) (- m/z 71.15 100.00%

71.2
43.1 121.2
5000
163.2 —— —
bbb bbb dBs2202

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

Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0

%

5000
16.50 17.00

m/z 43.15 65.34%
29_0‘ ‘ 85.0 1130 /
|

m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0

o

-

16.50 17.00
5000 m/z 121.15  63.56%

113.0
183.0
) \‘ 1410 ) 225.0253.0

m/z--> 20 40 60 80 100120140160 180200 220240260

290 H

o
[e2]
(4]
o

Abundance #22128: Heptane, 3-ethyl-5-methyl-

57.0 16.50 17.00
m/z 41.15 36.66%
5000
29.0
e 0 113.0

U I
m/z--> 20 40 60 80 100120140160 180200 220 240 260 16.50 17.00

SFAM-EPA-BG121421.M Fri Dec 24 ©9:11:32 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 4-tert-Butylphenol, O-isopr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.723 4.24 ng/ul 118930  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butylphenol, O-isopropylo... 236 C14H2003 1201410-82-3 53
2 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 53
3 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 53
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 53
5 Thymol 150 C10H140 000089-83-8 50

Abundance Scan 2253 (16.722 min): BG051639.D\data.ms (-2249) (- m/z 135.15 100.00%

135.2
5000
91.1 IR IR
ol i L IS L m/z 105.15  87.46%
m/z--> 50 100 150 200 250 300 350
Abundance #118418: 4-tert-Butylphenol, O-isopropyloxycarbonyl-
135.0
5000 A el
16.50 17.00
43.0 m/z 107.05 19.58%
L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #309589: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-
135.0
T —
16.50 17.00
5000 ITI/Z 91.10 18.67%
oL 410 90 | 206.0 247.0284.0
L L e e
m/z--> 50 100 150 200 250 300 350
Abundance #264027: ((1,2-Diethylethylene)bis(p-phenylene))diacetat P ——
135.0 16.50 17.00
m/z 41.15 13.86%
5000
177.0
0 43.0 91.0‘ ‘ \‘ 241.0 283.0 354.(
T e e B R e 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\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-@3 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.775 5.23 ng/ul 146553  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 43
2 Acetamide, N-methyl-N-phenyl- 149 CS9H11NO 000579-10-2 43
3 Acetamide, N-(2-methylphenyl)- 149 CO9H11NO 000120-66-1 38
4 Acetamide, N-(2-methylphenyl)- 149 CSH11NO 000120-66-1 38
5 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 38

Abundance Scan 2262 (16.775 min): BG051639.D\data.ms (-2257) (- m/z 107.15 100.00%
10y.2 149.2

=

5000
191.1
433 77.0 T T
H ‘ ‘ ‘ 220.3 16.50 17.00
O bbbt s bl b L gz 149,15 97.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27379: Acetamide, N-(3-methylphenyl)-
107.0
5000 149.0 pee T
16.50 17.00
430 m/z 121.15  68.86%
77.0
O ‘\\\\“\\h\‘\“\‘\\\““\\‘\\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27366: Acetamide, N-methyl-N-phenyl-
107.0
A —
149.0 16.50 17.00
5000 m/z 191.10 34.16%
43.0
77.0
o SN WAV MU NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
It

Abundance #27373: Acetamide, N-(2-methylphenyl)- IR i
107.0 16.50 17.00

m/z 135.15  27.02%

5000 149.0
43.0
77.0
. \‘H‘ ‘\H\‘ e “Hi e 1‘!

Py T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00

=

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27

Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 15 4-(7-Methyloctyl)phenol Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.840 2.93 ng/ul 82276  Phenanthrene-d1e 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 94
2 Hexestrol, O-acetyl- 312 C20H2403 1000374-87-8 59
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 59
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 59
5 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 59

Abundance Scan 2273 (16.840 min): BG051639.D\data.ms (-2270) (-

m/z 135.15 100.00%

135.2
5000
41.1 [ 770
‘ | ‘91‘.2‘ | 1770 2202 16.50 17.00
O R m/z 121.15 38.69%
m/z--> 50 100 150 200 250 300
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 i ——
16.50 17.00
m/z 107.10 38.48%
41.0
W - 191.0
04 \“\ ‘\““\‘\“\ \M‘”‘\“i‘ \“\ } ot T f—— L A
m/z--> 50 100 150 200 250 300
Abundance #214871: Hexestrol, O-acetyl-
135.0
= ——
16.50 17.00
5000 m/z 149.15 32.92%
oL 430 910/ | 17602110 312.(
e e e
m/z--> 50 100 150 200 250 300
Abundance #27481: Phenol, p-tert-butyl- B ]
135.0 16.50 17.00
m/z 41.15 14.91%
5000
41.0 95-0{ ‘
i N B A — S
m/z--> 50 100 150 200 250 300 16.50 17.00

SFAM-EPA-BG121421.M Fri Dec 24 ©9:11:35 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 N-(Chroman-5-yl)acetamide Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.

