LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48296.D

Acqg On : 29 Oct 2024 20:41
Operator : RC/JU

Sample : P4493-09

Misc :

ALS Vvial : 19 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@48296.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 28 31 38 rVvB 46877 62595 1.17% 0.116%
2 3.587 99 102 116 rBV 232876 377044 7.03% 0.697%
3 3.810 136 140 149 rVB4 19804 30962 0.58% 0.057%
4 3,910 154 157 161 rVvB4 12719 17559 0.33% 0.032%
5 4.198 204 206 209 rvB2 9459 9864 ©0.18% 0.018%
6 4.275 215 219 226 rVB6 17611 29328 0.55% 0.054%
7 5.057 346 352 358 rBV8 10286 18070 0.34% 0.033%
8 5.228 376 381 391 rVB3 20290 37704 0.70% 0.070%
9 5.769 468 473 476 rBV 44377 68190 1.27% 0.126%
10 5.804 476 479 489 rVB 127182 189539 3.53% 0.350%
11 6.369 568 575 584 rBV2 62770 103816 1.94% 0.192%
12 6.734 633 637 644 rBV6 12667 24940 0.47% 0.046%
13 6.892 655 664 675 rVB 166182 306516 5.72% 0.566%
14 7.051 685 691 702 rBV 664136 1065163 19.86% 1.968%
15 7.251 718 725 736 rBV 684301 1120967 20.91% 2.071%
16 7.339 736 740 747 rVB1o 8471 14373 0.27% 0.027%
17 7.504 764 768 772 rBV3 11824 20753 0.39% 0.038%
18 7.716 797 804 810 rBV 563451 911201 16.99% 1.684%
19 7.781 810 815 828 rVB 124563 215775 4.02% 0.399%
20 7.875 828 831 837 rVB8 10561 17248 0.32% 0.032%
21 7.963 840 846 851 rBvV2 56451 107946 2.01% 0.199%
22 8.334 906 909 913 rVB4 9408 13392 0.25% 0.025%
23 8.428 919 925 934 rBV 516606 882821 16.46% 1.631%
24 8.504 934 938 942 rW 56911 98003 1.83% 0.181%
25 8.539 942 944 949 rW3 26239 37128 0.69% 0.069%
26 8.581 949 951 956 rvB6 7522 10236 0.19% 0.019%
27 8.810 983 990 994 rBV2 75895 137159 2.56% 0.253%
28 8.869 994 1000 1010 rVV 734744 1258053 23.46% 2.324%
29 8.963 1010 1016 1020 rVV2 158688 263229 4.91% 0.486%
30 9.028 1020 1027 1040 rVB2 174872 457024 8.52% 0.844%
31 9.298 1067 1073 1081 rVB3 24674 51573 0.96% 0.095%
32 9.439 1091 1097 1105 rVB1eO 12827 28101 0.52% 0.052%
33 9.592 1115 1123 1140 rBV 617320 1113446 20.77% 2.057%
34 9.769 1146 1153 1163 rBV3 118939 246603 4.60%  0.456%
35 9.845 1163 1166 1173 rVB7 19011 38111 0.71% 0.070%

36 9.980 1184 1189 1202 rVB3 109784 247932 4.62%  0.458%

SFAM-EPA-BM102624.MA.M Wed Oct 30 ©0:37:49 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48296.D

Acqg On : 29 Oct 2024 20:41
Operator : RC/JU

Sample : P4493-09

Misc :

