LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc :

ALS Vvial : 15 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: BGO51808.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.602 14 19 25 rVB 9302 14834 1.23% 0.110%
2 4.031 88 92 106 rBvV 31485 61512 5.09% 0.455%
3 5.711 373 378 382 rBV3 3963 5381 0.44% 0.040%
4 6.069 434 439 443 rBV2 4011 5866 ©.49% 0.043%
5 6.304 469 479 485 rBV2 23092 40093  3.32% 0.297%
6 7.409 661 667 669 rBV 45346 82362 6.81% 0.609%
7 7.573 690 695 702 rBV 128088 216392 17.89% 1.601%
8 7.797 726 733 740 rBV 138453 236408 19.55% 1.749%
9 8.272 805 814 818 rBV2 122563 215120 17.79% 1.592%
106 8.319 818 822 830 rVB 83484 132691 10.97% ©0.982%
11 8.425 834 840 845 rVB4 5174 9616 0.80% 0.071%
12 8.501 847 853 858 rBV3 15443 26981 2.23% 0.200%
13 8.795 897 903 906 rBV3 4546 8164 0.68% 0.060%
14 8.877 910 917 921 rBV2 10470 18900 1.56% 0.140%
15 8.966 926 932 940 rVV2 114200 206582 17.08%  1.529%
16 9.054 943 947 950 rw4 8990 16813 1.39% 0.124%
17 9.095 950 954 963 rVB 21079 36693 3.03% 0.272%
18 9.377 995 1002 1006 rBV2 54530 99284 8.21% ©.735%
19 9.441 1006 1013 1025 rVB 179576 335448 27.74% 2.482%
20 9.594 1032 1039 1045 rBv4 7798 14663 1.21% 0.108%
21 10.011 1104 1110 1114 rVB3 2810 5452 0.45% 0.040%
22 10.170 1130 1137 1146 rVB2 143330 263071 21.75% 1.947%
23 10.393 1171 1175 1186 rVB6 3968 10195 0.84% 0.075%
24 10.552 1198 1202 1207 rVB4 3978 5525 0.46% 0.041%
25 10.716 1223 1230 1240 rVB 210504 382769 31.65% 2.832%
26 10.857 1246 1254 1262 rBV2 26605 51033 4.22% 0.378%
27 10.992 1270 1277 1285 rBv4 18028 37479 3.10% 0.277%
28 11.110 1288 1297 1302 rBV 168400 310737 25.69%  2.299%
29 11.151 1302 1304 1311 rVB3 29925 43967 3.64% 0.325%
30 11.233 1311 1318 1328 rVB 124679 233227 19.28% 1.726%
31 11.403 1335 1347 1351 rBV3 14188 26886  2.22%  0.199%
32 11.450 1351 1355 1359 rVB4 7880 11546 0.95% 0.085%
33 11.627 1378 1385 1389 rBV2 9132 12890 1.07% 0.095%
34 11.685 1390 1395 1401 rVB 10413 16972 1.40% 0.126%
35 11.750 1401 1406 1412 rvB2 13311 24660 2.04% 0.182%
36 11.832 1414 1420 1426 rBV2 27562 48752 4.03% 0.361%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc :

