LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BGO49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 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-BG0O80421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49750.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.082 3 7 15 rVW5 48338 100500 1.69% 0.404%
2 3.165 15 21 29 rvB 207594 396681 6.68% 1.595%
3 4.416 228 234 241 rW 26949 45331 0.76% 0.182%
4 4.833 299 305 310 rBV2 16464 27887 0.47% 0.112%
5 5.115 349 353 364 rBv4 4945 11484 0.19% 0.046%
6 5.356 390 394 403 rBV 5660 12182 0.21% 0.049%
7 6.084 511 518 526 rVB7 8702 18398 0.31% 0.074%
8 7.059 679 684 689 rBv4d 8358 13822 0.23% 0.056%
9 7.206 700 709 717 rW 115247 223436 3.76% 0.898%
106 7.365 726 736 751 rBV 76658 148962  2.51% ©.599%
11 7.576 764 772 782 rVB 119209 208847 3.52% 0.840%
12 8.046 845 852 858 rBV 122615 211344 3.56% 0.850%
13 8.639 947 953 958 rBV6 6277 12602 0.21% 0.051%
14 8.757 967 973 983 rVWW2 137500 251182 4.23% 1.010%
15 9.209 1044 1050 1060 rBV 117541 221785 3.73% 0.892%
16 9.368 1069 1077 1083 rVB5 11212 21586 0.36% 0.087%
17 9.938 1168 1174 1181 rVB2 110701 203379 3.42% 0.818%
18 10.179 1210 1215 1220 rBV6 8210 16411 0.28% 0.066%
19 10.255 1224 1228 1237 rVB7 4289 9618 0.16% 0.039%
20 10.490 1261 1268 1277 rBV 159095 291084 4.90% 1.170%
21 10.625 1286 1291 1302 rVB3 24407 44690 0.75% 0.180%
22 10.866 1324 1332 1339 rW 160766 295882 4.98% 1.190%
23 11.665 1463 1468 1474 rVB5 10360 18251 0.31% 0.073%
24 12.399 1588 1593 1598 rBV3 7886 13746 0.23% 0.055%
25 12.969 1685 1690 1694 rBV5 8484 14867 ©0.25% 0.060%
26 13.051 1699 1704 1706 rBV4 8054 13009 0.22% 0.052%
27 13.609 1794 1799 1808 rVB2 32607 59506 1.00% 0.239%
28 13.962 1857 1859 1864 rVV5 8625 13279 0.22% 0.053%
29 14.091 1875 1881 1889 rBV 284401 418561 7.05% 1.683%
30 14.332 1917 1922 1926 rBV5 9991 16407 0.28% 0.066%
31 14.390 1926 1932 1938 rVB 291153 455382  7.67% 1.831%
32 14.543 1954 1958 1962 rBV6 7046 11732 0.20% 0.047%
33 14.696 1978 1984 1991 rBV 252407 388828 6.55% 1.563%
34 14.907 2015 2020 2030 rBV2 60974 130129 2.19% 0.523%
35 15.048 2040 2044 2048 rVB6 8228 9901 0.17% 0.040%
36 15.101 2048 2053 2059 rVB6 18178 25986 0.44% 0.104%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BGO49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 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-BG080421.M
Title : SVOA CALIBRATION
37 15.501 2114 2121 2126 rBV5 33430 68592 1.15% 0.276%
38 15.689 2147 2153 2160 rVB 376578 559698 9.42%  2.250%
39 15.812 2168 2174 2180 rVB 88921 144268 2.43% ©.580%
40 16.241 2242 2247 2255 rVB9 17019 40167 0.68% 0.161%
41 16.470 2281 2286 2289 rBV7 6167 11553 ©.19% 0.046%
42 16.576 2301 2304 2308 rVv2 19528 28025 0.47% 0.113%
43 16.629 2311 2313 2319 rVB6 10709 14753 ©.25% ©.059%
44 16.776 2333 2338 2344 rVB8 15129 28173  0.47% 0.113%
45 16.834 2344 2348 2353 rVW6 31259 46208 0.78% 0.186%
46 16.952 2363 2368 2374 rVB9 10554 22520 ©.38% 0.091%
47 17.193 2404 2409 2419 rBv4 41705 79867 1.34% 0.321%
48 17.292 2422 2426 2428 rBV5 9518 13924 0.23% 0.056%
49 17.328 2428 2432 2435 rBV6 26244 42526 0.72% 0.171%
50 17.398 2441 2444 2447 rBV5 10357 13806 ©.23% 0.056%
51 17.451 2447 2453 2459 rVW 251356 406559 6.84% 1.635%
52 17.545 2463 2469 2475 rVB2 298396 461000 7.76%  1.854%
53 17.604 2475 2479 2482 rBV6 8386 12807 ©.22% ©0.051%
54 17.651 2483 2487 2493 rVB6 36192 54071 ©.91% 0.217%
55 17.921 2531 2533 2537 rVB4 12133 15034 0.25% ©0.060%
56 18.074 2554 2559 2560 rBV5 7721 12903 0.22% 0.052%
57 18.097 2560 2563 2568 rVB6 18791 25308 0.43% 0.102%
58 18.215 2579 2583 2588 rVvv8 8936 15760 ©.27% 0.063%
59 18.273 2590 2593 2597 rVB5 9068 11889 0.20% 0.048%
60 18.332 2597 2603 2610 rBV2 95540 132735 2.23% 0.534%
61 18.614 2647 2651 2653 rBv4 16511 20228 ©.34% 0.081%
62 18.649 2653 2657 2665 rVB7 65503 108910 1.83% 0.438%
63 18.796 2678 2682 2685 rBV6 23785 45753 0.77% 0.184%
64 18.931 2701 2705 2709 rBV7 32458 49476 0.83% 0.199%
65 18.984 2709 2714 2715 rBv4 27685 38344 0.65% 0.154%
66 19.184 2744 2748 2751 rVW6 24714 37339 0.63% 0.150%
67 19.260 2755 2761 2764 rVV4 60478 105307 1.77% ©.423%
68 19.296 2764 2767 2777 rVB4 73205 99148 1.67% 0.399%
69 19.484 2796 2799 2800 rBV3 18277 18717 ©0.32% 0.075%
70 19.536 2805 2808 2813 rVB6 31216 46763 ©0.79% 0.188%
71 19.601 2816 2819 2821 rBV3 20457 26843  0.45% 0.108%
72 19.730 2839 2841 2845 rBv4 13775 16361 0.28% 0.066%
73 19.836 2853 2859 2865 rBV 383215 563701 9.49%  2.266%
74 20.001 2883 2887 2888 rBv4 15884 19769 ©.33% 0.079%
75 20.271 2929 2933 2936 rBV 50454 72870  1.23% 0.293%

76 20.324 2938 2942 2944 rBV2 102526 129547 2.18% ©0.521%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BGO49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 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-BG080421.M
Title : SVOA CALIBRATION
77 20.676 2998 3002 3010 rBV9 52638 121595 2.05% ©0.489%
78 20.794 3018 3022 3026 rVB 113567 137073 2.31% ©.551%
79 20.846 3026 3031 3035 rVB6 39976 67118 1.13% 0.270%
80 20.917 3039 3043 3045 rBVS5 21181 35691 0.60% 0.144%
81 21.029 3057 3062 3067 rVB4 134129 212948 3.59% ©.856%
82 21.358 3113 3118 3128 rBV 689098 1025971 17.27% 4.125%
83 21.569 3151 3154 3158 rBVS5 39751 57905 ©.97% 0.233%
84 21.733 3177 3182 3190 rBV2 249942 434229 7.31% 1.746%
85 21.910 3210 3212 3220 rVB7 35277 60854 1.02%  0.245%
86 22.156 3250 3254 3260 rVB2 183184 295747  4.98%  1.189%
87 22.556 3312 3322 3335 rBV2 442157 1250056 21.05% 5.026%
88 23.196 3427 3431 3435 rBv4 46010 84628 1.42%  0.340%
89 23.596 3491 3499 3508 rBV 449527 967790 16.29%  3.891%
90 24.060 3571 3578 3584 rBV2 208299 467507 7.87% 1.880%
91 24.130 3584 3590 3600 rVB2 324669 820506 13.81%  3.299%
92 24.794 3696 3703 3713 rVB2 170389 473484  7.97% 1.904%
93 25.023 3734 3742 3752 rVB3 164698 461975 7.78% 1.857%
94 25.293 3781 3788 3798 rVB6 144367 404373 6.81% 1.626%
95 25.564 3824 3834 3845 rBV3 286450 833976 14.04%  3.353%
96 26.192 3933 3941 3951 rVB5 105386 345786 5.82%  1.390%
97 26.357 3953 3969 3987 rBV2 1543403 5939611 100.00% 23.881%
98 30.486 4657 4672 4687 rBV8 271218 1459092 24.57% 5.867%
99 30.651 4693 4700 4714 rVB8 182833 728283 12.26%  2.928%
100 31.326 4806 4815 4816 rBV9 60762 147308 2.48% 0.592%

