LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111124\
Data File : BM@48612.D

Acqg On : 12 Nov 2024 09:29
Operator : RC/JU

Sample : P4714-08

Misc :

ALS Vvial : 37 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-BM110724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48612.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.128 20 24 30 rVB 37180 52257 ©0.93% 0.104%
2 3.552 93 96 109 rBV 114661 217464 3.88% 0.431%
3 3.858 144 148 154 rVB2 14906 21802 0.39% 0.043%
4 4,222 206 210 216 rVB2 26124 39592 0.71% 0.979%
5 4.369 231 235 243 rVB 42702 58405 1.04% 0.116%
6 5.093 355 358 363 rVB 7206 10522 0.19% 0.021%
7 5.175 367 372 375 rBV7 6453 11529 0.21% 0.023%
8 5.305 391 394 401 rBVS 9547 19766 ©0.35% 0.039%
9 5.516 426 430 436 rBV 19487 29097 0.52% 0.058%
10 5.675 454 457 462 rVB5 11633 17866 0.32% 0.035%
11 5.934 496 501 504 rVB6 4183 6053 ©0.11% 0.012%
12 6.146 535 537 544 rVB7 4444 9124 0.16% 0.018%
13  6.216 544 549 553 rBV6 10419 16513 0.29% 0.033%
14 6.299 558 563 565 rBv6 6079 9284 0.17% 0.018%
15 6.557 602 607 611 rVB6 2988 6600 ©0.12% 0.013%
16 6.652 618 623 626 rBV5 5140 9227 0.16% 0.018%
17 6.693 626 630 637 rVW5 10526 21179 0.38% 0.042%
18 6.840 642 655 667 rWwW 190545 372908 6.65% 0.739%
19 6.993 675 681 693 rBv 631269 1020653 18.21% 2.024%
20 7.075 693 695 699 rVve 5610 6145 0.11% 0.012%
21  7.134 702 705 709 rW4 5360 9701 0.17% 0.019%
22 7.193 709 715 726 rVV 705457 1164314 20.77% 2.309%
23 7.281 726 730 738 rVW4 34305 63634 1.14% 0.126%
24 7.363 742 744 750 rVB7 9228 12854 0.23% 0.025%
25 7.434 750 756 759 rBV6 2583 5900 0.11% 0.012%
26 7.475 759 763 768 rVB7 4751 8821 0.16% 0.017%
27 7.657 786 794 802 rBV 707052 1150138 20.52% @ 2.281%
28 7.728 802 806 814 rVB 33664 54881 ©0.98% 0.109%
29 7.840 820 825 827 rBV6 3711 6026 0.11% 0.012%
30 7.940 837 842 849 rvB8 6918 17046 0.30% 0.034%
31 8.099 865 869 875 rvB8 4412 8711 0.16% 0.017%
32 8.263 891 897 898 rBV5 6159 9864 0.18% 0.020%
33 8.375 910 916 930 rBV 604794 1053424 18.79% 2.089%
34 8.751 974 980 985 rBV 74352 127619 2.28% 0.253%
35 8.816 985 991 999 rVB 708066 1191459 21.26% 2.363%
36 8.951 1009 1014 1017 rBV4 13762 23430 0.42% 0.046%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111124\
Data File : BM@48612.D

Acqg On : 12 Nov 2024 09:29
Operator : RC/JU

Sample : P4714-08

Misc :

ALS Vvial : 37 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-BM110724.MA.M
Title : SVOA CALIBRATION
37 8.987 1017 1020 1028 rVB8 11273 19571 ©0.35% 0.039%
38 9.534 1105 1113 1126 rBV 592190 1011266 18.04% 2.005%
39 9.834 1155 1164 1167 rBV9 4904 12047 0.21% 0.024%
40 10.075 1198 1205 1218 rBV 860744 1560863 27.85%  3.095%
41 10.298 1239 1243 1249 rVB7 8158 13147 0.23% 0.026%
42 10.363 1249 1254 1258 rBvV7 7172 12163 0.22% 0.024%
43 10.440 1260 1267 1275 rVV 977498 1672978 29.85% 3.318%
44 10.504 1275 1278 1284 rVB7 14010 23201 0.41% 0.046%
45 10.587 1285 1292 1311 rBV 573477 1261694 22.51%  2.502%
46 11.075 1370 1375 1380 rVB6 5235 8951 ©0.16% ©0.018%
47 11.269 1402 1408 1413 rBV9 5857 12773 0.23% 0.025%
48 11.639 1467 1471 1479 rBV9 3521 7376 0.13% 0.015%
49 12.063 1536 1543 1550 rBv2 11099 23299 0.42% 0.046%
50 12.598 1628 1634 1636 rBV5 5542 9466 0.17% 0.019%
51 12.916 1682 1688 1692 rBv4 10751 16234 0.29% 0.032%
52 13.251 1739 1745 1758 rVB2 43239 110333 1.97% 0.219%
53 13.722 1818 1825 1839 rBV 1684459 2394206 42.71% 4.748%
54 13.998 1863 1872 1883 rBV 1906962 2825548 50.41% 5.603%
55 14.304 1917 1924 1934 rBV 1529364 2231294 39.81% 4.425%
56 14.392 1935 1939 1944 rVB 16335 21670 0.39% 0.043%
57 14.551 1961 1966 1984 rBV2 61802 200925 3.58% 0.398%
58 14.745 1996 1999 2005 rvB8 5636 10929 0.19% 0.022%
59 14.992 2036 2041 2048 rVB4 11610 19344 0.35% 0.038%
60 15.133 2054 2065 2069 rBVS8 7937 16938 0.30% 0.034%
61 15.304 2087 2094 2107 rBV 2411732 3687194 65.78% 7.312%
62 15.433 2110 2116 2130 rBV 746362 1142730 20.39% 2.266%
63 15.545 2130 2135 2140 rVB4 19030 32141 0.57% 0.064%
64 15.669 2154 2156 2162 rVB6 4024 6715 0.12% 0.013%
65 15.863 2183 2189 2193 rBV4 9160 15949 0.28% 0.032%
66 16.545 2301 2305 2316 rBV7 9235 21324 0.38% 0.042%
67 16.651 2320 2323 2328 rVB2 6244 8943 0.16% ©0.018%
68 16.845 2352 2356 2360 rVB6 3944 7157 0.13% 0.014%
69 17.051 2385 2391 2401 rVB 1824812 2583434 46.09% 5.123%
70 17.151 2401 2408 2426 rBV2 3035860 4529727 80.81% 8.982%
71 17.345 2438 2441 2449 rVB5 4859 9649 0.17% 0.019%
72 17.610 2480 2486 2491 rBV8 2996 6308 0.11% 0.013%
73 17.721 2500 2505 2511 rBV 251429 328851 5.87% 0.652%
74 17.957 2538 2545 2549 rBV5 19688 35298 0.63% 0.070%
75 18.027 2554 2557 2560 rVVv3 5035 6217 0.11% 0.012%
76 19.010 2720 2724 2731 rBV2 39718 57023 1.02% 0.113%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111124\
Data File : BM@48612.D

