LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43540.D

Acqg On : 22 Dec 2023 15:23
Operator : MA/JU

Sample : 05927-08

Misc :

ALS Vvial : 43 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43540.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.369 28 31 38 rVvB 57960 75493  1.32% 0.124%
2 3.799 101 104 121 rBV 243236 417104 7.30% 0.685%
3 4.022 138 142 148 rVB 21159 34690 0.61% 0.057%
4 4,122 155 159 169 rVB 40703 61526 1.08% 0.101%
5 5.852 314 317 321 rBV3 6459 10233 0.18% 0.017%
6 5.452 382 385 389 rVB5 7648 10659 0.19% 0.017%
7 5.499 389 393 396 rBv2 10102 13762 0.24% 0.023%
8 5.593 404 409 411 rBv4 15163 22545 0.39% 0.937%
9 5.804 441 445 450 rVB6 4720 9207 0.16% 0.015%
106 5.963 468 472 478 rVB8 8488 14934 0.26% 0.025%
11 6.057 484 488 494 rVWW3 11416 18666 ©.33% 0.031%
12 6.957 636 641 646 rBV5 13577 25325 0.44% 0.042%
13 7.128 663 670 683 rVB 275395 469809 8.22% 0.771%
14 7.251 686 691 694 rBV6 5749 9628 0.17% 0.016%
15 7.31@ 694 701 712 rBV 991581 1591715 27.86% 2.612%
16 7.493 726 732 743 rBV 927092 1475990 25.83% 2.422%
17 7.604 749 751 756 rVB4 9785 14461 ©0.25% 0.024%
18 7.969 803 813 820 rBV 999853 1597810 27.97% 2.622%
19 8.034 820 824 831 rVB 56019 88319 1.55% 0.145%
20 8.228 853 857 860 rBV6 7108 12431 0.22% 0.020%
21 8.257 860 862 868 rVB7 5733 10159 0.18% 0.017%
22 8.540 906 910 915 rBV7 8479 13426 0.23% 0.022%
23 8.598 915 920 927 rBV3 21561 36024 0.63% 0.059%
24  8.675 927 933 945 rBV 692843 1132018 19.81% 1.858%
25 8.804 950 955 962 rVB 46127 77877 1.36% 0.128%
26 9.069 993 1000 1006 rBvV 154744 275183 4.82% 0.452%
27 9.140 1006 1012 1020 rVB 1141281 1870679 32.74% 3.070%
28 9.240 1025 1029 1035 rVV5 13004 27666 0.48% 0.045%
29 9.310 1037 1041 1047 rVB8 11901 24395 0.43% 0.040%
30 9.522 1072 1077 1086 rVvB3 15017 31686 ©.55% 0.052%
31 9.863 1125 1135 1148 rBV 858206 1410399 24.69%  2.315%
32 10.004 1155 1159 1164 rBV6 9387 17495 0.31% 0.029%
33 10.087 1169 1173 1182 rVB2 20802 43009 0.75% 0.071%
34 10.392 1218 1225 1237 rBV 1148283 1932091 33.82% 3.171%
35 10.687 1267 1275 1283 rBV6 40388 88793 1.55% 0.146%

36 10.775 1283 1290 1297 rVV 1299960 2224030 38.93% 3.650%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43540.D

Acqg On : 22 Dec 2023 15:23
Operator : MA/JU

Sample : 05927-08

Misc :

