LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS Vvial : 62 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: BGO51563.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.600 15 19 24 rBV3 7413 12380 ©0.99% 0.103%
2 4.040 90 94 102 rvV3 8100 15911 1.27% 0.132%
3 4.275 128 134 142 rVB5 3905 9463 0.75% 0.079%
4 4,387 145 153 157 rVwV5 4658 8085 0.64% 0.067%
5 4.681 196 203 206 rvv3 1280 2797 0.22% 0.023%
6 5.327 309 313 315 rBV2 1664 2350 0.19% 0.020%
7 5.720 374 380 384 rBV3 3239 5043 0.40% 0.042%
8 6.284 469 476 478 rVWW2 16862 26632 2.12% 0.221%
9 6.314 478 481 489 rVB 34129 53601 4.27% 0.446%
106 6.895 575 580 586 rVB2 7665 10396 0.83% 0.086%
11  7.212 627 634 638 rBV4 4138 8071 0.64% 0.067%
12 7.406 658 667 676 rVB 47643 85550 6.82% 0.711%
13 7.582 690 697 708 rVB 110777 186703 14.88% 1.552%
14 7.800 726 734 742 rBV = 127232 217137 17.31% 1.805%
15 8.029 768 773 778 rBvV3 1955 3519 0.28% 0.029%
16 8.276 808 815 820 rVW 119614 200578 15.99% 1.667%
17 8.329 820 824 832 rVB2 20887 34096 2.72% 0.283%
18 8.434 835 842 845 rvv2 5922 9354 0.75% 0.078%
19 8.511 848 855 859 rBV3 7210 12126 0.97% 0.101%
20 8.887 914 919 925 rBv2 3591 5989 0.48% 0.050%
21 8.969 925 933 941 rVB 109384 197786 15.76% 1.644%
22 9.063 943 949 953 rBV3 7339 11555 0.92% 0.096%
23 9.098 953 955 961 rVB2 4033 5580 0.44% 0.046%
24  9.380 995 1003 1008 rVV 44851 76228 6.08% 0.634%
25 9.445 1008 1014 1023 rVV2 151885 271840 21.67% 2.260%
26 9.533 1023 1029 1034 rVV3 13976 22576 1.80% ©0.188%
27 9.609 1037 1042 1048 rVB2 14751 23229 1.85% 0.193%
28 9.821 1076 1078 1084 rVV3 1617 2237 0.18% 0.019%
29 10.003 1107 1109 1115 rVBS5 2303 3058 0.24% 0.025%
30 10.179 1132 1139 1146 rBV 124259 226273 18.04% 1.881%
31 10.238 1146 1149 1152 rVWV 2172 2812 0.22% 0.023%
32 10.320 1152 1163 1171 rVV3 52593 140805 11.22% 1.170%
33 10.3%9 1173 1175 1178 rVB2 2054 2058 0.16% 0.017%
34 10.567 1194 1205 1213 rBV2 83008 144301 11.50%  1.199%
35 10.631 1213 1216 1220 rVB 2280 3364 0.27% 0.028%