16.881 2.57 ng/ul 71976  Phenanthrene-d1e 17.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 N-(Chroman-5-yl)acetamide 191 C11H13NO2 1000306-69-8 72
2 Benzenebutanoic acid, 4-ethoxy-.... 222 C12H1404 1000349-97-0 49
3 (3aR,4R,7R,7aS)-1,1,3a,7-tetrame... 222 C15H260 1000496-79-9 38
4 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 30

5 ethanol, 2-[(4-aminophenyl)ethyl... 222 C12H18N202 1000396-28-2 30

Abundance Scan 2280 (16.881 min): BG051639.D\data.ms (-2277) (- m/z 91.15 100.00%
2 149.1
121.1 :

5000

43.1 191.1 221.9

— —
‘ ‘ ‘ ‘ ‘ 16.50 17.00

0 m_W‘w“l‘p‘ml “‘M WH \HU}‘Mw“nﬂ‘ws“um“w m‘mmm‘!‘ewm m/z 149.10  84.13%

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

Abundance #65555: N-(Chroman-5-yl)acetamide
43.0 149.0

5000 121.0 191.0 PRI
93.0 16.50 17.00

m/z 121.05 79.84%

‘\\“HH‘H1\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101161: Benzenebutanoic acid, 4-ethoxy-.gamma.-oxo-
149.0

o

121.0 16.50 17.00
5000 m/z 107.15 69.35%
222.0
5.0 930
0 Hw*?*9\*?*““\”‘H”\**‘”w*wHHw‘**\*1”71*9”\*Hw‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102086: (3aR,4R,7R,7aS)-1,1,3a,7-tetramethyl-2,3,4,5,¢
107.0 161.0 16. 50 17 00

81.0
m/z 119.05 32.95%

41.0
5000 35.0
189.0
222.0
15.0

— T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 2-(4-Tert-butylphenoxy)prop... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.110 2.87 ng/ul 80393  Phenanthrene-dle 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-Tert-butylphenoxy)propanoic... 222 C13H1803 006941-12-4 72
2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
4 meso-Hexestrol, 0,0'-bis(ethoxyc... 414 C24H3006 1000487-68-5 64
5 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 64

Abundance Scan 2319 (17.110 min): BG051639.D\data.ms (-2315) (- m/z 135.10 100.00%

135.1
5000
107.2
1 — 0
6 ‘ 165.2 196.1 17.00 17.50
0 m‘W,MWWmw“wm_Hl‘ww,m‘_Mzﬁ“‘_lmzf??” m/z 107.15  21.95%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #101421: 2-(4-Tert-butylphenoxy)propanoic acid
135.0 207.0
5000 — .
17.00 17.50
107.0 m/z 41.15  15.40%
410 77.0
\ \ ‘ 1 177.0 |
O H\‘\‘\‘H"‘\‘\‘\“\“‘\H\\\H“\\‘\‘\“\“\‘\‘\H“‘\H\‘HH‘HH"H\\‘H\\“HH‘\H\‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
—r —
17.00 17.50
5000 ITI/Z 57.15 11.73%
107.0
0 29. O\ 57\ 9 I ‘ \‘ 175.0 2060
e AR E
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82772: Phenol, 4-(1,1,3,3-tetramethylbutyl)- —— ——
135.0 17.00 17.50
m/z 43.15 11.25%
B M
41.0
okl 17 770 70 | 1g30 2060
e T T e —— —
m/z--> 20 40 60 80 100120140160180200220240260 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
17.392 2.09 ng/ul 58741  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetracosane 338 C24H50 000646-31-1 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Octacosane 394 C28H58 000630-02-4 64

Abundance Scan 2367 (17.392 min): BG051639.D\data.ms (-2364) (- m/z 57.15 100.00%
57.1

