LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48321.D

Acqg On : 30 Oct 2024 13:43
Operator : RC/JU

Sample : P4530-18

Misc :

ALS vial : 6 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-BM102624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48321.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.169 27 31 36 rBV 47024 56479 1.18% 0.116%
2 3.593 99 103 113 rBV 152132 252732 5.29% 0.520%
3 3.904 152 156 163 rVB 34986 48636 1.02% ©0.100%
4 4.346 229 231 235 rvB3 6970 6355 0.13% 0.013%
5 4.622 275 278 284 rBV6 3058 7379 0.15% 0.015%
6 5.363 400 404 406 rBV5 6626 11253 0.24% 0.023%
7 5.769 470 473 478 rVB6 6933 9380 0.20% 0.019%
8 6.234 548 552 556 rBV7 3270 5499 0.12% 0.011%
9 6.381 573 577 581 rBv6 3364 6024 0.13% 0.012%
106 6.745 635 639 646 rVB1oO 5843 11547 ©.24% 0.024%
11 6.892 657 664 680 rVB 206516 382714 8.01% ©.788%
12 7.045 684 690 705 rVB 704760 1129061 23.62% 2.323%
13 7.251 718 725 736 rBV 740591 1249022 26.13% 2.570%
14 7.71@ 796 803 811 rBV 734765 1219706 25.51% 2.510%
15 7.787 811 816 822 rVB 43504 77134 1.61% 0.159%
16 8.428 918 925 937 rBV 626325 1073831 22.46% 2.210%
17 8.539 940 944 952 rVB5S 8283 17090 0.36% 0.035%
18 8.810 984 990 994 rBV 116468 192308 4.02% 0.396%
19 8.869 994 1000 1007 rVV 799767 1339828 28.03% 2.757%
20 8.922 1007 1009 1018 rVv3 35417 62818 1.31% 0.129%
21 8.998 1020 1022 1027 rVB6 5361 8496 ©0.18% 0.017%
22 9.292 1066 1072 1076 rBV4 11808 21240 0.44% 0.044%
23 9.422 1092 1094 1103 rVB9 3229 5613 0.12% 0.012%
24 9.592 1115 1123 1137 rBV = 628598 1093229 22.87% 2.250%
25 9.775 1149 1154 1156 rBV5 4697 7786 0.16% 0.016%
26 9.869 1165 1170 1175 rVB7 6639 12765 0.27% 0.026%
27 10.133 1206 1215 1232 rBV 888040 1674171 35.02%  3.445%
28 10.292 1236 1242 1248 rVB5 10579 21195 0.44% 0.044%
29 10.369 1252 1255 1258 rBVS5 4952 8051 0.17% 0.017%
30 10.416 1258 1263 1270 rBV 57616 116452 2.44% 0.240%
31 10.498 1270 1277 1284 rVV 1041720 1774083 37.11% 3.651%
32 10.563 1284 1288 1295 rVB2 39621 66179 1.38% 0.136%
33 10.645 1295 1302 1319 rBV 548042 1106788 23.15% 2.278%
34 11.175 1386 1392 1400 rVB5 8585 19385 0.41% 0.040%
35 11.280 1404 1410 1413 rBV8 10554 19767 0.41% 0.041%
36 11.316 1413 1416 1425 rVBS8 11822 25651 0.54% 0.053%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48321.D

Acqg On : 30 Oct 2024 13:43
Operator : RC/JU

Sample : P4530-18

Misc :

ALS vial : 6 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-BM102624.MA.M
Title : SVOA CALIBRATION
37 11.692 1474 1480 1483 rBV6 5889 10589 0.22% 0.022%
38 11.816 1489 1501 1515 rBV2 60351 156176  3.27% 0.321%
39 12.110 1546 1551 1556 rBv3 13977 28361 0.59% 0.058%
40 12.351 1585 1592 1599 rBV 71920 110296 2.31% 0.227%
41 12.416 1599 1603 1609 rVB9 2933 6796 0.14% 0.014%
42 12.710 1649 1653 1661 rVV6 9341 16442 0.34% 0.034%
43 12.963 1690 1696 1703 rBV2 18464 30231 0.63% 0.062%
44 13.204 1733 1737 1742 rVB5 7775 12009 0.25% 0.025%
45 13.304 1748 1754 1765 rBV6 15233 46064 0.96% 0.095%
46 13.769 1826 1833 1849 rBV 1818233 2499225 52.28% 5.143%
47 14.051 1870 1881 1890 rBV 1927224 2916961 61.01% 6.002%
48 14.357 1923 1933 1944 rBV 1522337 2284991 47.80% 4.702%
49 14.445 1944 1948 1950 rVB4 5036 6255 0.13% 0.013%
50 14.598 1968 1974 1993 rBV 57281 211365 4.42% 0.435%
51 14.792 2005 2007 2014 rVB7 7927 12190 0.25% 0.025%
52 15.039 2043 2049 2056 rVB 37568 64886 1.36% 0.134%
53 15.163 2064 2070 2083 rVB3 22177 42973 0.90% ©0.088%
54 15.351 2095 2102 2116 rBV 2525525 3699681 77.39% 7.613%
55 15.474 2117 2123 2139 rVV 736318 1155606 24.17% 2.378%
56 15.592 2139 2143 2150 rVWW4 15760 31755 0.66% 0.065%
57 15.715 2163 2164 2171 rVB5 6477 12303 0.26% 0.025%
58 15.827 2179 2183 2186 rvVB6 5090 6386 ©0.13% 0.013%
59 15.921 2194 2199 2203 rBvVv7 3209 6237 0.13% 0.013%
60 15.974 2203 2208 2215 rVV5 12487 22232 0.47% 0.046%
61 16.080 2222 2226 2228 rBV4 3969 6110 ©0.13% 0.013%
62 16.133 2232 2235 2241 rVB6 3791 5498 0.12% 0.011%
63 16.592 2310 2313 2317 rBV5 5594 7923 0.17% 0.016%
64 16.698 2328 2331 2336 rBV6 7294 11910 0.25% 0.025%
65 16.780 2342 2345 2348 rBV4 3451 4898 0.10% 0.010%
66 17.098 2393 2399 2409 rBV 1755164 2449210 51.23% 5.040%
67 17.198 2409 2416 2434 rVV 2872743 4237412 88.63% 8.720%
68 17.662 2492 2495 2501 rVV7 5935 10029 0.21% 0.021%
69 17.768 2508 2513 2519 rBV 429798 532166 11.13% 1.095%
70 17.939 2538 2542 2544 rBV4 8178 9256 0.19% 0.019%
71 17.998 2547 2552 2559 rBV7 16518 32091 0.67% 0.066%
72 18.074 2560 2565 2575 rVV 36892 71502 1.50% 0.147%
73 18.204 2584 2587 2591 rBV5 8411 8967 0.19% 0.018%
74 18.251 2591 2595 2597 rVW5 12871 17384 0.36% 0.036%
75 18.274 2597 2599 2606 rVB4 13221 21529 0.45% 0.044%
76 18.851 2694 2697 2701 rVB4 9197 11472 0.24% 0.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48321.D