ALS Vvial : 43 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
37 10.834 1297 1300 1306 rVB3 24578 41179 0.72% ©0.068%
38 10.922 1306 1315 1329 rBV 1200164 2062754 36.10%  3.385%
39 11.328 1380 1384 1388 rVB5 7722 12889 0.23% 0.021%
40 11.386 1391 1394 1398 rVV3 7455 11057 0.19% 0.018%
41 11.439 1398 1403 1408 rVB 23165 40700 0.71% 0.067%
42 11.569 1416 1425 1437 rBv2 62404 132670 2.32% 0.218%
43 11.769 1454 1459 1464 rBVS8 5003 10201 0.18% 0.017%
44 11.951 1485 1490 1495 rBvV2 16431 29603 0.52% 0.049%
45 12.016 1497 1501 1504 rBV3 8608 12450 0.22% 0.020%
46 12.063 1504 1509 1515 rBV 71728 122538 2.14% 0.201%
47 12.192 1526 1531 1535 rBvV8 9176 14663 0.26% 0.024%
48 12.286 1540 1547 1549 rBvV8 6459 10748 0.19% 0.018%
49 12.363 1553 1560 1564 rBv2 21335 35958 0.63% 0.059%
50 12.822 1634 1638 1644 rBV7 12368 23301 0.41% 0.038%
51 12.886 1644 1649 1657 rVV6 22038 44059 0.77% 0.072%
52 12.963 1659 1662 1669 rVV7 8493 16381 0.29% 0.027%
53 13.080 1677 1682 1686 rBV3 10350 15907 0.28% 0.026%
54 13.216 1700 1705 1712 rBV3 27964 45249 0.79% 0.074%
55 13.357 1723 1729 1734 rBV9 7837 15155 0.27% 0.025%
56 13.428 1736 1741 1749 rVV3 18213 37917 0.66% 0.062%
57 13.539 1749 1760 1773 rVV2 143661 275707 4.83% 0.452%
58 13.892 1814 1820 1823 rVvv7 7893 14410 0.25% 0.024%
59 14.022 1836 1842 1857 rVV 2201143 3069582 53.72% 5.038%
60 14.127 1857 1860 1865 rVV7 9324 13102 0.23% 0.022%
61 14.298 1883 1889 1898 rBV2 2470289 3593275 62.89% 5.897%
62 14.475 1915 1919 1920 rBV3 20433 21764 0.38% 0.036%
63 14.504 1920 1924 1930 rVB2 42564 65873 1.15% 0.108%
64 14.604 1933 1941 1948 rBV 1880787 2662657 46.60% 4.370%
65 14.686 1952 1955 1963 rVB3 28470 41874 0.73% ©0.069%
66 14.810 1969 1976 1986 rBV 162678 329012 5.76% 0.540%
67 14.951 1996 2000 2006 rVBS8 5116 8860 0.16% 0.015%
68 15.027 2006 2013 2019 rBV8 10980 27385 0.48% 0.045%
69 15.204 2039 2043 2049 rVB7 7376 12223 0.21% 0.020%
70 15.280 2051 2056 2061 rBV 23822 40699 0.71% 0.067%
71 15.404 2072 2077 2081 rBV2 29345 50437 0.88% 0.083%
72 15.451 2081 2085 2090 rVB 48198 65868 1.15% 0.108%
73 15.598 2099 2110 2123 rBV 3165867 4598487 80.48% 7.547%
74 15.716 2123 2130 2144 rBV 1002818 1411174 24.70%  2.316%
75 15.839 2146 2151 2157 rVVW5 14378 28227 0.49% 0.046%
76 15.969 2167 2173 2177 rBV2 27368 37975 0.66% 0.062%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43540.D

Acqg On : 22 Dec 2023 15:23
Operator : MA/JU

Sample : 05927-08

Misc :

ALS Vvial : 43 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
77 16.157 2200 2205 2208 rBV7 7448 12635 0.22% 0.021%
78 16.316 2226 2232 2240 rBV 50474 96631 1.69% 0.159%
79 16.380 2240 2243 2248 rVB5 11074 15711 0.27% 0.026%
80 16.945 2335 2339 2342 rVB6 5901 9925 0.17% 0.016%
81 17.110 2363 2367 2371 rBV 28470 38816 0.68% 0.064%
82 17.163 2373 2376 2381 rVB3 16219 23369 0.41% 0.038%
83 17.351 2401 2408 2414 rVV 1990670 2843998 49.78% 4.667%
84 17.445 2418 2424 2438 rBV2 3558360 5225663 91.46% 8.576%
85 17.639 2453 2457 2464 rVB 26857 39566 0.69% 0.065%
86 17.851 2489 2493 2496 rBV3 23712 31615 0.55% 0.052%
87 18.021 2516 2522 2528 rBV 799864 989345 17.32% 1.624%
88 18.192 2547 2551 2556 rBV7 11648 23344 0.41% 0.038%
89 18.245 2557 2560 2566 rVB5 28161 41664 0.73% 0.068%
90 18.327 2570 2574 2579 rBV 35718 65300 1.14% 0.107%
91 18.545 2608 2611 2614 rBV3 19324 26731 0.47% 0.044%
92 19.298 2736 2739 2745 rVB4 41372 54845 0.96% 0.090%
93 19.368 2748 2751 2760 rVB2 37194 64588 1.13% 0.106%
94 19.527 2774 2778 2785 rBV9 14565 25121 0.44% 0.041%
95 19.674 2801 2803 2807 rVB4 11611 13299 0.23% 0.022%
96 19.733 2807 2813 2820 rBV 4318582 5652471 98.93% 9.277%
97 20.745 2982 2985 2989 rVB4 32479 39947 0.70% 0.066%
98 21.521 3112 3117 3125 rBV 2010170 2704565 47.34% 4.439%
99 23.786 3494 3502 3513 rBV2 2995702 5713524 100.00% 9.377%
100 23.939 3521 3528 3539 rVB 1487616 2886812 50.53% 4.738%