Sum of corrected areas: 24871405
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG049750.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000

.165

200000 8.757 9 209 10.4900.866

082 7.208£76 8.046 9.938
4.4164.838 186356 6.084 7.059 | se 0368 |oaizsk0.62 11.665  12.399
T

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ L L L B B B

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

Abundance TIC: BG049750.D\data.ms
1600000

1400000
1200000
1000000
800000 21.358
600000

400000
14.094-399 696
200000

2891 13-6083.9624.385 5501 | PEESIH0

e e A e —— ————
Time--> 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG049750.D\data.ms
1600000 26.857

1400000

1200000

1000000

800000

600000

400000

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\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.082 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.082 9.51 ng/ul 100500 1,4-Dichlorobenzene-d4 8.046

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 64
2 Cyclohexane 84 C6H12 000110-82-7 59
3 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 59
4 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 53
5 Cyclohexane 84 C6H12 000110-82-7 53
Abundance Scan 7 (3.082 min): BG049750.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1

?

5000
3103.203.303.40350
134.3 477. : : : : s
0 \‘m”"mm""w"""m_m,ww_m_m m/z 41.15  88.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1643: Cyclohexane
56.0
5000 [T TR e e
3.103.203.303.403.50
‘ m/z 84.25 81.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1646: Cyclohexane
56.0
T T
3.103.203.303.403.50
5000 ITI/Z 39.20 65.90%
0 il‘,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1711 Cyclopropane, 1-ethyl-2-methyl-, cis- e
41.0 3.103.203.303.403.50
m/z 55.20 59.01%
5000 /\j\
0 ‘, R R R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.164 37.54 ng/ul 396681 1,4-Dichlorobenzene-d4 8.046

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 32
Abundance  Scan 21 (3.164 min): BG049750.D\data.ms (-15) (-) m/z 73.15 100.00%

73.2
5000

‘ ‘ 320 340 3.60
ol 11188 2072 878 nm/z 43.15  35.21%

m/z--> 50 100 150 200 250 300 350
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 SO BEERE S
3.20 3.40 3.60
m/z 87.15 27.79%
29.
0#{1
m/z--> 50 100 150 200 250 300 350
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
3‘20 3‘40 3.250
5000 m z 55.15 22.38%
L)
0 \‘”‘1‘”\H*w**H\HH!HH\HH\H*
miz--> 50 100 150 200 250 300 350
Abundance #15764: 2,2,4-Trimethyl-3-pentanol ST

73.0 3. 20 340 3.60
m/z 45.10 10.92%

5000
29.
\‘J \‘ ,112.0

m/z--> 50 100 150 200 250 300 350 3.20 340 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 4-Trifluoroacetoxyoctane Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
4.416 4.29 ng/ul 45331  1,4-Dichlorobenzene-d4 8.046

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Trifluoroacetoxyoctane 226 C10OH17F302 116465-17-9 53
2 (E)-2-Butenoic acid propyl ester 128 C7H1202 010352-87-1 45
3 5-Nonanol 144 C9H200 000623-93-8 45
4 2-Propenoic acid, 2-methyl-, 1-m... 128 C7H1202 004655-34-9 45
5 2-Propenoic acid, 2-methyl-, 1-m... 128 C7H1202 004655-34-9 45
Abundance Scan 234 (4.416 min): BG049750.D\data.ms (-228) (-) m/z 69.15 100.00%
69.2
5000 J\
4.00 2.20 4.40 4,50 4.80
147.1 193.3 281.1 341 S mem e
0 “‘JWMNM‘M‘ e m/z 41.25 83.43%
miz-> 50 100 150 200 250 300
Abundance #106099: 4-Trifluoroacetoxyoctane
69.0
5000
4.00 4.20 4.40 4.60 4.80
m/z 43.15 58.70%
L 112.0
O\\\‘“\‘\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #14089: (E)-2-Butenoic acid propyl ester
69.0
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.15 37.45%
27.
‘ ‘ 113.0
ol bl bty
miz--> 50 100 150 200 250 300
Abundance #24373: 5-Nonano
69.0 4.00 4.20 4.40 4.60 4.80
m/z 39.15 29.39%
5000
29.
L ws0
L
m/z--> 50 100 150 200 250 300 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown-01 Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
4.833 2.64 ng/ul 27887 1,4-Dichlorobenzene-d4 8.046
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-(2-bromoethoxy)- 162 C5H7BroO 018668-74-1 42
2 Cyclopropanecarboxylic acid, 5-f... 225 C10H8FNO4 1000278-66-5 42
3 2-Propenoic acid, 2-methyl-, 2-p... 124 C7H802 013861-22-8 42
4 2-Butyn-1-ol 70 C4H60 000764-01-2 42
5 1-Pentene, 5-bromo- 148 C5H9Br 001119-51-3 42

Abundance Scan 305 (4.833 min): BG049750.D\data.ms (-299) (-) m/z 41.15 100.00%

411 9.3
5000
| 1473 207.2 4.60 4.80 5.00 5.20
0brr—r ““um‘u“wmw_UWMH_Mm‘m‘wm m/z 69.25 86.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38128: 1-Propyne, 3-(2-bromoethoxy)-
39.0 690
5000 R BEREEEa s
4.60 4.80 5.00 5.20
m/z 39.25 55.39%
107.0
O \]\-ﬁ\.(‘)\“\‘\\ H\ \‘i“‘\‘\\‘\ \“‘\\\H\‘\‘m\\‘\\\\‘\\J\-\G‘]-\.\()\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #105088: Cyclopropanecarboxylic acid, 5-fluoro-2-nitroph
41.0 69.0
4.60 4.80 5.00 5.20
5000 m/z 43.15 39.02%
0 Lt 990 1270 1570 225.C
R EEE s B LA REAE R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11959: 2-Propenoic acid, 2-methyl-, 2-propynyl ester
69.0 4.60 4.80 5.00 5.20
39.0 m/z 53.15 15.96%
5000
95.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
9.368 2.04 ng/ul 21586 1,4-Dichlorobenzene-d4 8.046
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 52
2 Decane, 1-fluoro- 160 C1OH21F 000334-56-5 43
3 2-Undecene, 6-methyl-, (E)- 168 C12H24 074630-61-8 43
4 Pentadecafluorooctanoic acid, no. 540 C17H19F1502 1000406-03-9 43
5 Decane, 1-(ethenyloxy)- 184 C12H240 000765-05-9 43

Abundance Scan 1077 (9.368 min): BG049750.D\data.ms (-1069) (-) m/z 41.15 100.00%
41.1

5000 69.2
98.2 190.8
H‘ 9.00 9.20 9.40 9.60
0! R B B R m/z 43.20 75.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104608: 1-Pentadecene, 2-methyl-
56.0
5000
29.0 9.00 9.20 9.40 9.60
83.0 m/z 57.15 75.32%
ol Ll |M101350 1680 196.0 224.
\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36059: Decane, 1-fluoro-
43.0
9.00 9.20 9.40 9.60
5000 m/z 56.15 69.22%
69.0
97.0
o%?’;?“: u“;‘l“ L ‘\M 41310 1600
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ﬂ A ﬁ A
Abundance #43552: 2-Undecene, 6-methyl-, (E)- I ‘,H““N““‘W“ﬂ“
57.0 9.00 9.20 9.40 9.60
m/z 55.15 51.97%
5000
0 1250 1639
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