36 10.719 1224 1231 1241 rVB 187369 332316 26.49% 2.762%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS Vvial : 62 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 10.884 1253 1259 1265 rVB4 5599 8365 0.67% 0.070%
38 10.943 1265 1269 1270 rBV 2598 2188 0.17% ©0.018%
39 11.007 1276 1280 1287 rVB4 5459 9292 0.74% 0.077%
40 11.113 1291 1298 1304 rBV 155046 282727 22.53% 2.350%
41 11.160 1304 1306 1312 rVB 5952 8787 0.70% 0.073%
42 11.236 1312 1319 1327 rBV 127719 242673 19.34% 2.017%
43 11.389 1340 1345 1348 rBV5 1487 2585 0.21% 0.021%
44 11.636 1382 1387 1392 rBV2 25456 41318 3.29% ©0.343%
45 11.695 1392 1397 1403 rVB2 28290 42618 3.40% 0.354%
46 11.865 1421 1426 1430 rVv4 2920 4978 0.40% 0.041%
47 12.264 1491 1494 1498 rVB 1652 2264 0.18% 0.019%
48 12.517 1530 1537 1542 rVB2 2358 3434 0.27% 0.029%
49 12.687 1560 1566 1570 rVB3 3278 5355 0.43% 0.045%
50 13.281 1661 1667 1672 rBV2 15671 23874 1.90% 0.198%
51 13.463 1697 1698 1703 rBV 1555 2310 0.18% 0.019%
52 13.522 1703 1708 1713 rVV 20925 29959 2.39% 0.249%
53 13.745 1742 1746 1750 rVB2 2443 3038 0.24% 0.025%
54 13.815 1750 1758 1764 rBV 71043 109583 8.73% 0.911%
55 14.144 1810 1814 1819 rVB5 8501 13757 1.10% 0.114%
56 14.303 1834 1841 1849 rBV 404555 581428 46.34% 4.833%
57 14.438 1861 1864 1868 rBV3 4600 4908 0.39% 0.041%
58 14.608 1886 1893 1902 rVB 414384 662252 52.78% 5.505%
59 14.743 1912 1916 1920 rVB3 4451 6571 0.52% 0.055%
60 14.914 1937 1945 1951 rVvV 263230 429475 34.23% 3.570%
61 14.984 1951 1957 1962 rVB3 3597 4823 0.38% 0.040%
62 15.061 1964 1970 1978 rBV 50993 87216 6.95% 0.725%
63 15.583 2052 2059 2061 rBV2 2360 4868 0.39% 0.040%
64 15.630 2063 2067 2071 rVB3 2490 2622 0.21% 0.022%
65 15.707 2074 2080 2083 rVB4 7225 10371 ©0.83% ©0.086%
66 15.901 2106 2113 2120 rVV 566828 855687 68.20% 7.112%
67 15.995 2123 2129 2139 rBV 187058 278796 22.22%  2.317%
68 16.136 2151 2153 2156 rBV2 2260 2455 0.20% 0.020%
69 16.241 2168 2171 2173 rBV 4701 5042 0.40% 0.042%
70 17.140 2322 2324 2326 rBV3 3726 3389 0.27% 0.028%
71 17.446 2371 2376 2380 rBV5 1994 3800 0.30% 0.032%
72 17.657 2405 2412 2421 rVB 389255 578987 46.15% 4.812%
73 17.757 2421 2429 2438 rBV 703712 1057042 84.25% 8.786%
74 17.921 2451 2457 2462 rBV3 3589 6157 0.49% 0.051%
75 18.109 2488 2489 2492 rBV3 2233 1907 ©0.15% 0.016%
76 18.215 2506 2507 2511 rBV3 2075 2081 0.17% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS Vvial : 62 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

77 18.268 2513 2516 2518 rBV2 1957 2505 0.20% 0.021%
78 18.315 2518 2524 2531 rBV 305320 406118 32.37% 3.376%
79 18.527 2556 2560 2561 rVvV3 4248 4826 0.38% 0.040%
80 18.538 2561 2562 2564 rVV2 2329 19060 0.15% 0.016%
81 18.603 2567 2573 2576 rBV2 3079 5559 0.44% 0.046%
82 18.744 2592 2597 2599 rBV6 5430 7960 0.63% 0.066%
83 18.767 2599 2601 2603 rVV3 2135 2206 0.18% 0.018%
84 18.785 2603 2604 2608 rVV4 3681 4394 0.35% 0.037%
85 19.155 2665 2667 2670 rVB3 2959 2365 0.19% 0.020%
86 19.602 2739 2743 2747 rBV5 9956 17578 1.40% 0.146%
87 19.666 2751 2754 2758 rVB 7756 11063 0.88% 0.092%
88 19.925 2795 2798 2801 rVV4 7057 9599 0.77% 0.080%
89 19.972 2804 2806 2808 rVB3 3027 2043 0.16% 0.017%