ALS Vvial : 15 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 11.979 1441 1445 1453 rVB3 5193 10346 0.86% 0.977%
38 12.249 1486 1491 1495 rvv4 5471 8251 ©0.68% 0.061%
39 12.361 1504 1510 1514 rVv2 14528 26117 2.16% 0.193%
40 12.396 1514 1516 1523 rVV4 8626 13571 1.12% 0.100%
41 12.502 1530 1534 1539 rVV3 5318 9000 0.74% 0.067%
42 12.672 1559 1563 1568 rVB4 4857 7745 0.64% 0.057%
43 13.089 1630 1634 1638 rBv4 4084 5770 0.48% 0.043%
44 13.166 1640 1647 1651 rVV2 19136 33016 2.73% 0.244%
45 13.272 1660 1665 1674 rBV 58355 101319 8.38% 0.750%
46 13.354 1675 1679 1682 rVB2 9889 14292 1.18% 0.106%
47 13.512 1700 1706 1713 rBV 84299 125462 10.37% 0.928%
48 13.724 1737 1742 1748 rBV5 11515 25108 2.08% 0.186%
49 13.812 1748 1757 1765 rVvV 274388 452856 37.44% 3.351%
50 14.294 1833 1839 1846 rVV 408736 627782 51.91% 4.645%
51 14.417 1856 1860 1866 rBV5 6309 13177 1.09% ©0.098%
52 14.529 1875 1879 1880 rBv2 5036 4843 0.40% 0.036%
53 14.605 1885 1892 1899 rBV 475926 764524 63.21% 5.657%
54 14.740 1908 1915 1920 rBV2 92437 142951 11.82% 1.058%
55 14.905 1936 1943 1951 rBV 261266 422659 34.95%  3.127%
56 15.075 1966 1972 1980 rBV3 36964 66640 5.51% 0.493%
57 15.433 2028 2033 2037 rBV3 10821 15572 1.29% 0.115%
58 15.474 2037 2040 2046 rVB4 3010 5703 0.47% 0.042%
59 15.574 2052 2057 2060 rBv4 5765 10805 0.89% 0.080%
60 15.621 2060 2065 2071 rVV 185240 250901 20.75% 1.857%
61 15.692 2071 2077 2083 rVV2 47037 88353 7.31% 0.654%
62 15.897 2105 2112 2120 rVB 600834 917180 75.84% 6.787%
63 15.997 2122 2129 2139 rVV 149941 223834 18.51% 1.656%
64 16.132 2150 2152 2159 rVB4 3889 4916 0.41% 0.036%
65 16.250 2166 2172 2176 rBV2 32364 52049 4.30% 0.385%
66 16.567 2222 2226 2229 rVW4 6733 10195 0.84% 0.075%
67 16.614 2232 2234 2241 rVB2 6893 9190 0.76% ©.068%
68 16.773 2259 2261 2264 rVV4 7088 8491 0.70% 0.063%
69 16.814 2266 2268 2273 rVB5 6295 9343 0.77% 0.069%
70 16.884 2275 2280 2285 rBV4 6796 10703 0.88% 0.079%
71 16.996 2294 2299 2302 rVV4 4349 6515 ©.54% 0.048%
72 17.037 2302 2306 2314 rVB7 4703 10077 0.83% 0.075%
73 17.107 2314 2318 2324 rBV5S 4719 7333 0.61% 0.054%
74 17.231 2335 2339 2346 rVB5 3126 5343 0.44% 0.040%
75 17.384 2362 2365 2369 rVB4 6594 9297 0.77% 0.069%
76 17.436 2369 2374 2378 rBV6 5591 8659 0.72% 0.064%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc :

ALS Vvial : 15 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 17.542 2388 2392 2396 rBV5 8890 12741 1.05% ©.094%
78 17.654 2404 2411 2418 rBV 347184 520993 43.08%  3.855%
79 17.754 2419 2428 2438 rVB 696237 1061617 87.78% 7.855%
80 17.912 2450 2455 2460 rBV 23011 32241 2.67% 0.239%
81 18.306 2517 2522 2529 rVB 175222 246553 20.39%  1.824%
82 18.594 2566 2571 2575 rVWV 39406 48880 4.04% 0.362%
83 19.299 2687 2691 2695 rBV3 9723 12175 1.01% 0.090%
84 19.375 2700 2704 2710 rBV2 17072 26084 2.16% ©.193%
85 19.446 2713 2716 2723 rVB4 7909 12817 1.06% ©.095%
86 19.592 2738 2741 2748 rVB4 10205 16576 1.37% 0.123%
87 19.669 2749 2754 2757 rBV2 11175 13917 1.15% ©.103%
88 19.921 2794 2797 2801 rVB3 13827 17607 1.46% ©.130%
89 20.027 2809 2815 2823 rVB 839147 1209423 100.00% 8.949%
990 21.014 2979 2983 2990 rVB2 32676 47531 3.93% 0.352%
91 21.155 3005 3007 3013 rvVvs 7807 9714 0.80% ©.072%
92 21.208 3013 3016 3023 rVB7 12404 21338 1.76% 0.158%
93 21.578 3075 3079 3088 rBV7 12828 32182 2.66% ©.238%
94 21.977 3140 3147 3156 rVB 310133 543106 44.91% 4.019%
95 22.823 3287 3291 3296 rVB6 5140 8735 ©.72% 0.065%
96 23.552 3407 3415 3418 rBV5 26574 60298 4.99% 0.446%
97 24.474 3567 3572 3581 rVB6 16104 34938 2.89% ©0.259%
98 25.232 3690 3701 3719 rVB2 361908 1106826 91.52% 8.190%
99 25.467 3731 3741 3761 rVB2 157138 556773 46.04% 4.120%
100 26.789 3957 3966 3975 rVB7 17037 52542 4.34% ©.389%