SFAM-EPA-BGO80421.M Tue Aug 10 17:56:58 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.625 3.02 ng/ul 44690 Naphthalene-d8 10.866
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
Abundance Scan 1291 (10.625 min): BG049750.D\data.ms (-1286) (-  m/z 57.25 100.00%
57.3
5000
87.0 10.50 11.00
W gl 1312 207.2 ,
O el Ml b T eS m/z 45,15 83.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 A B e
20.0 10.50 11.00
m/z 41.25 39.59%
87.0
I 132.0
0 H‘\”‘\H\“‘WH Hu‘l‘\“\‘M\}‘\H\‘\\‘}\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
10.50 11.00
5000 m/z 75.15 21.57%
29.0
87.0
ol Ml 220
miz--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- e
57.0 10.50 11.00
m/z 43.15 19.36%
5000
29.0
‘ ‘870
obrrrrertbe i b g 1320 1630 VMR
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

SFAM-EPA-BGO80421.M Tue Aug 10 17:56:58 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Vanillin Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.609 3.06 ng/ul 59506  Acenaphthene-d10 14.696
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
3 Vanillin 152 C8H803 000121-33-5 94
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 93
5 Vanillin 152 C8H803 000121-33-5 93

Abundance Scan 1799 (13.609 min): BG049750.D\data.ms (-1794) (- m/z 151.15 100.00%
151.2

5000 81.2
‘13‘50‘ 1400
o b AL eme sy aw B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #29935: Vanillin
151.0
5000
81.0 13 50 1400

m/z 81.15 42.64%

\’MJ‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30041: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0

o

13.50 14. 00
81.0
m/z--> O 50 100 150 200 250 300 350 400 450
Abundance #29937: Vanillin
152.0 13.50 14.00

m/z 51.15 19.39%

5000
81.0 m
0 h J \|h b, \‘ ‘ l I I

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

SFAM-EPA-BGO80421.M Tue Aug 10 17:56:59 2021 Page: 11



Data Path : Z:\svoasrv\HPCHEM1
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multip

Quant Method
Quant Title

TIC Library

. SVOA CALIBRATIO

¢ C:\DATABASE\NI

Library Search Compound Report

\BNA_G\Data\BG080921\

lier: 1

N

ST20.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 RCH 108

Concentration Rank 27

ea Relative to ISTD R.T.
592  Acenaphthene-die 14.696
MW MolForm CASH# Qual

R.T. EstConc Ar
15.501 3.53 ng/ul 68
Hit# of 5 Tentative ID
1 RCH 108

151 C7H5NO3

2 5-Fluoro-1H-1,3-benzodiazol-2-amine 151 C7H6FN3
3 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003
4 4-(Methylsulfanyl)benzohydrazide 182 C8H1ON20S
5 Ethanone, 1-[4-(methylthio)phenyl]- 166 C9H100S

Abundance Scan 2121 (15.501 min): B
1

m/z-->

5000

0,

Abundance

m/z-->

5000

O,

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

o

5

521 108.1

20 40 60 80 100120140

#28627. R
15

65.0

SNy W e
I |

G049750.D\data.ms (-2114) (-

1.2

91.3 259.3

160180200220240260

CH 108
1.0

EEERRANRARRNRARERER

20 40 60 80 100120140
#28660: 5-Fluoro-1H-1,3
15

97.0

2o wlil

160180200220240260

-benzodiazol-2-amine
1.0

20 40 60 80 100120140

15

430 47 108.0

160180200220240260

#42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-

1.0

14.0 ‘ D a1y ‘ L

20 40 60 80 100120140

160180200220240260

SFAM-EPA-BGO80421.M Tue Aug 10 17:57:00 2021

002297-94-1 58
030486-73-8 53
006100-74-9 50
1000484-57-9 50
001778-09-2 50

m/z 151.15 100.00%

A
L \

15.50
m/z 178.15

23.71%

15.50

m/z 123.15 17.93%

-

15.50

m/z 108.05 15.33%

F

15.50

m/z 149.15 15.10%

i

15.50

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45

Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown-02 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
17.193 3.93 ng/ul 79867  Phenanthrene-d10 17.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 30
2 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 27

3 Oxalic acid, 6-ethyloct-3-yl pro... 272 C15H2804 1000309-34-0 27
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 27
5 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 27

Abundance Scan 2409 (17.193 min): BG049750.D\data.ms (-2404) (-
41.1

5000
157 1 — ——
201.2 2771 440, 17.00 17.50
0! M\”H\ \H Ll \ ‘u\ | \‘ I ‘ M\‘ ‘\ — " ITI z 57.15 81.35%
m/z--> 150 200 250 300
Abundance #266189. Carbomc acid, decyl undecyl ester
57.0

m/z 41.15 100.00%

5000
17 00 17 50
m/z 99.15 60.87%
O T H‘\ ‘\ ‘ ‘\ “‘ ‘ “‘ \h‘ T “\ “ “ T L ?03\0\ L ‘ L L ‘ L Ll
miz--> 50 100 150 200 250 300
Abundance #59052: Undecane, 3,7-dimethyl-
43.0

17.00 17.50

127.0
0 \\w\mgo
miz--> 50 100 150 200 250 300

Abundance #163348: Oxalic acid, 6-ethyloct-3-yl propyl ester
43.0, 85.0 l7 00 l7 50

m/z 71.25 51.01%

5000
141.0
0 M | \‘ \‘\ \‘ ‘ L A “ 185.0

m/z--> 50 100 150 200 250 300 17 00 17 50

SFAM-EPA-BGO80421.M Tue Aug 10 17:57:00 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknown-03 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
17.328 2.09 ng/ul 42526  Phenanthrene-d10 17.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methyloctanoic acid 158 C9H1802 060218-42-0 43
2 Trisilane 92 H8Si3 007783-26-8 38
3 Heptanoic acid 130 C7H1402 000111-14-8 35
4 Heptanoic acid 130 C7H1402 000111-14-8 35
5 .alpha.-Aminooxy-propionic acid,... 133 C5H11NO3 005766-86-9 30

Abundance Scan 2432 (17.328 min): BG049750.D\data.ms (-2428) (- m/z 43.15 100.00%

— \
0 100 150 200 250 300 17.00 17.50

43.1
5000
3.2 1293 199.3 — —
‘ ‘ 3161 17.00 1750
0. il Ml T w7z 55.15 99.26%
m/z--> 50 100 150 200 250 300
Abundance #35316: 5-Methyloctanoic acid
60.0
115.0
5000 — ——
17.00 17.50
m/z 60.15 75.42%
OL\S\q‘\ \“\‘H\ \1‘58\\0\ T ‘ L ‘ T T T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #2785: Trisilane
60.0
17.00 17.50
5000 m/Z 41.15 72.32%
0 ijm T T
m/z--> 50 100 150 200 250 300
Abundance #15392: Heptanoic acid “ T
60.0 17.00 17.50
m/z 57.15 58.79%
h \AMJ\“/\WWW
01.0
olsd \m M |
5

m/z-->

SFAM-EPA-BGO80421.M Tue Aug 10 17:57:01 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.332 6.53 ng/ul 132735  Phenanthrene-die 17.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2603 (18.332 min): BG049750.D\data.ms (-2597) (- m/z 73.15 100.00%
5000 1292
- —
H ) 399.1 419 18.00 18.50
- | o4 : © m/z 55.15 87.81%
mlz--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — e
129.0 18.00 18.50
m/z 43.25 83.63%
‘ 185.0
0 \H“ “
m/z--> 50 100 150 200 250 300 350 400
Abundance #92068: Tridecanoic acid
73.0
— ——
18.00 18.50
5000 m/z 41.15 80.12%
29.
129.0
‘ 214.0
ol b L
miz--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid T ——
60.¢ 18.00 18.50
m/z 60.10 79.35%
5000 129.0
H 213.0
NI 17 RN £ B
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50

SFAM-EPA-BGO80421.M Tue Aug 10 17:57:02 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknown-04 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
18.649 5.36 ng/ul 108910 Phenanthrene-die 17.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl-, 3,7-di... 240 C15H2802 085409-36-5 46
2 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 30
3 Cyclodecene, 3-bromo- 216 C1OH17Br 056325-56-5 30
4 (7,7-Dimethyl-2-oxobicyclo[2.2.1... 250 C10H15C103S 1000194-76-1 27
5 Benzene, 1,4-dimethoxy- 138 C8H1002 000150-78-7 25

Abundance Scan 2657 (18.649 min): BG049750.D\data.ms (-2653) (-  m/z 123.20 100.00%