=

5000
Hoo s
99.2 . .
137.1 1952
0 “‘Uu‘ﬂmwuﬁﬂWHNWfwuw“wyv‘?ﬁas"““‘ — m/z 43.15 70.02%
m/z--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 — ——
17.00 17.50
m/z 71.15 48.70%
99.0
O]\-8\.Q$\ “\ ‘!‘ \“‘\ ““ \“ \%4\‘1.’(‘)\ T \2‘1\‘2.\0\ T ‘ T T T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
— —
17.00 17.50
5000 m/Z 85.15 40.82%

99.0
| L L1 14101830 2250 2670 338

-

(o R s
m/z--> 50 100 150 200 250 300
Abundance #74005: Tetradecane “ ——
57.0 17.00 17.50
m/z 41.15 33.64%
- WMMWMMW
99.0
01‘5-9\‘ i a0 1989 S
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 20
R.T. EstConc Area Relative to ISTD R.T.
17.451 2.68 ng/ul 75039  Phenanthrene-d1e 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 2377 (17.451 min): BG051639.D\data.ms (-2373) (- m/z 57.15 100.00%
57.1

5000 85.2 M/\MJ\K\A/M
‘ 17.50
127.1 183.1 .
244
0 wwwu“w!u w”:u_wm“uw“_“mmu‘mH“:Hw‘z“l‘?ﬁ’”w m/z 71.15  71.94%
m/z--> 0 20 40 60 80 100120140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
5000 L
85.0 17.50
290 m/z 43.15 55.04%
d L | 4 J A1301410 1840
O \‘\H\‘\H\‘HH‘\H\“HH“\H‘\‘\‘\H‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 20 40 60 80 100120140160 180 200 220 240
Abundance #59045: Dodecane, 2-methyl-
43.0
——
17.50
5000 710 m/z 85.15  43.05%
99.0 14101690
LI O O T
m/z--> 0 20 40 60 80 100120140160 180 200 220 240
Abundance #193300: Dodecane, 1-iodo- —
57.0 17.50
m/z 55.15 30.91%
- T W\MMMMM
29.0 ‘ 1130 155.0
S N . S —
m/z--> 0 20 40 60 80 100120 140160 180 200 220 240 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27

Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 20 Benzene, (1-methylundecyl)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.545 2.99 ng/ul 83902  Phenanthrene-dle 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 70
2 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 58
3 Benzene, (1,3,3-trimethylnonyl)- 246 C18H30 054986-44-6 58
4 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 53
5 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 53

Abundance Scan 2393 (17.545 min): BG051639.D\data.ms (-2388) (-  m/z 105.15 100.00%
105.2
41.1 I
246.3 17.50
195.2 .
ol bl Mw“w 8L e 39z 4115 15.59%
mlz--> 50 100 150 200 250 300 350
Abundance #131093: Benzene, (1-methylundecyl)-
105.0
5000 — :
17.50
m/z 91.15 15.46%
41.0
oL L. .|| 14701880 2460
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #131092: Benzene, (1-methylundecyl)-
105.0
T T
17.50
5000 m/z 106.10 15.17%
41.0
Ot | da7O100 200
mfz--> 50 100 150 200 250 300 350 AMNWW ﬂ“”w
Abundance #131106: Benzene, (1,3,3-trimethylnonyl)- M A (B
105.0 17.50
m/z 43.20 14.19%
5000
57.0
246.0
NETSRRR I N -
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.138 2.82 ng/ul 79085  Phenanthrene-d1e 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Pentadecane 212 C15H32 000629-62-9 89
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 80
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 80
5 Pentadecane 212 C15H32 000629-62-9 76

Abundance Scan 2494 (18.138 min): BG051639.D\data.ms (-2491) (-  m/z 57.15 100.00%

57.1
5000
flz ‘856 ‘8‘6
18. 18.5
155.1
oL “‘p‘MWMNWWHWMWNWqu%%%Zu%?%%‘“‘ —— m/z 43.15 88.67%
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 — —
18.00 18.50
m/z 71.15 72.46%
99.0
O ‘ | L ‘H\ I H‘ 1 :\14'\1(‘) 1830 2680
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
—— —
18.00 18.50
5000 ITI/Z 41.15 47 .84%
99.0
oteg | | [T 0 w20
m/z--> 50 100 150 200 250 300
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- P —
43.0 18.00 18.50
m/z 55.15 36.31%
5000 85.0
127.0
o bl P70 600 2250 2950 337, I
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\

Data Path :

Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS vial : 55

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.526 3.05 ng/ul 85520  Phenanthrene-d1e 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid

2 Anthracene, 2-methyl-

3 Phenanthrene, 4-methyl-
4 Phenanthrene, 1-methyl-
5 Anthracene, 1-methyl-

256 C16H3202
192 C15H12
192 C15H12
192 C15H12
192 C15H12

Abundance Scan 2560 (18.526 min): BG051639.D\data.ms (-2556) (-
2.1

431 19
73.1
5000
129.1
163.1 256.1
oL . MH ‘u\“‘\\\\“\‘\h; 24.2
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000
129.0
213.0
i, 7]
01‘4‘0 “\ ‘HH M“ ‘\H““Hhh‘“ \M Ll | “‘ “‘ “‘u\‘ - “‘ —
m/z--> 50 100 150 200 250
Abundance #67024: Anthracene, 2-methyl-
192.0
5000
83.0
ol 1 190 |
m/z--> 50 100 150 200 250
Abundance #67042: Phenanthrene, 4-methyl-
192.0
5000
82.0
28.0 | | 1390 | |
0 b= el i T
m/z--> 50 100 150 200 250

SFAM-EPA-BG121421.M Fri Dec 24 ©9:11:41 2021

000057-10-3 50
000613-12-7 38
000832-64-4 38
000832-69-9 38
000610-48-0 38

m/z 192.05 100.00%

=

18.50
m/z 43.15 85.18%

2

U \
18.50
m/z 73.10 66.83%

-

Ty

:

U \
18.50
m/z 57.15 66.19%

3

U \
18.50
m/z 60.15 63.69%

-

18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Anthracene, 1-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
18.573 2.35 ng/ul 65775  Phenanthrene-di0 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
2 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 58
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 58
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 58
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 58

Abundance Scan 2568 (18.573 min): BG051639.D\data.ms (-2566) (-  m/z 192.15 100.00%

192.2
5000
57.1
2
128.1 163. 2443 Lo 18.50
0! * m/z 191.10  58.89%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67021: Anthracene, 1-methyl-
192.0
5000 I { \
18.50
83.0 m/z 57.15 28.87%
ol 390 | |1150 1630 ‘\
\H‘\H\‘HH’\\H‘HH‘HH‘HH‘HH’HH‘H\‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67047: Naphtho[2,3-b]norbornadiene
192.0
— ‘
18.50
5000 ITI/Z 83.15 27.62%
0 320 630 9?0126 16%0 ‘H M‘/\WMMM
T e e e
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl- —— ‘
192.0 18.50
m/z 189.05  26.24%
5000
270 630 9601560 1630 | ey
e e e e e e ]
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 p-Dicyclohexylbenzene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.090 2.63 ng/ul 73719  Phenanthrene-di1e 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 95
2 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 83
3 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 70
4 Bicyclohexyl, 4-phenyl- 242 C18H26 020273-27-2 53
5 1H-Indene, 2,3-dihydro-1,1,4,5-t... 174 C13H18 016204-57-2 38
Abundance Scan 2656 (19.090 min): BG051639.D\data.ms (-2653) (- m/z 242.15 100.00%
242.2
1171 159.1
5000
411
, m TR TR W
0l _l \\m \‘ ‘ i M‘HHM\ ‘MHHH HHM‘H \‘H Ly \p\d \‘\\\‘\ 1 “H‘ m/z 159.10 76.35%
m/z--> 0 100 150 200 250
Abundance #126418.p-DmydoheXWbenzene
117.0 1590 242.0
5000 - :
55.0 19.00
m/z 117.10  71.36%
o L g AL B0 |
0 \‘ “u ‘\\‘\\‘ M‘M “ \‘ . ‘ h \“ . ‘\‘ \‘ P
miz--> 0 50 100 150 200 250
Abundance #126419: p-Dicyclohexylbenzene
117.0 242.0
159.0 1 \
19.00
m/z 91.10 61.40%
5000 550 /
|
0“‘\‘ M\‘\‘\H‘\\h\ ‘m H\“\“\“‘\‘\““‘
miz--> 0 50 100 150 200 250
Abundance #126420: p-Dicyclohexylbenzene 7
242.0 19.00
m/z 128.10  41.27%
117.0 159.0
5000 83,
41.0
| )t |
o_mu_m“h“”‘u””HH_H‘ e :
m/z--> 0 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 10
R.T. EstConc Area Relative to ISTD R.T.
19.442 3.13 ng/ul 87794  Phenanthrene-d1e 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Octadecane 254 C18H38 000593-45-3 84
3 Octadecane 254 C18H38 000593-45-3 62
4 Nonadecane 268 C19H40 000629-92-5 46
5 Nonadecane 268 C19H40 000629-92-5 46