90 20.030 2810 2816 2823 rVV 858922 1254625 100.00% 10.428%

91 20.118 2827 2831 2834 rBV5 2892 4235 0.34% 0.035%
92 21.017 2981 2984 2987 rVB4 14698 15246 1.22% 0.127%
93 21.975 3140 3147 3154 rBV 359694 622725 49.63% 5.176%
94 23.567 3412 3418 3425 rBV3 34843 74854 5.97% 0.622%
95 24.495 3574 3576 3579 rBV4 7154 8004 0.64% 0.067%
96 25.229 3691 3701 3713 rVB2 388412 1175457 93.69% 9.770%
97 25.470 3732 3742 3752 rBV2 194364 579097 46.16% 4.813%
98 26.815 3969 3971 3973 rBV3 7592 6581 0.52% 0.055%
99 27.914 4156 4158 4159 rBV2 5862 3572 0.28% 0.030%
100 32.531 4942 4944 4945 rBV2 5875 3661 0.29% 0.030%
Sum of corrected areas: 12030954
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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: BG051563.D\data.ms
800000
700000
600000
500000
400000
300000
200000

9
756800 8276  ggeg
100000

0 0.
600 4.04007EA681 53275720 6204 6809, 21@\ ﬁ 18.028 %mls.Am %9%anmzizae TEALAIET @Q@g&%mw
O‘ﬁ‘v‘v—r'\v‘r DL AL L L L B B L et e B \‘/\Lv_r T

Time--> 350 4.00 450 500 550 6. 00 6.50 7.00 7. 50 8.00 8.50 9.00 9.50 10. 00 10 50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051563.D\data.ms

20.030
800000

700000 17.757

600000 15.901
500000

400000 14.344508 17.657 21.975

18.315

300000 14.914

200000 15.995

100000 21.017

o EFkBE7494.144. 194@5@%1171404413

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: BG051563.D\data.ms

800000
700000
600000
500000
25.229
400000
300000
5.470
200000

100000 23.567 24,495 26.815 97,914 32,53

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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 1 Cyclohexanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.284 2.66 ng/ul 26632 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 86
2 Cyclohexanone 98 C6H100 000108-94-1 72
3 Cyclohexanone 98 C6H100 000108-94-1 64
4 1H-Imidazole, 4,5-dihydro-2,4-di... 98 C5H10N2 000930-61-0 64
5 Cyclohexanone 98 C6H100 000108-94-1 59
Abundance Scan 476 (6.284 min): BG051563.D\data.ms (-469) (-) m/z 55.15 100.00%

55.1
5000

455, 600620640660

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

Abundance #3562: Cyclohexanone

5000 RSN B RN
6.00 6.20 6.40 6.60
‘H ‘ “ L

m/z 98.15 45.84%
LA L L L L L Y B L O

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

Abundance #3563: Cyclohexanone
55.0
R maa e R
600620640660
!
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3564: Cyclohexanone A
55.0 6.00 6.20 6.40 6.60

m/z 39.05 30.52%

5000 ﬂ
n
i

m/z--> 0 50 100 150 200 250 300 350 400 450 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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 2 Ethanol, 2-butoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.314 5.34 ng/ul 53601 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 72
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 56
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 56
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 38
Abundance Scan 481 (6.314 min): BG051563.D\data.ms (-478) (-) m/z 57.15 100.00%
57.1
5000
4l 87.2
 EREEmaRE T
71.2 100.2 6.00 6.20 6.40 6.60
H’H\\‘\H\‘\H\‘\‘H\‘H\M‘\\H‘u\‘\\‘\\\\‘\\\\“\.\\\‘\\H‘H\\ m/z 45.19 48-33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10027: Ethanol, 2-butoxy-
57.0
5000 L L L B I B BB |
41. 6.00 6.20 6.40 6.60
270 87.0 m/z 41.15 30.37%
H’H\\‘\H‘H‘\H\“\HH‘H‘EH\H?\]‘T\'\H‘\H‘\‘HJ-\O\?\.\()\\‘\\H‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10023: Ethanol, 2-butoxy-
57.0
A
6.00 6.20 6.40 6.60
5000 41.0 m/z 87.15 27.36%
27.0 87.0
71.
69 L TO | 1000 wmo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10025: Ethanol, 2-butoxy- e RamaEEs S,
57.0 6.00 6.20 6.40 6.60
m/z 56.10 10.00%
5000
417 87.0
27.‘0 ‘
repreebroeeree e M e b 380 L
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\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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 3 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.329 3.40 ng/ul 34096 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59