55.1 128.2
5000
1]
' ,\/\W\/\\ T ‘ T T T ‘ T
“ ) . 18.50 19.00
Obrreprrdilh L m/z 55.15  88.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123739: Butanoic acid, 2-methyl-, 3,7-dimethyl-6-octeny
81.0) 12B8.0
41.0
5000 — —
18.50 19.00
m/z 109.15 84.47%
O' \\““‘H‘\\‘1H\“‘]\-\5\4\i\0\1\-\8‘\3\.9‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19540: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)-
0
81.0
—r —
18.50 19.00
5000 m/z 81.20  81.26%
41.0
SIS 1 N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #93653: Cyclodecene, 3-bromo- T T
81.0 18.50 19.00
m/z 95.25 75.63%
41.0
5000
137.0
Ol Ml 27202180 —— —
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

SFAM-EPA-BGO80421.M Tue Aug 10 17:57:02 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknown-©5 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
18.796 2.25 ng/ul 45753  Phenanthrene-d10 17.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Urs-12-en-28-0l 426 C30H500 010153-88-5 16
2 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 15
3 5-Hydroxy-10,10-dimethyl-6-methy... 222 C14H2202 096480-63-6 12
4 (3E,5E)-2,6-Dimethylocta-3,5,7-t... 152 C10H160 206115-88-0 11
5 2-Cyclohexen-1-0l1, 2-methyl-5-(1... 194 C12H1802 007111-29-7 10

Abundance Scan 2682 (18.796 min): BG049750.D\data.ms (-2678) (- m/z 43.15 100.00%

5000
o W
229.3 T 7 1
H H ‘ 18.50 19.00
ol U‘H‘ H'“‘HHM‘ N m/z 55.15  85.85%
m/z--> 50 100 150 200 250 300 350
Abundance #316500: Urs-12-en-28-ol
553.0
203.0
5000 — —
133.0 18.50 19.00
m/z 41.20 57.71%
ol i ‘\u Wb ad s sz e,
m/z--> 50 100 150 200 250 300 350
Abundance #69266: Cyclododecanone, 2-methylene-
41.0
—r —
18.50 19.00
5000 m/Z 81.20 53.32%
370 1940
ow“ p””‘“um“ ‘uHu"m_m,mwm‘
miz--> 50 100 150 200 250 300 350
Abundance #101763 5-Hydroxy-10,10-dimethyl-6-methylenebicyclo[’ P ——
18.50 19.00
m/z 79.15 47 .19%
5000
151.0

m/z--> 150 200 250 300 350 18.50 19.00

SFAM-EPA-BGO80421.M Tue Aug 10 17:57:03 2021 Page: 17



Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\

Library Search Compound Report

Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Ethyl 5-(difluoromethyl)-2H... Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
18.931 2.43 ng/ul 49476  Phenanthrene-d10 17.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethyl 5-(difluoromethyl)-2H-pyra... 190 C7H8F2N202 936033-53-3 51
2 5-Hydroxymethyl-2-thioxoimidazol... 146 C4H6N202S 130629-17-3 15

3 endo-2-Methyl-2-norbornanol 126 C8H140 003212-16-6 12
4 endo-2-Methyl-2-norbornanol 126 C8H140 003212-16-6 12
5 4(1H)-Pteridinone, 2-amino- 163 C6H5N50 002236-60-4 11

Abundance Scan 2705 (18.931 min): BG049750.D\data.ms (-2701) (- m/z 43.15 100.00%

17 e12
145.3 197.2
5000
289 4 T
L) u MH T e o
o_mw b m/z 91,15 78.81%
m/z--> 0 100 150 200 250 300 350 400
Abundance #65158. Ethyl 5-(difluoromethyl)-2H-pyrazole-3-carboxyla
145.0
29.0
5000 T
19.00
97.0 o
H 190.0 m/z 105.15 73.18%
O' I‘”‘\‘\“\‘\‘\\‘\‘\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 0O 100 150 200 250 300 350 400
Abundance #25123. 5-Hydroxymethyl-2-thioxoimidazolidin-4-one
41.0
——
19.00
128.0
5000 m/z 41.25 64.04%

0 \\‘“\ ‘h ‘

mizw> 0 50 100 150 200 250 300 350 400

§

Abundance #13056: endo-2-Methyl-2-norbornanol —
43.0 19.00
m/z 59.25 63.98%
5000
o il \
m/z--> 0 5 100 150 200 250 300 350 400 19.00

SFAM-EPA-BGO80421.M Tue Aug 10 17:57:04 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Cyclohexene, 1-methyl-4-(1,... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
19.260 5.18 ng/ul 105307 Phenanthrene-die 17.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1,5,9-t... 272 C20H32 056248-11-4 51
2 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C1@H18 006069-97-2 30
3 Cyclohexane, 1l-ethenyl-1-methyl-... 204 C15H24 000515-13-9 25
4 1,6,10-Dodecatrien-3-0l1, 3,7,11-... 222 C15H260 040716-66-3 22
5 2-Cyclohexyl-2,5-cyclohexadiene-... 205 C12H15N0O2 107244-54-2 15

Abundance Scan 2761 (19.260 min): BG049750.D\data.ms (-2755) (-  m/z 95.20 100.00%

41.1 95.2
5000
—r —
19.00 19.50
0 m/z 41.15 94.68%
mlz--> 50 100 150 200 250 300 350
Abundance #163977: Cyclohexene, 1-methyl-4-(1,5,9-trimethyl-1,5,9-
81.0
41.0
5000 — —
149.0 19.00 19.50
m/z 81.20 94.16%
1
O LI ‘ T ‘\ T \“ T ‘ L ‘ T T T ‘ T \‘ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #19565: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, [1S-(1.alf
41.0 95.0
—r —
19.00 19.50
5000 m/z 71.15  87.65%
38.0
B
miz--> 50 100 150 200 250 300 350
Abundance #80460: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth e —
81.0 19.00 19.50
410 m/z 55.15 81.39%
5000 21.0
61.0
m/z--> 50 100 150 200 250 300 350 19.00 19.50

SFAM-EPA-BGO80421.M Tue Aug 10 17:57:05 2021 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Phenanthrene, 1,2,3,4,4a,9,... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
19.296 4.88 ng/ul 99148  Phenanthrene-d10 17.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 70
2 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 68
3 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 49
4 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 25
5 3-Hydroxydiphenylamine 185 C12H11NO 000101-18-8 25

Abundance Scan 2767 (19.296 min): BG049750.D\data.ms (-2764) (-  m/z 173.25 100.00%

178.3 255.3
5000 _ :
ol paegrt ot

19.00 19.50
m/z 255.35 97.76%

85..

O,
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #161420: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-1
255.0

5000 159.0
69.0 19.00 19.50

129.0 m/z 159.15 80.56%
‘ 199.0
390, | 4980 ‘M b b bl

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161418: 7-Isopropyl-1,1,4a-trimethyl-1,2,3,4,4a,9,10,10¢

o

255.0
1560 19.00 19.50
5000 69.0 ' ITI/Z 185.25 79.23%
129.0
199.0
oL 200 Lussol Ul 10 L L
miz—-> 20 40 60 80 100120140160 180200220 240260280
Abundance #161417: 7-Isopropyl-1,1,4a-trimethyl-1,2,3,4,42,9,10,10¢  afy™ b bgyhudf Myt
159.0 255.0 19.00 19.50
m/z 129.10  50.15%
5000
69.0
129.0
‘ ‘ ‘ 199.0
W, BT <25 8 10 O 0 O i A
miz—-> 20 40 60 80 100120140160 180200220 240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 unknown-06 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
19.537 2.30 ng/ul 46763  Phenanthrene-d10 17.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3,4,5-Tetrahydropyridazine 84 CAH8N2 000694-06-4 22
2 2-Cyclohexen-1-0l1, 3-methyl-6-(1... 154 C10H180 016721-39-4 22
3 [1,2,4]Triazole-3-thione, 4-ethy... 288 C15H20N4S 1000304-75-8 22
4 2-Cyclohexen-1-0l1, 3-methyl-6-(1... 154 C10OH180 016721-39-4 22
5 1-Butanamine, N-butyl-N-nitro- 174 C8H18N202 004164-31-2 22

Abundance Scan 2808 (19.536 min): BG049750.D\data.ms (-2805) (-  m/z 84.20 100.00%