Acqg On : 12 Nov 2024 09:29
Operator : RC/JU

Sample : P4714-08

Misc

ALS Vvial : 37 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-BM110724.MA.M
Title : SVOA CALIBRATION

77 19.086 2733 2737 2741 rBV 39844 52964 0.94% 0.105%
78 19.239 2759 2763 2766 rBV5 15082 21079 0.38% 0.042%
79 19.386 2785 2788 2791 rBV3 13348 15420 ©.28% 0.031%
80 19.445 2792 2798 2812 rVV 3796766 5442844 97.10% 10.793%
81 19.692 2838 2840 2844 rVB5 9880 9186 ©0.16% 0.018%
82 20.945 3049 3053 3059 rBV 98204 139849  2.49% 0.277%
83 21.280 3104 3110 3125 rBV2 1791743 2933130 52.33% 5.816%
84 23.986 3561 3570 3584 rBV 2313926 5605171 100.00% 11.115%
85 24.186 3595 3604 3620 rVB 1296972 3370362 60.13% 6.683%

Sum of corrected areas: 50428689
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111124\
. BM@48612.D

: 12 Nov 2024 ©9:29

: RC/JU

. P4714-08

: 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111124\
Data File : BM@48612.D

Acqg On : 12 Nov 2024 09:29
Operator : RC/JU

Sample : P4714-08

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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 Mequinol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.751 2.22 ng/ul 127619 1,4-Dichlorobenzene-d4 7.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mequinol 124 C7H802 000150-76-5 93
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 93
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
4 Mequinol 124 C7H802 000150-76-5 90
5 Mequinol 124 C7H802 000150-76-5 90
Abundance Scan 980 (8.751 min): BM048612.D\data.ms (-974) (-) m/z 109.10 100.00%

109.1
81.1
5000
53.1

8.40 8.60 8.80 9.00

I \h‘\ A | 207.1 267.(

O trrrprerdeti et e e e e e e m/z 124.10  81.31%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11897: Mequinol
109.0
81.0
5000 L L LA L BN B R B

8.40 8.60 8.80 9.00
53.0 m/z 81.18 70.59%
\‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘\H\‘\H\‘\H\

O}EM T N
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #11909: Phenol, 2-methoxy-
109.0
81.0

8.40 8.60 8.80 9.00

5000 m/z 53.10 21.04%
53.0
R8O b b
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11911: Phenol, 2-methoxy- B e A
109.0 8.40 8.60 8.80 9.00

m/z 51.05 13.77%

5000 81.0
53.0

18.0
S I [T NS 0 NSO ety PR ——

m/z--> 20 40 60 80 100120140160 180200220240260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111124\
Data File : BM@48612.D

Acqg On : 12 Nov 2024 09:29
Operator : RC/JU

Sample : P4714-08

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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-l-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.721 2.55 ng/ul 328851 Phenanthrene-d10 17.051
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 99
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 83
4 1,3-Pentadiene, 1,1-diphenyl-, (Z)— 220 C17H16 015295-31-5 50
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50

Abundance Scan 2505 (17 721 min): BM048612.D\data.ms (-2500) (- | m/z 57.10 100.00%

205.2
5000
- 5
17.50 18.00
01 m/z 205.20 85.97%
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 17.50 18.00
m/z 217.20 56.03%
\ Ll e
Ot Rasass ‘\M\‘ ‘m‘ ‘H‘H‘M‘ ‘H}H‘\‘““\\‘ WH} }H‘H}\ ‘”\H\H‘\‘ ‘\‘H}\‘ ‘\‘h‘ \‘\‘H‘\ ‘w““ , ‘H‘h‘ , !\‘ ans “‘ 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
—r —
17.50 18.00
5000 m/z 175.20 53.08%
205.0
91.0 175.0
5.
NI TR i R W O RO
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168694: 7,9-Di-tert-butyl-1- oxasp|r0(4 5)deca-6,9-diene L —
05.0 17.50 18.00

m/z 55.05 50.24%

5000
261.0
. ‘ | PR\

m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111124\
Data File : BM@48612.D

Acqg On : 12 Nov 2024 @9:29
Operator : RC/JU

Sample : P4714-08

Misc

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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|
Mequinol 8.751 2.2 ng/ul 127619 1 7.657 1150140 20.0
7,9-Di-tert-but... 17.721 2.5 ng/ul 328851 4 17.051 2583430 20.0
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