Abundance Scan 824 (8.329 min): BG051563.D\data.ms (-820) (-)
57.1

m/z 57.15 100.00%

5000 411 J\
702 g3 SR Y N
“ “ 98.2 8.00 8.20 8.40 8.60
\\\‘\\\\‘\\\\‘\H\‘\‘\‘\\‘\\\\‘\H\“‘\\\\‘\!\\‘\H\“\\\\‘\\\\‘\ m Z 41 19 48 81/
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000
43.0 8.00 8.20 8.40 8.60
29.0 70.0 830 m/z 43.15 27.03%
[ A A Y.
\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
8.00 8.20 8.40 8.60
5000 m/z 56.15 26.99%
70.0 83.0
M\\ I
H‘_‘H‘H“_‘H‘H‘w“"H‘u“u‘u‘w‘u“u‘w‘u“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15691: 1-Hexanol, 2-ethyl- ““H“‘H‘,H“‘H“
57.0 8.00 8.20 8.40 8.60
m/z 70.15 26.99%
5000 41.0
70.0 83.0
f L om0
‘H‘H‘w‘H‘_‘H‘H‘wu‘w‘u‘_‘u‘u‘w‘u‘_‘u‘u‘w‘ R e Rl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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 4 Phenol, 2-methoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.380 7.60 ng/ul 76228 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 86
4 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 64
5 Mequinol 124 C7H802 000150-76-5 55
Abundance Scan 1003 (9.380 min): BG051563.D\data.ms (-995) (-) m/z 109.05 100.00%
81.2 109.1
124.1
5000
53.1
Py
39.1 M 9.00 9.20 9.40 9.60 9.80
\\‘H\\‘H\\‘H\‘1“\‘\\\H\H\\“\‘H\‘\‘\H\‘J\\\‘g\\s\ﬂ\\\\l\H\“\\‘\\‘\\ m/z 81.15 97-54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11910: Phenol, 2-methoxy-
109.0
81.0 124.0 A
5000 \‘\\\\‘\\\\‘\f\\/\j\\‘\\\\‘\
9.00 9.20 9.40 9.60 9.80
270 53.0 m/z 124.05  79.03%
\\‘H\\‘H\\‘H\‘1“\H\HHH\‘?‘\\‘\\\‘\‘}\\\‘9\\5\\0‘\\\\}\H\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11909: Phenol, 2-methoxy-
109.0
124.0
Py
8L.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 53.15 28.01%
53.0
"&?"9‘H‘u,u‘w,‘H‘U!H‘,WRHu‘:m??ﬂw;w_ -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A/\ /]‘\
Abundance #11911: Phenol, 2-methoxy- W‘N‘W‘W‘W“MAM“W‘
109.0 124.0 9.00 9.20 9.40 9.60 9.80
m/z 52.05 19.57%
5000 81.0
53.0
27.0
et BTk 980 L AN L' S—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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 5 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.533 2.25 ng/ul 22576  1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 3,5-dimethyl- 128 C8H160 005441-52-1 16
2 Ether, methyl 1-octadecenyl 282 C19H380 026537-06-4 12
3 Ether, 1-hexadecenyl methyl 254 C17H340 015519-14-9 12

4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 12
5 4,4-Dimethyl-1-hexene 112 C8H16 001647-08-1 12