Acqg On : 30 Oct 2024 13:43
Operator : RC/JU

Sample : P4530-18

Misc

ALS vial : 6 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-BM102624.MA.M
Title : SVOA CALIBRATION

77 19.056 2728 2732 2736 rBV2 34089 45018 0.94% ©0.093%
78 19.127 2740 2744 2748 rBV 36327 50025 1.05% 0.103%
79 19.280 2766 2770 2775 rBV7 17524 27371 0.57% 0.056%
80 19.492 2800 2806 2816 rBV 3416799 4780791 100.00%  9.838%
81 21.321 3112 3117 3133 rBV 1544255 2475677 51.78% 5.094%
82 24.062 3574 3583 3601 rBV 1847539 4610221 96.43% 9.487%

83 24.268 3610 3618 3638 rVB 1012759 2639846 55.22% 5.432%

Sum of corrected areas: 48595963

SFAM-EPA-BM102624.MA.M Mon Nov 04 02:11:18 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48321.D

Acqg On : 30 Oct 2024 13:43
Operator : RC/JU

Sample : P4530-18

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM048321.D\data.ms
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Abundance TIC: BM048321.D\data.ms
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Abundance TIC: BM048321.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48321.D

Acqg On : 30 Oct 2024 13:43
Operator : RC/JU

Sample : P4530-18

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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.
8.810 3.15 ng/ul 192308 1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 93
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
5 Mequinol 124 C7H802 000150-76-5 87
Abundance Scan 990 (8.810 min): BM048321.D\data.ms (-984) (-) m/z 109.10 100.00%
109.1
81.1
5000
53.1 R
‘ 8.40 8.60 8.80 9.00 9.20
\\\‘\\\\““‘\ \‘H“\ “‘w‘\H“i‘\H‘\‘H‘\\“‘\\\‘\\\\‘\\\\‘\\\\2‘9\8\.]\- m/Z 124.10 87.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11909: Phenol, 2-methoxy-
109.0
81.0
5000 DL B UL B W
8.40 8.60 8.80 9.00 9.20
53.0 m/z 81.10 71.34%
27.0
H\‘\‘\‘H“‘\\M“\‘M\H‘i‘\u‘\‘u‘u"H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11912: Phenol, 2-methoxy-
109.0
81.0 8.40 8.60 8.80 9.00 9.20
5000 m/z 53.10 19.52%
270 530
H\‘H‘iH“‘\\“HH‘“;‘\H‘,“mu‘u‘w AR REEAaEEaSS R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11910: Phenol, 2-methoxy-
109.0 8.40 8.60 8.80 9.00 9.20
81.0 m/z 51.05 11.97%
5000
27.0 53.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48321.D

Acqg On : 30 Oct 2024 13:43
Operator : RC/JU

Sample : P4530-18

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.768 4.35 ng/ul 532166 Phenanthrene-d10 17.098
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 91
3 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 50
5 2,5-di-tert-Butyl-1,4- benzoqu1none 220 C14H2002 002460-77-7 46

Abundance Scan 2513 (17.768 min): BM048321.D\data.ms (-2508) (-  m/z 205.10 100.00%

57.0 205.1
5000

95, 135.1 261.1 17 50 18 00

‘\lhh ‘LH\‘\H‘H ‘h‘ ’ “‘ o “35‘5‘ m/z 57.05 96.74%

mlz--> 50 100 150 200 250 300 350
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000

17.50 18.00
m/z 217.20 57.71%

i W 2510
1 lly
L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
—— —
17.50 18.00
5000 m/z 55.05 52.78%
205.0
109.0
N M Lm H\ Mn i ‘H‘ i m\h‘m\i i ﬂ ‘\H \‘M\ “\ ‘2’6}"0‘ e
miz--> 50 100 150 200 250 300 350
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl) o
205.0 17.50 1800
m/z 175.10  49.09%
5000
43.0 10 150.0
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48321.D

Acqg On : 30 Oct 2024 13:43
Operator : RC/JU

Sample : P4530-18

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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- 8.810 3.1 ng/ul 192308 1 7.716 1219710 20.0
7,9-Di-tert-but... 17.768 4.3 ng/ul 532166 4 17.098 2449210 20.0
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