Sum of corrected areas: 13514459
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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: BG051808.D\data.ms
800000

700000
600000
500000
400000

300000

10.716
200000 9.441 11.110

1

100000 8
7.40 9.3

4.031 04 8
602 5.7116.0897 5838, 59410,01101808524%* 4
0 \\\\‘r\\ L ‘ L ‘ T ‘ T \’“Y_Y*r’j_r‘/\\\ ‘ L ‘ T \4/\\\\‘ T ‘ T \‘ i ‘\ \‘\ ‘ Il T T \‘\7\ /\\ﬁ‘ ‘ 7"
Time-> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 1150 12.00 1250 13.00

Abundance TIC: BG051808.D\data.ms
800000

20.027

700000 17.754

600000 15.897

500000 14.605
14.294

400000 17,684
300000
200000

100000

ob:
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051808.D\data.ms

800000
700000
600000
500000
400000 25.232
300000
200000 5.467

100000

23.552 24.474 26.789
Y |, SN
0 ‘ L ‘ L ‘ L ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T 1T ‘ 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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 Ethanol, 2-butoxy- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.304 3.73 ng/ul 40093 1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 56
Abundance Scan 479 (6.304 min): BG051808.D\data.ms (-469) (-) m/z 57.15 100.00%
57.1
5000 41
R A RAREY
110 872 6.00 6.20 6.40 6.60
Obrerre et el e i e e m/z 45.15  46.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10027: Ethanol, 2-butoxy-
57.0
5000 e
41. 6.00 6.20 6.40 6.60
27 87.0 m/z 41.15 39.90%
O\\‘\\‘\\‘\H‘}“H\\“m\\‘\\‘“‘H\7\]“_\.\H‘H\‘\‘\\]-\O\i()\.\()\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10024: Ethanol, 2-butoxy-
57.0
6.00 6.20 6.40 6.60
5000 29.0 m/z 87.15 13.66%
87.0
0 ;480 | 710 | 1000 118.0
R e T e e AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10025: Ethanol, 2-butoxy- R RamaE
57.0 6.00 6.20 6.40 6.60
m/z 56.15 9.97%
5000
4l 87.0
27.
b 70 o w00 peo | ([
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 Phenol, 2-methoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.377 9.23 ng/ul 99284 1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 94
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 92
3 Mequinol 124 C7H802 000150-76-5 90
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87
Abundance Scan 1002 (9.377 min): BG051808.D\data.ms (-995) (-) m/z 109.15 100.00%
109.2
81.2
5000
53.1
T
| ‘ H‘ ‘ i1g  9009209.409.60
O bt iy b b 28, 81,15 83.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11911: Phenol, 2-methoxy-
109.0

|

i\
5000 SN K|
81.0 9.00 9.20 9.40 9.60

m/z 124.15 64.02%

270 930
0 ”‘Wm‘“‘ww\m“ﬁ“W‘“‘\“‘W‘”\‘”‘\”“W‘”\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11909: Phenol, 2-methoxy-
109.0
81.0 9609509£09%0 |
5000 m/z 53.15 26.39%
53.0
27.0
0 H*M“*“*NLNW*”W**W*“*\“**M‘H\*H*\H**M*H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11900: Mequinol “‘H“‘H“H“W“W‘
124.0 9.00 9.20 9.40 9.60