Abundance Scan 1029 (9.533 min): BG051563.D\data.ms (-1023) (-) m/z 71.15 100.00%

71.2
41.1
5000 ),l
il 1A

b bl 12
’\\\\“U\‘\‘\“\!H“‘\H“\‘\\‘H“\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH’HH’H\ m/z 41-15 72-83%
m/z--> 20 40 60 80 100120140160 180200220240260280

Abundance #14467: Cyclohexanol, 3,5-dimethyl-
71.0
000 mﬁ o AP L) Aﬂ\
41.0 9.50
110.0 m/z 43.15  68.42%
\‘Hh‘\\1‘HM\\‘\\\\‘\\\\‘\\H‘\\\\‘HH‘HH‘HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176359: Ether, methyl 1-octadecenyl
71.0 M j\m
MLt 1 L
9.50
5000 m/z 93.15 62.88%
41.0

L L] 19901350 1600 22002500 262

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #141029: Ether, 1-hexadecenyl methyl | | M ‘h
71.0 9.50
m/z 55.15 59.13%
5000
41.0
Al b B2 00060 220280 L 1Y) Mnnﬂ Al
m/z--> 20 40 60 80 100120140160180200220240260280 9.50

SFAM-EPA-BG121421.M Thu Dec 23 ©2:13:57 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS Vvial : 62

Sample Multiplier: 1

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

Quant Title

TIC Library

: 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 6 Ethanol, 2-(hexyloxy)-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.609 2.32 ng/ul 23229 1,4-Dichlorobenzene-d4 8.276
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 86
2 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 72
3 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 72
4 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 56
5 5-Hydroxypentanal acetate 144 C7H1203 018545-16-9 38
Abundance Scan 1042 (9.609 min): BG051563.D\data.ms (-1037) (-) m/z 43.15 100.00%
3.1
85.2
5000
HF&O ‘ 1151 9.50 10.00
\\\‘\\\\“MN\\“‘\ \H\‘\“\‘\\\‘\\\‘\‘\\\\‘\\\\ m/Z 85.15 52.39%
miz--> 20 40 60 80 100 120 140
Abundance #25540: Ethanol, 2-(hexyloxy)-
43.0
85.0
A
5000 — —
9.50 10.00
63.0 m/z 45.15 42.87%
i O A s
\\\‘\H‘\\“H\\‘\‘\\‘\‘\‘!‘\\\‘\\\‘\‘\\\\‘147\.9\
miz-> 20 40 60 80 100 120 140
Abundance #25543: Ethanol, 2-(hexyloxy)-
43.0
R A TR
9.50 10.00
85.0 41.20 30.97%
5000 270 m/z
63.0
1 O
SR Y O S S
miz--> 20 40 60 80 100 120 140 f\ i h
Abundance #25544: Ethanol, 2-(hexyloxy)- Dl 1} ' T 'l
43.0 9.50 10.00
m/z 83.15 20.64%
85.0
5000
63.0
M vpe A
S 1 O s el
m/z--> 20 80 100 120 140 9.50 10.00

SFAM-EPA-BG121421.M Thu Dec 23 ©2:13:58 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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 7 Propane, 1-isothiocyanato- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.320 9.96 ng/ul 140805 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-isothiocyanato- 101 C4H7NS 000628-30-8 53
2 1-[(1-Propoxypropan-2-yl)oxy]pro... 218 C11H2204 1000378-33-1 43
3 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 42
4 Dipropylene glycol, diacetate 218 C10H1805 1000506-25-8 40
5 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 40

Abundance Scan 1163 (10.320 min): BG051563.D\data.ms (-1152) (-  m/z 43.15 100.00%