84.2
43.1
5000
31.2 229.3 |
189.1 ‘ ‘ T 344.4 19,50 !
0! HHH\L\‘HH\ \H\HM “ ‘ \ ‘ Uh L el m/z 43.15 66.99%
miz--> 50 100 150 200 250 300 350
Abundance #1534: 2,3,4,5-Tetrahydropyridazine
pgo 840
5000 e :
19.50
‘ m/z 91.15 56.17%
O H“ T ‘\ T ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ T
miz-> 100 150 200 250 300 350
Abundance #31296. 2-Cyclohexen-1-ol, 3-methyl-6-(1-methylethyl)-, 1
84.0
P |
19.50
5000 m/z 57.20 42.63%
139.0
41.0
0! ‘uh‘“‘:“‘H“HH_HWHH_
miz-> 50 100 150 200 250 300 350
Abundance #183696: [1,2,4]Triazole-3-thione, 4-ethyl-5-phenyl-2-pyrt —— ‘
84.0 19.50
m/z 105.20 41.85%
5000
42.0
ol il ol issto 2080 a0 N
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Retene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
20.271 3.36 ng/ul 72870  Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Retene 234 C18H18 000483-65-8 95
2 Retene 234 C18H18 000483-65-8 95
3 Retene 234 C18H18 000483-65-8 94
4 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 93
5 Retene 234 C18H18 000483-65-8 90

Abundance Scan 2933 (20.271 min): BG049750.D\data.ms (-2929) (-  m/z 219.20 100.00%

219.2
5000
e s dpuntlypoagactule
41.1 178. 20.00 20.50
96.2 1333 256.1 341.1
0 AP ST w7 234,25 54.67%
m/z--> 50 100 150 200 250 300 350
Abundance #116390: Retene
219.0
5000 . A‘AA‘A‘ ‘AAA‘ ‘/w\‘/l
20.00 20.50
m/z 203.15 32.13%
102.0 ‘
0 \\\‘\\\‘r“‘l\1\\9“\‘\“‘\F“\H!‘ \“\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #116389: Retene
219.0
20.00 20.50
5000 m/z 204.15 28.62%
102.0 ‘
0 27‘0‘ 650‘ \\“mﬂ 1‘39‘0‘\ \L“ da A
m/z--> 50 100 150 200 250 300 350
Abundance #116388: Retene
219.0 20.00 20.50
m/z 189.10 28.23%
) NM/LWMN
43.
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080921\
BG049750.D
9 Aug 2021 23:45

Operator : CG/JU

Sample
Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

: M3244-09

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 E-15-Heptadecenal Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
20.324 5.97 ng/ul 129547  Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 94
2 1-Octadecene 252 C18H36 000112-88-9 91
3 3-Octadecene, (E)- 252 C18H36 007206-19-1 90
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 87

Abundance Scan 2942 (20.324 min): BG049750.D\data.ms (-2938) (-  m/z 55.20 100.00%

55.2
5000
" % 2dod éde
207.2 . .
281.
o"JWHUJkmeuuwpwuuwﬁ‘?u‘w“u‘u‘w‘u‘_$4ﬁ m/z 43.20  93.91%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138490: E-15-Heptadecenal
43.0
5000 — —
1110 20.00 20.50
‘ m/z 83.20 73.06%
O\\\ ‘J\TT\‘\\h\‘\l]-‘6\\8\0\‘\\?\5?\9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138521: 1-Octadecene
57.0
— —
20.00 20.50
5000 m/z 69.20 70.21%
e
ot o 220
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138525: 3-Octadecene, (E)- — —
69.0 20.00 20.50
m/z 41.20 64.65%
- NV/WJ\/\M“J\FV‘/\/\
OMW%F‘“%OZS” o
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

20.676 5.60 ng/ul 121595  Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 50
2 Octadecanoic acid 284 C18H3602 000057-11-4 25
3 Octadecanoic acid 284 C18H3602 000057-11-4 25
4 4-(3-Chloro-4-fluorophenyl)-5-cy... 269 C11H9C1FN3S 1000410-05-5 18
5 Adipic acid, decyl 3-methylbutyl... 356 C21H4004 1000348-97-2 14

Abundance Scan 3002 (20.676 min): BG049750.D\data.ms (-2998) (-  m/z 41.25 100.00%

41.3
269.3
32 1292
5000 201.3
e P
‘ | 3123 3553 20.50 21.00
ol — W I EW“J“M [ ‘h‘ bl m/z 43.15 92.25%
mlz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28, 284.0 — ——
1850 241.0 20.50 21.00
‘ m/z 55.15 85.40%
ol H‘NMMM\j‘ML‘M\ UL N SN
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
e P
20.50 21.00
5000 129.0 m/z 269.30  80.05%
29.0 ‘ 185 0 54102840
0\\“\‘ \H MMH‘\M\H ‘\“‘\HL“HL“HH‘H‘
miz--> 50 100 150 200 250 300 350 M
Abundance #179091: Octadecanoic acid MMW — | WNM
43.0 20.50 21.00
m/z 73.15 77 .45%
5000 129.0 MWWWM
3.0
284.0
‘ ‘ 185.0 2410 ‘
O\\“\‘ w““‘ﬂh“\u‘ﬂh M “‘\‘ “““‘ ‘\‘\‘ ‘\‘\“““““““ e P
mlz--> 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 Methyl dehydroabietate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.794 6.31 ng/ul 137073  Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl dehydroabietate 314 C21H3002 001235-74-1 91
2 Methyl dehydroabietate 314 C21H3002 001235-74-1 87
3 Trimethylsilyl 2-amino-4-nitrobe... 254 C10H14N204Si  1000473-63-5 70
4 9,10-Anthracenedione, 2-amino-3-... 239 C14H9NO3 000117-77-1 59
5 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 58
Abundance Scan 3022 (20.794 min): BG049750.D\data.ms (-3018) (- m/z 239.25 100.00%
239.3
5000
2050 2100
43.1 141.2 209.4 . .
ol b B 200 B L T80T 48L g 240,25 22.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217661: Methyl dehydroabietate
239.0
5000 y A‘ pa 4 A‘»/\N\‘/\AA‘)MP
20.50 21.00
209.0 m/z 141.15 8.61%
43.0 141.0
OLtrmy WH‘H\ ‘\gr?’-[‘owuw"\“‘\M""LU\”HF\%\:I‘.“‘.(\‘)\‘\ ‘J\ T \L \‘\ L L B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217665: Methyl dehydroabietate
239.0
—— ——
20.50 21.00
5000 m/z 43.15 7.75%
0 e TR “i S —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #139780: Trimethylsilyl 2-amino-4-nitrobenzoate —— ——
239.0 20.50 21.00
75.0 m/z 197.20 7.22%
) | MMM
0 \

i \ \
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
20.846 3.09 ng/ul 67118 Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 70
2 Hexadecane 226 C16H34 000544-76-3 70
3 Hexadecane 226 C16H34 000544-76-3 55
4 Tetradecane 198 C14H30 000629-59-4 55
5 2-Methyltetracosane 352 C25H52 001560-78-7 49

Abundance Scan 3031 (20.846 min): BG049750.D\data.ms (-3026) (-  m/z 57.15 100.00%
57.1

109.2 _ e
‘H m 1929 2574 363 . 2050 21.00
0““ﬂWLJJ m/z 43.25 92.29%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107220: Hexadecane
57.0
5000 T —
20.50 21.00
m/z 71.15 67.63%
O‘ T \"\ ‘\‘[‘\“‘r‘\'“\Jm‘lw'S\.‘?V}\ewg.\O\‘2\2\?.\0‘ L L B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107219: Hexadecane
57.0
— —
20.50 21.00
5000 m/z 85.25 50.31%

13.0
226.0
| .\ﬁ‘ [ 169.0

o

3

T |
R B e T I R R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107218: Hexadecane T —
57.0 20.50 21.00
m/z 55.15 47.26%
5000

3

J l‘\ | “‘¥13-° 169.0 226.0

)

A L e A — —
miz-> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45

Operator : CG/JU

Sample : M3244-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 1-Phenanthrenemethanol, 1,2... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.029 9.81 ng/ul 212948  Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenanthrenemethanol, 1,2,3,4,... 286 C20H300 003772-55-2 96
2 1-Phenanthrenemethanol, 1,2,3,4,... 286 C20H300 003772-55-2 58
3 Phenol, 4-(3,4-dihydro-2,2,4-tri... 268 C18H2002 000472-41-3 35
4 Triamterene 253 C12H11N7 000396-01-0 22
5 Triamterene 253 C12H11N7 000396-01-0 22