m/z 43.15 23.28%

5000 81.0
270 53.0

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\

BGO51808.D

: 27 Dec 2021 18:43
: CG/JU
: M5152-09

: 15  Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.857 3.28 ng/ul 51033 Naphthalene-d8 11.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
Abundance Scan 1254 (10.857 min): BG051808.D\data.ms (-1246) (-  m/z 45.15 100.00%
45.1
5000
P AV
10.50 11.00
432..
o‘HW,HM““]WH“Huu_m_m,‘m,ww_wwmu m/z 57.15  99.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
10.50 11.00
m/z 41.15 42.37%

o

\“\ \ ’ ‘ “ \‘d T ‘U\ }‘ \].\:3\2\ ? TTTT ‘ L ’ L ’ L ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0 MJ\
iy

1050 1100
5000 ITI/Z 43.15 35.44%
OII,HBZ-O,,
m/z--> 50 100 150 200 250 300 350 400
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 10.50 11.00
m/z 75.00 19.10%
5000
OJ,#’,, .
m/z--> 50 100 150 200 250 300 350 400 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 13
R.T. EstConc Area Relative to ISTD R.T.
10.992 2.41 ng/ul 37479 Naphthalene-d8 11.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Pyridinethione 111 C5H5NS 002637-34-5 25
2 1-(2-Thienyl)-1-propanone 140 C7H80S 013679-75-9 25
3 1-(2-Thienyl)-1-propanone 140 C7H80S 013679-75-9 22
4 cis-Arbusculone 154 C9H1402 056469-37-5 17
5 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 12
Abundance Scan 1277 (10.992 min): BG051808.D\data.ms (-1270) (-  m/z 43.10 100.00%
3.1
111.1
5000 135.1
91.0
67.0 IMVMW\ B ﬂM%M
il il |
ol b Ly 111005 79.48%
miz--> 20 40 60 80 100 120 140
Abundance #6854: 2(1H)-Pyridinethione
67.0 111.0
5000 \m T '\( T \A T
11.00
510 m/z 135.85 47.81%
20 | B0
0\\\\‘\”\ i‘\“i‘i‘\‘”‘\”“\\H‘\‘i““uw\\‘\\1‘\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #21164: 1-(2-Thienyl)-1-propanone
111.0 /\
. AW —
11.00
5000 ITI/Z 123.05 45.75%
39.0 1400
83.0
o80T
miz--> 20 40 60 80 100 120 140
Abundance #21165: 1-(2-Thienyl)-1-propanone —
111.0 11.00
m/z 91.05 32.17%
5000
39.0 1400
83.0 ‘ /1
57.0
X T RS (B NEVWAR T
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 1-Phenoxypropan-2-ol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.832 3.14 ng/ul 48752  Naphthalene-d8 11.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
3 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 87
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 74
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 59
Abundance Scan 1420 (11.832 min): BG051808.D\data.ms (-1414) (-  m/z 94.05 100.00%
94.0
5000
772 N
51.1 152.1 L. T
0 m;“ m\uu S N AT S S m/z 77.15  28.38%
miz--> 20 80 100 120 140
Abundance #30123 1-Phenoxypropan-2-o
94.0
5000 MMM oo M
11.50 12.00
77.0 o
‘ 152.0 m/z 78.15 20.06%
O\\l\s\c‘)\\\\““‘\‘\“\\“ﬂ‘\\\“’\\\‘\‘\!\]-]\_g‘\()\\\‘\\!‘\‘
m/z--> 100 120 140
Abundance #30117 1- Phenoxypropan 2-ol
94.0
by A
11.50 12.00
5000 m/z 51.15 18.58%
7.0 152.0
7o 0 0 L | |0 ]
oH‘w‘mw‘w‘m,‘m_m_m_m‘
m/z--> 20 100 120 140 W A
Abundance #30124: 1- Phenoxypropan 2-ol J ‘ﬁkﬂ‘ I — ‘n‘
94.0 11.50 12.00
m/z 108.15 14.48%
5000
77.0
‘ 152.0 J\
b 0 10 e Ll
m/z--> 20 40 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.272 4.79 ng/ul 101319  Acenaphthene-di10 14.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 64
2 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 50
3 Isopropyl butyrate 130 C7H1402 000638-11-9 43
4 Propanoic acid, 2-methyl-, 2-met... 172 C10H2002 084254-82-0 42
5 2-Methylpentyl butyrate 172 C10H2002 908106-67-2 40