Abundance Scan 2716 (19.442 min): BG051639.D\data.ms (-2710) (-  m/z 57.15 100.00%
57.1

206.1

5000

S

2422 2774 19.50

0 m/z 71.15 70.37%
m/z--> 50 100 150 200 250
Abundance #158599: Nonadecane
57.0
5000 T T
19.50
268.0 m/z 206.05 67.92%
27\"0\ h | \‘ - 183.0 225.0
O\\\‘\“‘ L “ \\\} ‘\‘\ \‘\“\\‘\\‘\‘\\\
m/z--> 50 100 150 200 250
Abundance #141058: Octadecane
57.0
19.50
5000 ITI/Z 43.15 58.83%
99.0
ol FIOL L LI M0 1830 9007540
m/z--> 50 100 150 200 250
Abundance #141057: Octadecane —
57.0 19.50
m/z 85.15 44.29%
o WW\
9.0
27.0
oL 210U L L 1410 1830 29002500 -
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 cyclohexane, [1,1'-biphenyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.624 3.40 ng/ul 95415  Phenanthrene-d1e 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 81
2 1-(3-Methyl-2-butenyl)-3,6-diaza... 236 C14H24N20 1000216-26-4 46
3 9,10-Anthracenedione, 1,4-dimethyl- 236 C16H1202 001519-36-4 43
4 9,10-Anthracenedione, 2-ethyl- 236 C16H1202 000084-51-5 43
5 11H-Cyclohepta[a]naphthalen-11-o0... 236 C17H160 058111-76-5 43
Abundance Scan 2747 (19.624 min): BG051639.D\data.ms (-2744) (-  m/z 236.10 100.00%
236.1
180.1
5000
283 - 19.50 20.00
0 m/z 180.05 60.50%
m/z--> 40 60 80 100120140160 180200220240 260280
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0
5000 ol =l
16 19.50 20.00
m/z 178.05 56.97%
410 479 1150 ‘ ‘ ‘
OH\“‘HH‘\H\‘HH‘\H\“\‘1H‘\H“\‘HH‘H‘H‘\‘HH‘\H ‘HH‘HH‘\H
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #118486: 1-(3-Methyl-2-butenyl)-3,6-diazahomoadamant:
236.0
58.0 i el
19.50 20.00
m/z 165.05 46.22%
5000 111.0 162.0
193.0
0
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #118771: 9,10-Anthracenedione, 1,4-dimethyl- — ——
236.0 19.50 20.00
m/z 167.15 45.33%
165.0
5000
76.0
‘ ‘193 .0
NCE N I It | Y
m/z--> 40 60 80 100120140160 180200 220 240260 280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Dodecane, 1-fluoro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.587 5.10 ng/ul 151080  Chrysene-di12 21.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 87
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 83
3 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 83
4 Oxalic acid, heptadecyl hexyl ester 412 C25H4804 1000309-25-1 62
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 60

Abundance Scan 3081 (21.586 min): BG051639.D\data.ms (-3077) (- m/z 57.15 100.00%
57.1

-

5000
T T [
] ‘k 197.2 2893 21.50
O o SRR e ey m/z 43.15 95.68%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #62862: Dodecane, 1-fluoro-
57.0
5000 =
21.50
m/z 71.15 74.40%
40.0
0 HH“‘II‘JJ\\W‘}\H‘H\\‘HH‘H\\‘\\\\‘\\\\‘H\\‘HH‘HH‘HH‘HH‘HH‘

m/z--> 0 50 100150200250300350400450500550600650
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester

-

57.0
= ‘
21.50
5000 ITI/Z 55.15 62.03%
o Ulllo 2099
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate — ‘
57.0 21.50
m/z 69.15 55.10%
5000
9.0
0 J‘ WL, 281035504200 532.0 678
et e e e e e g —
m/z--> 0 50 100150200250300350400450500550600650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Phthalic acid, butyl 2-prop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.296 3.77 ng/ul 109076  Perylene-d12 25.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, butyl 2-propylpen... 334 C20H3004 1000377-92-0 59
2 Phthalic acid, 8-chlorooctyl und... 466 C27H43C104 1000356-86-6 59
3 Phthalic acid, 7-methyloct-3-yn-... 442 C28H4204 1000315-43-3 59
4 Phthalic acid, nonyl tridec-2-yn... 470 C30H4604 1000315-44-2 59
5 Didecyl phthalate 446 (C28H4604 000084-77-5 59