3

Abundance Scan 3062 (21.029 min): BG049750.D\data.ms (-3057) (- m/z 253.25 100.00%

43.3 253.3
173.2
5000 6.2
T T
MLl jsse, o s
0 b Ll 17 T myz 43,25 87.91%
mlz--> 50 100 150 200 250 300 350 400
Abundance #181960: 1-Phenanthrenemethanol, 1,2,3,4,4a,9,10,10a-
253.0
173.0
5000 —a :
21.00
129.0 %
43.0 ‘ m/z 57.15 86.56%
0! \\\Hu‘\‘\u‘\h‘ ‘h‘\‘ " ‘\‘ \“‘ R
m/z--> 50 100 150 200 250 300 350 400
Abundance #181962: 1-Phenanthrenemethanol, 1,2,3,4,4a,9,10,10a-
258.0
== ‘
21.00
5000 173.0 m/z 55.15  76.04%
43.0 131.0
NIRRT V1 VF Y U
miz--> 50 100 150 200 250 300 350 400
Abundance #158539: Phenol, 4-(3,4-dihydro-2,2,4-trimethyl-2H-1-ber o ‘
258.0 21.00
m/z 173.20 72.08%
5000 159.0
107.0
oL ‘u‘ \‘\ m‘\\“\‘ ‘\h h‘u“h“uH m% ; ‘P‘ - “‘ S ‘
m/z--> 50 100 150 200 250 300 350 400 2L00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 Pentadecafluorooctanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.358 47.25 ng/ul 1025970 Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Eicosene 280 C20H40 003452-07-1 93
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 3118 (21.358 min): BG049750.D\data.ms (-3113) (- m/z 43.20 100.00%

o Aik
1 2 ‘ T T ‘ T
J 182.3252.3 21.00 2150
ol bR 18232528 3423 4291 L n/z 57.20 96.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 = —
21.00 21.50
F50 m/z 55.15 79.87%
' 252.0
0 HJ‘\\\‘\‘H\I‘l“\‘\r%[l\ﬂH\‘H‘H“HH‘H\\3‘(\39\.\()‘\\H‘HH‘H\\‘\\\\‘\?ﬂ‘g\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
— —
21.00 21.50
5000 m/z 41.20 64.48%
ﬁ").O 238.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173727: 1-Eicosene T —
43.0 21.00 21.50
m/z 69.15 59.22%
5000 10
280.0
oLl RS -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080921\
BG049750.D
9 Aug 2021 23:45

Operator : CG/JU

Sample
Misc :
ALS vial : 20

Quant Method
Quant Title

TIC Library

: M3244-09

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
21.910 2.80 ng/ul 60854  Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 78
2 Nonadecane 268 C19H40 000629-92-5 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Heptadecane 240 C17H36 000629-78-7 60
5 Pentadecane 212 C15H32 000629-62-9 60

Abundance Scan 3212 (21.910 min): BG049750.D\data.ms (-3210) (-  m/z 57.15 100.00%
57.1

D
2% w
149.2 281.1 ]
\H 223.2 357.4 452, 22.00
oLkl m/z 43.25 99.24%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176385: Eicosane
57.0
5000 T
22.00
m/z 71.15 89.34%
L350 1680 2250 2520
O\‘\"\“\‘\"\“\“‘\‘\1““\‘\\‘\“\‘\‘\\‘\H‘\‘HH’HH‘HH‘\

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

-

Abundance #158598: Nonadecane
—
22.00
5000 m/z 41.15 60.88%
13.0
oLLLL LR 000 2m0 M
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane 7
57.0 22.00
m/z 85.15 59.20%
L3900z
0 Hm“wﬂu\NJ‘Muuw‘w“"_M“““‘,H““““‘ —
m/z--> 50 100 150 200 250 300 350 400 450 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 Pentadecanal- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.157 13.62 ng/ul 295747 Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 83
2 Octadecanal 268 C18H360 000638-66-4 81
3 1,19-Eicosadiene 278 C20H38 014811-95-1 81
4 Hexadecanal 240 C16H320 000629-80-1 76
5 Tetracosanal 352 C24H480 057866-08-7 76

Abundance Scan 3254 (22.156 min): BG049750.D\data.ms (-3250) (-

m/z 43.15 100.00%

5000 p6.2

=

22.00 22.50

281.1

53.1 207.2

355.1 411.4

ot m/z 57.25  94.47%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #107139: Pentadecanal-
82.0
5000 — -
29. 22.00 22,50
m/z 55.15 78.97%
O H“ ‘ ‘\“ !\ ‘ ‘\ H‘ 1“\ I

miz> 0 50 100 150 200 250 300 350 400

-

Abundance #158566: Octadecana
43.0
22.00 22.50
5000 6.0 ITI/Z 41.20 77 .45%
ot gezo 00
miz--> 0 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene —— —
55.0 22.00 22.50
m/z 82.15 76.74%
h ¢mewMWqu\wWmeﬁ/\”
0 1660 2500 ot e
m/z--> 0 50 100 150 200 250 300 350 400 22.00 22.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080921\
BG049750.D
9 Aug 2021 23:45

Operator : CG/JU

Sample
Misc :
ALS vial : 20

Quant Method
Quant Title

TIC Library

: M3244-09

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29

(DEL) Alkane: Straight-Chai...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.556  57.58 ng/ul 1250060 Chrysene-dl2 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene ses CaoHas 001599-67-3 95
2 1-Docosene 308 C22H44 001599-67-3 95

3 Pentafluoropropionic acid, hexad... 388 C19H33F502

4 1-Heptacosanol 396 C27H560
5 1-Hexacosanol

382 C26H540

Abundance Scan 3322 (22.556 min): BG049750.D\data.ms (-3312) (-

7.2

H \H\ \H\ 1‘\\ A t :!782 3 251 3 325.4 403.

100 150 200 250 300 350 400
#209740: 1-Docosene

11.0
308.0

“ “\ “\ ‘\ \h | H s 02380

o

100 150 200 250 300 350 400
#209741: 1-Docosene

97.0

\H‘ L 01820 308.0

100 150 200 250 300 350 400

Abundance #293797: Pentafluoropropionic acid, hexadecyl ester

.0

11.0

‘\ \H\ 54.0  224.0269.0 370.0

006222-07-7 91
002004-39-9 91
000506-52-5 91

m/z 43.25 100.00%

—

22.50

m/z 55.15  88.45%

%

22.50

m/z 57.20  83.19%

—

22.50

m/z 69.15 73.05%

-

22.50

m/z 83.20 72.41%

5000
o—Aid
m/z--> 50
Abundance
7.
5000
015'J hhd
m/z--> 50
Abundance
55
5000
oL ‘\
m/z--> 50
57
5000
ol?ﬁd‘
m/z--> 50

100 150 200 250 300 350 400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 Octadecanoic acid, ethyl ester Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
23.196 3.90 ng/ul 84628 Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, ethyl ester 312 C20H4002 000111-61-5 93
2 Eicosanoic acid, ethyl ester 340 C22H4402 018281-05-5 76
3 Docosanoic acid, ethyl ester 368 C24H4802 005908-87-2 68
4 Eicosanoic acid, ethyl ester 340 C22H4402 018281-05-5 68
5 Octadecanoic acid, ethyl ester 312 C20H4002 000111-61-5 68

Abundance Scan 3431 (23.196 min): BG049750.D\data.ms (-3427) (- m/z 88.15 100.00%