Abundance Scan 1665 (13.272 min): BG051808.D\data.ms (-1660) (-  m/z 71.10 100.00%
431 711

5000

060 o AW
M I 143.1 173.1 13.00 13.50
e e e m/z 43.10 96.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0
B\

o

5000
1300 1350
m/z 83.15 35.04%
98.0
OHH‘\‘\MH“\H‘!“HU\ “\‘\‘\ \“\\‘\\‘\\\]_\4‘\3\(\)\ ‘]\-\7%‘0\\1\9\‘9\\0\\‘\\\2\4‘.\3\(\:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92141: Butanoic acid, 1-methyloctyl ester
71.0
oo — b
13.00 13.50
5000 43.0 ITI z 41.15 30.28%
‘ 115.0
Ouu_MH‘NH”HMulw“M\\“‘u\‘W‘m‘m\‘uu‘\m‘\m‘\m‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15399: Isopropy! butyrate
43.0 71.0 13.00 13.50

m/z 56.15 29.82%

5000 [\
1150
0 15 0 ‘H H \‘ /\/\w

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13 00 13. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 8 Propanoic acid, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.512 5.94 ng/ul 125462  Acenaphthene-di10 14.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 59
2 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 53
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 50
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 42
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 37
Abundance Scan 1706 (13.512 min): BG051808.D\data.ms (-1700) (-  m/z 71.15 100.00%
71.2
43.1
5000
173.2 EI.3‘5(5 |
0 143.2 . :
o“““‘qunuwww‘ B0 1180 | w/z 43.15  78.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #94132: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime
71.0
43.0
5000 el :
13.50
m/z 56.15 77.12%
‘ ‘ 660 143.0 173.0
0 \1\5\.(‘)\‘\“\\“‘1‘\\‘\“th\‘\‘\H’\H\‘HH"HH‘H\‘\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24238: Propanoic acid, 2-methyl-, butyl ester
430 710 /\m
e
13.50
5000 m/z 89.15 47.48%
‘ 101.0
0 “"um‘ih"L“‘U“‘1u‘ﬂ‘““““,“““‘H,‘
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #24132: Butanoic acid, butyl ester e I
71.0 13.50
m/z 41.15 32.51%
43.0
5000
R I LY M