43.1
101.2
5000 73.2
122.1 1000 1050
\\\‘\\\\““\\“\\“‘\\\“\"\‘\\\“‘\\\\“\\\\1‘4\‘5\']\.\’\\ m/Z 191.15 77.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4552: Propane, 1-isothiocyanato-
43.0 101.0
72.0
5000
10.00 10.50
m/z 73.15 38.62%
26,
\\\‘\HR‘\“ \\‘}“1\\“\“\’\\\\‘M\\\\‘\\\\‘\\\\’\\
mi/z--> 20 40 60 80 100 120 140 160
Abundance #96138: 1-[(1-Propoxypropan-2-yl)oxy]propan-2-yl acetat
101.0
1000 1050
5000 43.0 m/z 45.15  32.25%
15.0 ) 6ho _ 119.0 1450
L B B e e L et R
m/z--> 20 40 60 80 100 120 140 160
Abundance #4500: 1,3,4-Thiadiazol-2-amine
101.0
74.0 1000 1050
m/z 41.10 24.08%
5000
45.0 f\ﬂ
27.
; m h A

m/z--> 40 100 120 140 160 10.00 10.50

SFAM-EPA-BG121421.M Thu Dec 23 ©2:13:58 2021

Page:
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

3 3k 3k sk ok >k >k kok
Peak Numb

10.567
Hit# of

1 2-Prop
2 1-(1-M
3 3-Hydr
4 Amylen
5 1-Chlo

Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

SFAM-EPA-BG

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
BGO51563.D

: 16 Dec 2021 9:18

: CG/JU

: M5037-01

: 62  Sample Multiplier: 1

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

ry : C:\DATABASE\NIST20.L
ration Parameters: LSCINT.P
3k 3k 3k 3k sk sk >k 3k 3k 3k 5k 5k 3k sk sk sk 3k 3k 5k 5k 5k 3k 3k sk sk sk 3k 3k 3k 5k 3k 3k 3k sk sk sk >k >k 3k 3k 3k 3k 3k sk sk >k >k 3k ok ok sk sk sk sk sk k sk kkok
er 8 2-Propanol, 1-(2-methoxypro... Concentration Rank 2
EstConc Area Relative to ISTD R.T.
10.21 ng/ul 144301 Naphthalene-d8 11.113
5 Tentative ID MW MolForm CASH# Qual
anol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 64
ethoxypropan-2-yloxy)propa... 244 C9H15F304 1010367-08-7 64
oxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 53
e hydrate 88 C5H120 000075-85-4 50
ro-2-ethoxyethane 108 C4H9Cl10 000628-34-2 45
Scan 1205 (10.567 min): BG051563.D\data.ms (-1194) (- m/z 59.15 100.00%
59.1
1050 |
39 108.1 :
“‘w““MM“A;“W%Q‘w‘p‘l‘w%?Q?q%?Q?“‘H m/z 43.15 48.07%
20 40 60 80 100 120 140 160
#26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
T
10.50
m/z 73.15 14.86%
31.0
104.0
\\\\‘\\“\\‘H‘\‘\\\‘i\\\‘\8‘3\.0\\\“}\\\‘].\3\0\.\0‘\\\\‘\\\\‘
20 40 60 80 100 120 140 160
#128840: 1-(1-Methoxypropan-2-yloxy)propan-2-yl 2,2,2-1
59.0 J\
e S e e
10.50
m/z 45.15 8.86%
290 | | 780 990 1300 155.0
e e e e
20 40 60 80 100 120 140 160
#4866: 3-Hydroxy-3-methyl-2-butanone A s
59.0 10.50
m/z 41.15 8.71%
31.0
120 | L 870 K J\MA e
20 40 60 80 100 120 140 160 10.50
121421.M Thu Dec 23 02:13:59 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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 9 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.636 2.92 ng/ul 41318 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 78
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
3 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 72
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 72
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C1@H2203 029911-28-2 64

Abundance Scan 1387 (11.636 min): BG051563.D\data.ms (-1382) (- m/z 59.10 100.00%