88.2
5000
23.00 23.50
0! m/z 101.15  75.72%
mlz--> 50 100 150 200 250 300 350 400
Abundance #214940: Octadecanoic acid, ethyl ester
88.0
5000 /e L
43.0 23.00 23.50
m/z 55.15 61.30%
157.0 312.0
m 2130 267.0
O\\\i‘” M“‘\““\‘\M\H\“\\\\‘\‘\\\‘\H\\\‘\‘\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #248991: Eicosanoic acid, ethyl ester
88.0
—r —
23.00 23.50
50000 430 m/z 57.20  44.65%
157.0
340.0
Ly ) | 10002010 267077
ob bbb L ETETEETES
miz--> 50 100 150 200 250 300 350 400
Abundance #277553: Docosanoic acid, ethyl ester — —
43.0 88.0 23.00 23.50
m/z 43.15 33.25%
5000
157.0
N I, i G L S it Gt —r —
mlz--> 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 Oxirane, tetradecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.596 41.90 ng/ul 967790 Perylene-di2 25.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, tetradecyl- 240 C16H320 007320-37-8 96
2 Docosanal 324 C22H440 057402-36-5 95
3 13-Octadecenal 266 C18H340 056554-90-6 94
4 14-Octadecenal 266 C18H340 056554-89-3 94
5 Hexacosanal 380 C26H520 026627-85-0 93
Abundance Scan 3499 (23.596 min): BG049750.D\data.ms (-3491) (- 43.25 100.00%
43.3
11| 1522 2223 2004 3624 age. 2350
O R i s o A SR U AL 57.15  99.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123932: Oxirane, tetradecyl-
41.0
D6.0

55.15 74.01%

L1 e20 2080
O\\‘\‘\\\ h‘“‘“‘\‘\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #229611: Docosanal

82.0

5000
2350
1L

2350
5000 82.15 69.88%
UL
oL LAl 200,
m/z--> 50 100 150 200 250 300 350 400
Abundance #155915: 13-Octadecenal
82.0 2350
41.20 61.10%
5000
o smgeo
ol dl i ‘m‘hmm‘“‘H“Hw“““‘w“““‘_“‘
m/z--> 50 100 150 200 250 300 350 400 2350
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\

Library Search Compound Report

Data File : BG@49750.D

9 Aug 2021 23:45

3244-09

Acqg On

Operator : CG/JU
Sample I
Misc :

ALS vial : 2

Quant Method
Quant Title

TIC Library

© Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24.060 20.24 ng/ul 467507 Perylene-di2 25.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3578 (24.060 min): BG049750.D\data.ms (-3571) (- m/z 57.20 100.00%
57.2

5000

-

O bl [L 28 2083 3810 w4320 75.70%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 ——
24.00
m/z 71.25 65.39%
o \‘ || 1#7:0197.0267.0 3670

‘\\H‘\\H‘HH‘HH’HH‘HH‘WH\‘\H\‘\\H‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

;

Abundance #347241: Tetratetracontane
57.0
24.00
5000 ITI/Z 85.25 45.81%
0 N 1 |1 127:0197.0267.0337.0407.0 491.0562.0
et e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane T
57.0 24.00
m/z 55.15 32.75%
B M/L/\
ol Ul || 127.0197.0 281.0  394.0
_‘H‘HH‘HH‘H“H‘wH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_“ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 33

(DEL) Alkane: Straight-Chai...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
24.130 35.52 ng/ul 820506 Perylene-di2 25.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 3590 (24.130 min): BG049750.D\data.ms (-3584) (-  m/z 43.25 100.00%

43.3
97.2
5000
2400 2450
154.3 208.2 ' :
ol t A AL “ “w‘ Do ete, 282t 85644011 ;55,15 96.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #244231: 1-Tetracosene
43.0 970
5000 T ——
24.00 24.50
m/z 57.25 87.62%
O\\“\“‘\“\\““““M]T“‘\‘\\\2‘1\0\()\\‘\\\\‘\3\3\6\‘()\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #248981: 1-Heneicosyl formate
57.0
— —
24.00 24.50
5000 1.0 ITI/Z 69.15 76.73%
0 \\‘\ \‘\ ] ‘\\6. 9‘222 0 ‘2940340 0
R R R il L R
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane T —
57.0 24.00 24.50
m/z 83.20 72.83%
5000 11.0
ol i LdLLL1], . 1960 26903900
it “H“ b e —— —
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 34 Octadecane, 1-(ethenyloxy)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
25.293 17.51 ng/ul 404373 Perylene-di2 25.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 64
2 Stearic acid hydrazide 298 C18H38N20 004130-54-5 49
3 Cyclododecanol, 1-ethenyl- 210 C14H260 006244-49-1 49
4 7-(13,14-Epoxy)tetradec-11-en-1-... 268 C16H2803 1000131-33-2 49

5 Bromoacetic acid, tetradecyl ester 334 C16H31Bro02 018992-01-3 46

Abundance Scan 3788 (25.293 min): BG049750.D\data.ms (-3781) (- m/z 57.15 100.00%
57.1

5000
25‘00 25‘50
319.4 : :
0Lty HM Ll ‘.‘w“"uw i b L S 4?66 - m/z 43.15 89.79%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194562: Octadecane, 1-(ethenyloxy)-
57.0
5000 — —
25.00 25.50
j{llo m/z 83.15  54.94%
O ‘ T \“\‘H‘ ‘W“T T \‘\ “‘\\“‘\‘\]‘_6\6\\0\ ‘2?\2\0\‘\2\8\?-\0‘\ T ‘ L ‘ L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #197171: Stearic acid hydrazide
32.0
— —
25.00 25.50
5000 m/z 55.15  53.60%
B0 e w0
miz--> 0 50 100 150 200 250 300 350 400
Abundance #87565: Cyclododecanol, 1-ethenyl- P ——
55.0 25.00 25.50
m/z 41.15 49.95%
5000
110
1 1m0
o‘m‘_hl “JMMMHwmwm_m_m‘HH —r— —r—
m/z--> 0 50 100 150 200 250 300 350 400 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 35 1,19-Eicosadiene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
25.564 36.10 ng/ul 833976 Perylene-di2 25.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 1,19-Eicosadiene 278 C20H38 014811-95-1 94
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
4 Hexacosanal 380 C26H520 026627-85-0 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 3834 (25.564 min): BG049750.D\data.ms (-3824) (-
57.3

m/z 57.25 100.00%

5000
T [
” 553 222.3 2822 334.4 3904 25.50
0l “h“‘“ 1333, 2223 28223344 S04 n/z a3.20 93.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene
5!:
5000 — :

25.50
m/z 55.15 67.35%

“L | ,166.0  250.0

‘ T \ \ \ ‘ T ‘ TT 1T ‘ T 1T ‘ L ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene

o
ol =
[4:1 -
o

25.50
5000 m/z 82.15 59.68%
il
ol LLidAlL,, 180022802780
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- T I
82.0 25.50
m/z 41.15 49.00%
N Vm\ﬂ/\wme/\WmeNWMww
38.0
oL LLMLLIEED pong 200 -
m/z--> 50 100 150 200 250 300 350 400 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.192 14.97 ng/ul 345786 Perylene-di2 25.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3941 (26.192 min): BG049750.D\data.ms (-3933) (- m/z 57.20 100.00%

57.2
5000
— —
‘ ‘ 207.2953.3 131 26.00 26.50
-] ‘wM m‘nu 18ALLIER332018303 L M0 w1 43.25 67.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158598: Nonadecane
57.0
5000 = —
26.00 26.50
m/z 71.25 61.71%
1
O\“\‘\“‘ “’\\1“\"\‘\\"1\6\9\0\‘\\\\‘2\6\8\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
= —
26.00 26.50
5000 m/z 85.15 42.16%
13.
oL ‘ 31 PP 169.0 2250 281.0 337.0 394.0
iy “‘““,“‘w“““““u“““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane R -
57.0 26.00 26.50
m/z 55.15 26.58%
5000
o w 1130 160.0 2250 2810 3380
““‘ H‘““,H“““w“““u“““_“‘ = —
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 37 unknown-07 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.357 257.14 ng/ul 5939610 Perylene-di2 25.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 43
2 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 43
3 17-Pentatriacontene 491 C35H70 006971-40-0 41
4 Cyclobutanecarboxylic acid, unde... 252 C16H2802 1000299-13-6 41
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 38

Abundance Scan 3969 (26.357 min): BG049750.D\data.ms (-3953) (-  m/z 83.20 100.00%

83.2
5000 j\\
|

157.3
26. 00 26. 50

| 297.4
ALy L2108 L 3814 4234 0 57,20 73.13%

mlz--> 50 100 150 200 250 300 350 400 450
Abundance  #266194: Carbonic acid, heptadecyl isobutyl ester
57.0

o

5000
26. 00 26 50
‘ 111.0 m/z 97.20 70.22%
239.0
OJJI“IRIWOW‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228815: 1-Hexadecanesulfonyl chloride
57.0
— ==
26.00 26.50
m/z 43.20 64.69%
5000 11.0
224.0
0 w‘m e s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0 26. 00 26 50

m/z 69.20 60.43%

5000 .
0 J‘ | 41830 210.0 267.0321.0 490.(

m/z--> 50 100 150 200 250 300 350 400 450 26. OO 26 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 38 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