Sum of corrected areas: 60932692
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43540.D

Acqg On : 22 Dec 2023 15:23
Operator : MA/JU

Sample : 05927-08

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043540.D\data.ms
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Abundance TIC: BM043540.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43540.D

Acqg On : 22 Dec 2023 15:23
Operator : MA/JU

Sample : 05927-08

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Phenol, 2-methoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.069 3.44 ng/ul 275183 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 97
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 94
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
5 Mequinol 124 C7H802 000150-76-5 91

Abundance Scan 1000 (9.069 min): BM043540.D\data.ms (-993) (-) m/z 109.00 100.00%

109.0
5000
53.1

8.80 9.00 9.20 9.40

ol ddu b | ) 146917692080 2816 150 00  go.60%
m/z--> 50 100 150 200 250
Abundance #11909: Phenol, 2-methoxy-
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5000 R R e A EERR
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m/z--> 50 100 150 200 250
Abundance #11911: Phenol, 2-methoxy-
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o
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53.0
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5000
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o

SFAM-EPA-BM121523.MA.M Mon Dec 25 ©04:31:09 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43540.D

Acqg On : 22 Dec 2023 15:23
Operator : MA/JU

Sample : 05927-08

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.539 2.07 ng/ul 275707  Acenaphthene-di10 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
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 95
5 Vanillin 152 C8H803 000121-33-5 95
Abundance Scan 1760 (13.539 min): BM043540[Ndam|ns(1749)0 m/z 151.00 100.00%
151.
5000
81.1 j\\
53.0 109.0 —— |
m ‘ ’ 13.50
0 wHw“uMUM”M‘mww‘“_1]?:??,9?'9”",““2,6“7;‘ m/z 152.00  96.63%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #30053: Benzaldehyde, 3-hydroxy-4-methoxy-
15R.0
5000 —— |
810 13.50
510 ‘ 109.0 m/z 81.10 36.867%
01\\?\‘\‘\H\““\\“”‘\“‘\“H\“}\\H‘\l‘\\‘\\H‘H‘\‘\H\‘\H\’HH’HH’HH’HH
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #29935: Vanillin
151.0
e :
13.50
5000 m/z 109.00  21.31%
81.0
53.0 109.0
0 S
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy- — A
151.0 13.50
m/z 52.95 19.68%
5000
81.0
53.0 109.0
L
oHu‘m‘m‘_“H“‘JHJ‘;‘m_lwmH‘WH‘w‘,w,w,w,w AN :
mlz--> 20 40 60 80 100120140160 180200220240260 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43540.D

Acqg On : 22 Dec 2023 15:23
Operator : MA/JU

Sample : 05927-08

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 7,9-Di-tert-butyl-l-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.021 6.96 ng/ul 989345  Phenanthrene-d1e 17.351

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99

2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 72

3 (1R,3aR,5aR,9as)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 46
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 46

5 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 43
Abundance Scan 2522 (18.021 min): BM043540.D\data.ms (-2516) (- 57.10 100.00%

57.1
205.1
5000
18 00
01 m/z 205.10  59.03%
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 — |

91.0 n/z 55.05  58.44%

N N

EaRasae ‘\H\‘ ‘m‘ ‘H’H‘M‘ ‘\“H‘\ML\‘ WH} 1”\”}“”\”}”‘\‘ ‘\“H}\‘ ‘\‘h’ , ‘\H\‘ ‘\h - ‘H’h‘ , !\‘ Raan “‘ s

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0

18.00
5000 m/z 41.85 56.45%

m/z--> 20 40 60 80 100120140160180200220240260280 WAAMJMAVNAVMJVMﬁNWw
Abundance #99357: (1R,3aR,5aR,9aS)-1,4,4,7-Tetramethyl-1,2,3,3a,

o

0
205.0 18. oo
105.0 m/z 175.10  38.80%
5000 43.0 147.0
0 5
T T ‘ T
miz--> 20 40 60 80 100120140160180200220240260280 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43540.D

Acqg On : 22 Dec 2023 15:23
Operator : MA/JU

Sample : 05927-08

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Phenol, 2-methoxy- 9.069 3.4 ng/ul 275183 1 7.969 1597810 20.0
Benzaldehyde, 3... 13.539 2.1 ng/ul 275707 3 14.604 2662660 20.0
7,9-Di-tert-but... 18.021 7.0 ng/ul 989345 4 17.351 2844000 20.0
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