Abundance Scan 4053 (27.296 min): BG051639.D\data.ms (-4047) (- m/z 149.05 100.00%

149.1
5000
43.2 ety e
27.00 27.50
104.2 209.1 2811 355.9
ol u“‘“M‘wﬂwu i I e S W <N m/z 43.20  14.99%
mlz--> 50 100 150 200 250 300 350 400
Abundance #241773: Phthalic acid, butyl 2-propylpentyl ester
149.0
5000 — —
27.00 27.50
m/z 41.15 11.53%
223.0
L 5701040 | %
\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance  #330583: Phthalic acid, 8-chlorooctyl undecyl ester
149.0
— —
27.00 27.50
5000 ITI/Z 149.95 8.74%
T T R o e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #323106: Phthalic acid, 7-methyloct-3-yn-5-yl undecyl est 1 ‘f\ M“‘ W‘ A M‘M M
149.0 27.00 27.50
m/z 57.15 8.22%
o W
57.0
oL 3040 | 5270 3040 3990
T T T R R I — —r
m/z--> 50 100 150 200 250 300 350 400 27.00 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51639.D

Acqg On : 18 Dec 2021 21:27
Operator : CG/JU

Sample : M5153-09

Misc :

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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... 12.123 3.9 ng/ul 67496 2 11.112 350921 20.0
(DEL) Alkane: S... 13.445 3.0 ng/ul 77536 3 14.907 515414 20.0
(DEL) Alkane: S... 13.732 3.2 ng/ul 83581 3 14.907 515414 20.0
Naphthalene, 1,... 14.238 2.8 ng/ul 72451 3 14.907 515414 20.0
unknown-01 14.349 2.0 ng/ul 52541 3 14.907 515414 20.0
(DEL) Alkane: S... 14.379 3.9 ng/ul 101512 3 14.997 515414 20.0
(DEL) Alkane: S... 14.790 2.5 ng/ul 63632 3 14.907 515414 20.0
Naphthalene, 1,... 15.295 2.5 ng/ul 65246 3 14.907 515414 20.90
Naphthalene, 2,... 15.524 2.0 ng/ul 52745 3 14.907 515414 20.0
(DEL) Alkane: S... 15.736 2.8 ng/ul 73302 3 14.907 515414 20.0
(DEL) Alkane: S... 16.147 2.9 ng/ul 74408 3 14.907 515414 20.0
unknown-02 16.628 6.8 ng/ul 190588 4 17.657 560819 20.90
4-tert-Butylphe... 16.723 4.2 ng/ul 118930 4 17.657 560819 20.0
unknown-03 16.775 5.2 ng/ul 146553 4 17.657 560819 20.0
4-(7-Methylocty... 16.840 2.9 ng/ul 82276 4 17.657 560819 20.0
N-(Chroman-5-yl... 16.881 2.6 ng/ul 71976 4 17.657 560819 20.90
2-(4-Tert-butyl... 17.110 2.9 ng/ul 80393 4 17.657 560819 20.0
(DEL) Alkane: S... 17.392 2.1 ng/ul 58741 4 17.657 560819 20.0
(DEL) Alkane: S... 17.451 2.7 ng/ul 75039 4 17.657 560819 20.0
Benzene, (1-met... 17.545 3.0 ng/ul 83902 4 17.657 560819 20.90
(DEL) Alkane: S... 18.138 2.8 ng/ul 79085 4 17.657 560819 20.0
n-Hexadecanoic ... 18.526 3.0 ng/ul 85520 4 17.657 560819 20.0
Anthracene, 1-m... 18.573 2.4 ng/ul 65775 4 17.657 560819 20.0
p-Dicyclohexylb... 19.090 2.6 ng/ul 73719 4 17.657 560819 20.90
(DEL) Alkane: S... 19.442 3.1 ng/ul 87794 4 17.657 560819 20.0
cyclohexane, [1... 19.624 3.4 ng/ul 95415 4 17.657 560819 20.0
Dodecane, 1-flu... 21.587 5.1 ng/ul 151080 5 21.974 592923 20.0
Phthalic acid, ... 27.296 3.8 ng/ul 109076 6 25.469 578082 20.0
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