m/z--> 20 40 60 80 100 120 140 160 180 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 9 Vanillin Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.812  21.43 ng/ul 452856  Acenaphthene-d10 14.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 98
2 Vanillin 152 C8H803 000121-33-5 97
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
5 Vanillin 152 C8H803 000121-33-5 95
Abundance Scan 1757 (13.812 min): BG051808.D\data.ms (-1748) (- m/z 152.05 100.00%
15p.1
5000 81.2 J\\
‘ 13. 50 14. OO
0 m_‘m“m L “Hm”‘mmH‘H_m_‘ L m/z 151.05  99.65%
mfz--> 100 120 140 160
Abundance #29935.VamHm
151.0
5000
81.0 13. 50 14 00
53.0 109.0 m/z 81.15 44.67%
0 \\\‘\\\\““‘\\\m“ “H“\\\ ‘\‘\\\
m/z--> 0 100 120 140 160
Abundance #29934:VanHHn
151.0
13. 50 14 00
5000 m/z 109.15 24 .49%
81.0
109.0
53.0 ‘
ol 2% el o L L
m/z--> 20 40 60 80 100 120 140 160
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0 13. 50 14 OO
m/z 53.15 20.63%
5000
81.0
53.0 109.0
29.0 ‘
A INSTPR TPRNT SN WO - N
m/z--> 20 40 60 80 100 120 140 160 13. 50 14 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 Apocynin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.740 6.76 ng/ul 142951  Acenaphthene-die 14.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 CSH1e03 000498-02-2 96
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 95
3 Apocynin 166 C9H1003 000498-02-2 94
4 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 94
5 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 93
Abundance Scan 1915 (14.740 min): BG051808.D\data.ms (-1908) (-  m/z 151.05 100.00%
151.1
5000
123.1 — ——
521 772 052 14.50 15.00
0 “‘M"‘ﬁ&‘%M‘mh‘ﬁw“ﬁﬁ"L‘wc“d“‘l“‘M“ m/z 166.05 45.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #42057: Apocynin
151.0
5000 —r ——
14.50 15.00
123.0 m/z 123.05  23.97%
43.0
65.0
0 \1\5‘\.?\ T \““\ \‘w‘\ “‘\‘”\ T M \?%.‘\0‘ T ! T | T 1 T ‘1\ \g\.(\)
miz--> 20 40 60 80 100 120 140 160
Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-
151.0
e B
14.50 15.00
5000 m/z 52.15 14.47%
123.0
0180 10 %0 |
m/z--> 20 40 60 80 100 120 140 160 j\ /\
Abundance #42059: Apocynin P
151.0 14.50 15.00
m/z 108.05 12.89%
5000
30 123.0
43.
olizo w2l o | A
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 Diethyltoluamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.621 11.87 ng/ul 250901  Acenaphthene-die 14.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 95
2 Diethyltoluamide 191 C12H17NO 000134-62-3 94
3 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 81
4 Diethyltoluamide 191 C12H17NO 000134-62-3 81
5 Benzamide, 3-methyl-N-(2-phenyle... 281 C19H23NO 1010451-38-6 78
Abundance Scan 2065 (15.621 min): BG051808.D\data.ms (-2060) (-  m/z 119.05 100.00%
119.1
5000 91.2 190.1
65.2 —t ——
39.1 | | 162.2 15.50 16.000
ot e e m/z 91.15 47.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65680: Diethyltoluamide
119.0
5000 91.0 T T T
190.0 15.50 16.00
65.0 m/z 190.10 46.66%
42.0 162.0 ‘
O\\\‘\\\\“\\\i“\\\\‘\\h}\[\\\\l\\\\‘\\\\“\\\i‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65682: Diethyltoluamide
119.0
—— —
15.50 16.00
5000 910 190.0 m/z 65.15 19.30%
65.0
0 390 L Ly ‘ 16\20 . |
e A B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65774: Benzamide, 3-methyl-N-methyl-N-propyl- —— L 4\‘
119.0 15.50 16.00
m/z 191.15 15.98%
5000 91.0
65.0
41.0 190.0
ol e R S |
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00

SFAM-EPA-BG121421.M Fri Dec 31 22:31:57 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.250 2.46 ng/ul 52049  Acenaphthene-d10 14.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 78
Abundance Scan 2172 (16.250 min): BG051808.D\data.ms (-2166) (- m/z 105.05 100.00%
105.1
77.2
182.1
5000 511
T Ah T T ‘ T
| 1372 | 16.00 16.50
Ol e e e e m/z 77.150 79.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
16 00 16 50
510 m/z 182.05 67.11%
0 27.0 | | 126.0 152 0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
—4— A
770 182.0 16.00 16.50
5000 ' ’ m/z 51.15 38.05%
51.0
Ol el A 2280 1020
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56924: Benzophenone
77.0 105.0 16.00 16.50
m/z 50.15 13.93%
51.0
5000
182.0
27.0 ‘
O b 32603920 L L
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc :

ALS vial : 15 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

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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.306 9.46 ng/ul 246553  Phenanthrene-die 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 95
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 93
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 83
4 2,5-di-tert-Butyl-1,4- benzoquinone 220 C14H2002 002460-77-7 46
5 1-(3-Amino-4,6-dimethylthieno[2, . 220 C11H12N20S 052505-42-7 45
Abundance Scan 2522 (18 306 min): BG051808.D\data.ms (-2517) (- m/z 57.10 100.00%
205.2
91.1
= —
| H H H " ‘ 261.1 18.00 18.50
ol MH‘HM o ‘“Ak J”‘”J‘U“ ““\”“‘\‘J“‘lhnu”Je”‘ i m“ww‘m_ m/z 205.15  98.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000
175.0 18.00 18 50
91.0 ITI/Z 217. 8.23%
| gL e
0 H‘HH‘H\M\‘ W‘ “‘[HM ‘\HH \‘““\\‘ MH} }HW “H“l”‘\‘ ‘\“H}\‘ ‘\‘h H\H\‘ “h o ‘H’h‘ , !\‘ Raas “‘ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
18. OO 18 50
5000 m/z 55.15 %
205.0
91.0 175.0
5.
Otrrprres “:HHM“H‘“\n““u M M”d‘u““u““mH H“l‘“1“”‘,‘”1“_3(‘3‘1“9“‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0 18. OO 18 50
m/z 41.15 4%
5000
261.0
0 m‘u_w‘m_
m/z--> 20 40 60 80 100120140160180200220240260280 18. 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS vial : 15 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 13-Docosenamide, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.552 2.22 ng/ul 60298 Chrysene-di12 21.977
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 64
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 64
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 59
4 Palmitoleamide 253 C16H31NO 106010-22-4 59
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 43

Abundance Scan 3415 (23.552 min): BG051808.D\data.ms (-3407) (-  m/z 59.15 100.00%

59.1
5000
126.2 A A i WAL dpg ‘A
‘ | ‘ 2069 2821 408.. 23.50
ol “MM A b LS m/z 72015 89.16%
miz--> 50 100 150 200 250 300 350 400
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 At

2350
m/z 55.15 60.56%

126.0
337.0
\1700 ‘?§9P‘?9591‘“\““\“
m/z--> 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0

o

23.50
5000 m/z 69.15 57.21%
ol6. A ﬁ “o 184.0 238.0281.0
- T T T ‘ L ‘ T 1T ‘ L ‘ L ‘ LI
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #174776: 9-Octadecenamide, (2)- —— ‘
59.0 23.50

m/z 57.10 43.72%
5000

126.0
Ly, 1840 23807810
m/z--> 50 100 150 200 250 300 350 400 23.50

-

SFAM-EPA-BG121421.M Fri Dec 31 22:31:59 2021 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BG051808.D

Acqg On : 27 Dec 2021 18:43
Operator : CG/JU

Sample : M5152-09

Misc

ALS Vvial : 15 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|
Ethanol, 2-butoxy- 6.304 3.7 ng/ul 40093 1 8.272 215120 20.0
Phenol, 2-methoxy- 9.377 9.2 ng/ul 99284 1 8.272 215120 20.0
Ethanol, 2-(2-b... 10.857 3.3 ng/ul 51033 2 11.110 310737 20.0
unknown-01 10.992 2.4 ng/ul 37479 2 11.110 310737 20.0
1-Phenoxypropan... 11.832 3.1 ng/ul 48752 2 11.110 310737 20.0
2,2,4-Trimethyl... 13.272 4.8 ng/ul 101319 3 14.905 422659 20.0
Propanoic acid,... 13.512 5.9 ng/ul 125462 3 14.905 422659 20.0
Vanillin 13.812 21.4 ng/ul 452856 3 14.905 422659 20.0
Apocynin 14.740 6.8 ng/ul 142951 3 14.905 422659 20.0
Diethyltoluamide 15.621 11.9 ng/ul 250901 3 14.905 422659 20.0
Benzophenone 16.250 2.5 ng/ul 52049 3 14.905 422659 20.0
7,9-Di-tert-but... 18.306 9.5 ng/ul 246553 4 17.654 520993 20.0
13-Docosenamide... 23.552 2.2 ng/ul 60298 5 21.977 543106 20.0

SFAM-EPA-BG121421.M Fri Dec 31 22:31:59 2021 18