59.1
5000
103.1 A

} 11 50 12 oo
Hw"Hﬂu““{uw_‘u“cu“uul‘4“6ﬁ‘2‘,uu,‘ m/z 103.05 23.55%
m/z--> 20 60 80 100 120 140 160 180
Abundance #49775: Z-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy J\j\
59.0
5000 T b —
103.0 11.50 12.00

31.0 41.15 20.17%

\\\‘\w“\\“”\‘\\\“i \“\8‘3\0\\\‘\\\\‘1\2\9\\0‘\\]\-5\?9\\’\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0

11.50 1200
310 103.0
—
miz-> 20 40 60 80 100 120 140 160 180
Abundance  #64374: 1-(1-tert-Butoxypropan-2-yloxy)propan-2-ol m b —4 :
59.0 11.50 12.00

m/z 57.15 11.08%

5000
103.0

31.0
1 M I, 830 ‘ 146.0 172.0 T VY

m/z--> 20 60 80 100 120 140 160 180 11.50 12.00

SFAM-EPA-BG121421.M Thu Dec 23 02:14:00 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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 10 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.695 3.01 ng/ul 42618 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C1@H2203 029911-28-2 83
2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 78
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72

Abundance Scan 1397 (11.695 min): BG051563.D\data.ms (-1392) (-  m/z 59.15 100.00%

59.1
5000
103.1
Ce
.4 | ‘ 11550 12.00
\\\‘\\\\“‘\\\‘\“\\\\‘\‘\\\“\\\\‘\\\\‘\\\\’\\\\’\ m/z 193.19 28-94%
mlz--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000 — A
11.50 12.00
103.0 m/z 41.15 27.06%
290
m/z--> 20 60 80 100 120 140 160 180
Abundance #17307:1—Pr0panoL2,220xbe—
59.0
AM’\M/Wn MW‘M
1150 12.00
31.0 103.0
e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 11 50 12 00
m/z 57.15 17.14%
5000
103.0
31.0 ‘
‘ M il L

m/z--> 20 60 80 100 120 140 160 180 1150 12.00

SFAM-EPA-BG121421.M Thu Dec 23 02:14:00 2021 Page:

14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\

Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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 11 Benzaldehyde, 3-hydroxy-4-m...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.815 5.10 ng/ul 109583  Acenaphthene-die 14.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
2 Vanillin 152 C8H803 000121-33-5 95
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 94
4 Vanillin 152 C8H803 000121-33-5 93
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 90

Abundance Scan 1758 (13.815 min): BG051563.D\data.ms (-1750) (-
151.1

m/z 151.05 100.00%

5000 81.2
53.0 109.2 — ——
H‘ ‘ 13.50 14.00
““““%“V"M“JW“““I“““““““ m/z 152.05 92.81%
miz--> 20 40 80 100 120 140 160
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
5000 — o
81.0 13.50 14.00
1090 m/z 81.15 38.80%
29.0 53.0
\\‘\‘\‘\‘\\"\\“H\“H\\\H}\\\\‘\‘\\‘\\\\‘\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #29935: Vanillin
151.0
A £ P —"
13.50 14.00
5000 m/z 109.15  24.59%
81.0
53.0 109.0
S/
miz--> 20 40 60 80 100 120 140 160
Abundance #30041: Benzaldehyde, 3-hydroxy-4-methoxy- — —
151.0 13.50 14.00
m/z 53.05 19.17%
5000
81.0
53.0 123.0
| ‘wwao‘s‘dq‘ LR T I |
m/z--> 20 40 80 100 120 140 160 13.50 14.00

SFAM-EPA-BG121421.M Thu Dec 23 02:14:01 2021

Page:
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\

BGO51563.D
: 16 Dec 2021 9:18
: CG/JU
: M5037-01
: 62  Sample Multiplier: 1

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

¢ C:\DATABASE\NIST20.L
LSCINT.P

ry

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 12 7,9-Di-tert-butyl-1-oxaspir...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.315 14.03 ng/ul 406118  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 97
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 94
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 94
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 52
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 46