30.486 63.17 ng/ul 1459090 Perylene-di2 25.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
2 .beta.-Sitosterol 414 C29H500 000083-46-5 91
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 60
4 .beta.-Sitosterol 414 C29H500 000083-46-5 43
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 35

Abundance Scan 4672 (30.486 min): BG049750.D\data.ms (-4657) (- m/z 43.25 100.00%

433
5000 105.1
213.3
592 303.4 U
H\ ‘ 257 [354.4 e 30.50
0l ““U‘\‘“u“““““‘m'ma“”"Ju‘ph'm‘h““g“‘u m/z 57.20  49.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 U
145.0 414.0 30.50
‘ 2130 3030 m/z 105.10  46.23%
0 ‘\“ | ““H‘\ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
—
30.50
5000 m/z 55.15 45.46%
107.0 414.0
1610 2130 303.0
1 257. 354.0
oLk
m/z--> 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- e
43.0 30.50
m/z 91.15 38.87%
5000 91.0 145.0 382.0
2130 5890
ol 340 e
m/z--> 50 100 150 200 250 300 350 400 30.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 39 unknown-08 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

30.651 31.53 ng/ul 728283 Perylene-di2 25.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
14-(2,4,4-Trimethyl-bicyclo[4.1.0... 206 C14H220 1010194-96-6 40
2 2-Phenanthrylamine, 9,10-dihydro... 285 C14H11N304 018264-97-6 25
3 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C1l5H24 004630-07-3 25
4 4-Penten-1-one, 1-(1H-imidazol-2... 150 C8H1ON20 069393-37-9 14
5 1,E-11,Z-13-Pentadecatriene 206 C15H26 080625-34-9 11

Abundance Scan 4700 (30.651 min): BG049750.D\data.ms (-4693) (-  m/z 133.15 100.00%

55.1 138.2 ' '
285.4
204.3
5000
409.4 U L
356.1 30.50 31.00
0! m/z 55.15 87.08%
miz--> 50 100 150 200 250 300 350 400
Abundance #82833: 4-(2,4,4-Trimethyl-bicyclo[4.1.0]hept-2-en-3-yl)-k
133.0
5000 — —
43.0 30.50 31.00 .
206.0 m/z 285.35 79.88%
O\U\“‘H\‘H\f\“d‘\“l\‘\WW\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #179710. 2-Phenanthrylamine, 9,10-dihydro-3,7-dinitro-
285.0
30.50 31.00
5000 ITI/Z 68.25 78.88%
239T
oww‘_mwm\ 0 1 A
miz--> 50 100 150 200 250 300 350 400
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dil — —
204.0 30.50 31.00
41.0 m/z 204.25  68.55%
) | j\
ok }“‘ o ooy ‘J\W‘ﬂ%\"\"
mlz--> 100 150 200 250 300 350 400 30.50 31.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49750.D

Acqg On 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 40 unknown-09 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
31.326 6.38 ng/ul 147308  Perylene-d12 25.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neointermedeol 222 C15H260 005945-72-2 46
2 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 30
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 27
4 1-(3-Methylphenyl)-1-(2,2,2-trif... 204 C9H11F3N2 1000443-49-4 25
5 2,7-Phenanthrenediol, 1,2,3,4,4a... 302 C20H3002 003772-56-3 25

Abundance Scan 4815 (31.326 min): BG049750.D\data.ms (-4806) (- m/z 204.25 100.00%

135.3 204.3
81.2 287.4
5000
. et
M‘ 356.9 412.3 31.00 31.50
0Ll m/z 135.25  95.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #101943: Neointermedeo
81.0 135.0
204.0
5000 — ——
31.00 31.50
m/z 133.25 73.23%
29. ‘ ‘
0 \“\?““H“\M‘ { \'““ ‘\H\M 1 “\ \‘ L L I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #80052: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-nag
204.0
135.0
— —
31.00 31.50
91.0 m/z 287.35 67.71%
5000{ 41 o /
0! uMﬁ%W1“““““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronapt Lt tL A AL Wil b}
204.0 31.00 31.50
91.0 m/z 81.15 67.28%
41.0
5000 350
0! : — —
m/z--> 50 100 150 200 250 300 350 400 31.00 31.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080921\
Data File : BG@49750.D

Acqg On : 9 Aug 2021 23:45
Operator : CG/JU

Sample : M3244-09

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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: C... 3.082 9.5 ng/ul 100500 1 8.046 211344 20.0
Butane, 2-metho... 3.164 37.5 ng/ul 396681 1 8.046 211344 20.0
4-Trifluoroacet... 4.416 4.3 ng/ul 45331 1 8.046 211344 20.0
unknown-01 4.833 2.6 ng/ul 27887 1 8.046 211344 20.0
(DEL) Alkane: S... 9.368 2.0 ng/ul 21586 1 8.046 211344 20.0
Ethanol, 2-(2-b... 10.625 3.0 ng/ul 44690 2 10.866 295882 20.0
Vanillin 13.609 3.1 ng/ul 59506 3 14.696 388828 20.0
RCH 108 15.501 3.5 ng/ul 68592 3 14.696 388828 120.0
unknown-02 17.193 3.9 ng/ul 79867 4 17.451 406559 20.0
unknown-03 17.328 2.1 ng/ul 42526 4 17.451 406559 20.0
n-Hexadecanoic ... 18.332 6.5 ng/ul 132735 4 17.451 406559 20.0
unknown-04 18.649 5.4 ng/ul 108910 4 17.451 406559 20.0
unknown-05 18.796 2.3 ng/ul 45753 4 17.451 406559 20.0
Ethyl 5-(difluo... 18.931 2.4 ng/ul 49476 4 17.451 406559 20.0
Cyclohexene, 1-... 19.260 5.2 ng/ul 105307 4 17.451 406559 20.0
Phenanthrene, 1... 19.296 4.9 ng/ul 99148 4 17.451 406559 20.0
unknown-06 19.537 2.3 ng/ul 46763 4 17.451 406559 20.0
Retene 20.271 3.4 ng/ul 72870 5 21.733 434229 20.0
E-15-Heptadecenal 20.324 6.0 ng/ul 129547 5 21.733 434229 20.0
Octadecanoic acid 20.676 5.6 ng/ul 121595 5 21.733 434229 20.0
Methyl dehydroa... 20.794 6.3 ng/ul 137073 5 21.733 434229 20.0
(DEL) Alkane: S... 20.846 3.1 ng/ul 67118 5 21.733 434229 20.0
1-Phenanthrenem... 21.029 9.8 ng/ul 212948 5 21.733 434229 20.0
Pentadecafluoro... 21.358 47.3 ng/ul 1025970 5 21.733 434229 20.0
(DEL) Alkane: S... 21.910 2.8 ng/ul 60854 5 21.733 434229 20.0
Pentadecanal- 22.157 13.6 ng/ul 295747 5 21.733 434229 20.0
(DEL) Alkane: S... 22.556 57.6 ng/ul 1250060 5 21.733 434229 20.0
Octadecanoic ac... 23.196 3.9 ng/ul 84628 5 21.733 434229 20.0
Oxirane, tetrad... 23.596 41.9 ng/ul 967790 6 25.017 461975 20.0
(DEL) Alkane: S... 24.060 20.2 ng/ul 467507 6 25.017 461975 20.0
(DEL) Alkane: S... 24.130 35.5 ng/ul 820506 6 25.017 461975 20.0
Octadecane, 1-(... 25.293 17.5 ng/ul 404373 6 25.017 461975 20.0
1,19-Eicosadiene 25.564 36.1 ng/ul 833976 6 25.017 461975 20.0
(DEL) Alkane: S... 26.192 15.0 ng/ul 345786 6 25.017 461975 20.0
unknown-07 26.357 257.1 ng/ul 5939610 6 25.017 461975 20.0
.gamma.-Sitosterol 30.486 63.2 ng/ul 1459090 6 25.017 461975 20.0
unknown-08 30.651 31.5 ng/ul 728283 6 25.017 461975 20.0
unknown-09 31.326 6.4 ng/ul 147308 6 25.017 461975 20.0
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