Abundance Scan 2524 (18.315 min): BG051563.D\data.ms (-2518) (-  m/z 205.05 100.00%
57.1 205.1
5000
— ——
18.00 18.50
m/z 57.15 93.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
57.0
5000 175.0 — ooty
18.00 18.50
910 41359 261.0 m/z 217.15  75.47%
: 27'0 : ‘M | ‘LH\‘ ‘H“‘ “‘H}\ ‘mh‘ H“H} EH“M\‘M\M‘H\” ‘\‘\Hl\‘ ‘h‘“‘ ‘\“h : M‘M\‘ Sl “‘ P | m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
— -
18.00 18.50
5000 m/z 175.15 59.58%
205.0
91.0 175.0
5.
e sk ek L2620
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene- e e
57.0 18.00 18.50
m/z 41.15 55.46%
205.0
5000
175.0
Wt WA i
S VRN 0 DO W A
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

SFAM-EPA-BG121421.M Thu Dec 23 02:14:01 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS vial : 62 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 Octadecanamide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.567 2.40 ng/ul 74854  Chrysene-d12 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 64
2 Palmitoleamide 253 C16H31NO 106010-22-4 59
3 Decanamide- 171 C1OH21NO 002319-29-1 53
4 Tetradecanamide 227 C14H29NO 000638-58-4 47
5 trans-2,7-Dimethyl-4,6-octadien-... 154 C10H180 1010281-69-5 38

Abundance Scan 3418 (23.567 min): BG051563.D\data.ms (-3412) (-  m/z 59.10 100.00%
59.1

5000
209.1
ngﬁ‘_z‘ il 282.1320. 3357 >
il ol o LT : m/z 72.15 59.61%
m/z--> 50 100 150 200 250 300 350
Abundance #177477: Octadecanamide
59.0
5000 A\ T ‘ T \A”\ A\ ‘
23.50
m/z 55.15 54.44%
L, 1280 1850 240.0 2840
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #139496: Palmitoleamide
59.0
23.50
5000 m/z 69.15 36.67%
‘ 126.0 2530
H‘\‘\h L‘\‘ H\ M‘\ m\ ‘\‘ N ]\"68‘9‘2‘19‘0‘ e
m/z--> 100 150 200 250 300 350
Abundance #46293: Decanamide-
59.0 23.50
m/z 41.15 33.23%
5000
1280171.0
150,/ .
m/z--> 50 100 150 200 250 300 350 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51563.D

Acqg On : 16 Dec 2021 9:18
Operator : CG/JU

Sample : M5037-01

Misc :

ALS Vvial : 62 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|
Cyclohexanone 6.284 2.7 ng/ul 26632 1 8.276 200578 20.0
Ethanol, 2-butoxy- 6.314 5.3 ng/ul 53601 1 8.276 200578 20.0
1-Hexanol, 2-et... 8.329 3.4 ng/ul 34096 1 8.276 200578 20.0
Phenol, 2-methoxy- 9.380 7.6 ng/ul 76228 1 8.276 200578 20.0
unknown-01 9.533 2.3 ng/ul 22576 1 8.276 200578 20.0
Ethanol, 2-(hex... 9.609 2.3 ng/ul 23229 1 8.276 200578 20.0
Propane, 1-isot... 10.320 10.0 ng/ul 140805 2 11.113 282727 20.0
2-Propanol, 1-(... 10.567 10.2 ng/ul 144301 2 11.113 282727 20.0
2-Propanol, 1-[... 11.636 2.9 ng/ul 41318 2 11.113 282727 20.0
2-Propanol, 1-(... 11.695 3.0 ng/ul 42618 2 11.113 282727 20.0
Benzaldehyde, 3... 13.815 5.1 ng/ul 109583 3 14.914 429475 20.0
7,9-Di-tert-but... 18.315 14.0 ng/ul 406118 4 17.657 578987 20.0
Octadecanamide 23.567 2.4 ng/ul 74854 5 21.975 622725 20.0
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