ALS Vvial : 19 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 10.133 1207 1215 1236 rBV 934639 1657226 30.91% 3.062%
38 10.292 1236 1242 1249 rBV7 33383 65913 1.23% 0.122%
39 10.369 1249 1255 1258 rVB6 11860 20650 0.39% 0.038%
40 10.416 1258 1263 1271 rVBS 15761 34384 0.64% 0.064%
41 10.504 1271 1278 1286 rBV 781777 1379603 25.73%  2.549%
42 10.645 1294 1302 1321 rBV 654776 1373192 25.61% 2.537%
43 10.798 1323 1328 1336 rVW4 74087 155642 2.90%  0.288%
44 10.904 1340 1346 1355 rVB2 35427 76263 1.42% 0.141%
45 11.051 1365 1371 1376 rBV3 18212 39097 0.73% 0.972%
46 11.110 1376 1381 1386 rVV3 16987 32462 0.61% 0.060%
47 11.157 1386 1389 1397 rVB2 18371 33590 0.63% 0.062%
48 11.316 1402 1416 1429 rBV2 26000 81399 1.52% 0.150%
49 11.527 1448 1452 1457 rVB6 7163 11391 0.21% 0.021%
50 11.674 1472 1477 1483 rBvVS8 6382 12297 0.23% 0.023%
51 11.792 1488 1497 1502 rBV 26072 44202 0.82% 0.082%
52 11.910 1513 1517 1519 rBV5 10287 16653 0.31% 0.031%
53 12.098 1543 1549 1557 rVB4 13816 26313 0.49% 0.049%
54 12.257 1573 1576 1585 rvB9 5413 10452 0.19% 0.019%
55 12.474 1610 1613 1617 rBV5 6390 9797 0.18% 0.018%
56 12.645 1636 1642 1648 rBV6 6519 12821 0.24% 0.024%
57 12.716 1648 1654 1668 rVvV2 79425 166464 3.10% 0.308%
58 12.821 1668 1672 1678 rvVB3 7317 13314 0.25% 0.025%
59 12.910 1683 1687 1692 rBv2 10815 15683 0.29% 0.029%
60 12.963 1692 1696 1705 rVB 115161 171592 3.20% 0.317%
61 13.204 1729 1737 1740 rBV7 9737 18532 ©0.35% 0.034%
62 13.292 1740 1752 1766 rVV3 83958 252788 4.71% 0.467%
63 13.486 1779 1785 1788 rBV7 9228 14794 0.28% 0.027%
64 13.598 1797 1804 1814 rVB4 38623 73452  1.37% 0.136%
65 13.768 1826 1833 1850 rBV 1800207 2522216 47.04% 4.660%
66 13.898 1850 1855 1860 rVB6 25307 37045 0.69% 0.068%
67 14.051 1869 1881 1892 rBV 1940047 2949137 55.00% 5.449%
68 14.233 1907 1912 1921 rVB4 21023 40472 0.75% ©0.075%
69 14.357 1921 1933 1945 rBV3 1366808 2460443 45.89% 4.546%
70 14.445 1945 1948 1952 rVB4 10604 14449 0.27% 0.027%
71 14.598 1966 1974 1989 rBV3 61511 192240 3.59% 0.355%
72 14.798 2001 2008 2011 rBVO 7267 14038 0.26% 0.026%
73 15.051 2042 2051 2056 rBv4 17041 37445 0.70% 0.069%
74 15.104 2056 2060 2066 rVV 22920 35722 0.67% 0.066%
75 15.180 2066 2073 2080 rVV3 34481 66453  1.24% 0.123%
76 15.351 2094 2102 2116 rBV 2690625 3830368 71.44% 7.077%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48296.D

Acqg On : 29 Oct 2024 20:41
Operator : RC/JU

Sample : P4493-09

Misc :

ALS Vvial : 19 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 15.480 2118 2124 2140 rVV 821602 1251527 23.34% @ 2.312%
78 15.592 2140 2143 2148 rVB5 14309 21665 0.40% 0.040%
79 15.721 2157 2165 2171 rBV4 22486 38270 0.71% 0.071%
80 15.915 2194 2198 2204 rVB6 12994 22296 0.42% 0.041%
81 16.062 2217 2223 2229 rBV5 18116 35981 0.67% 0.066%
82 16.133 2229 2235 2258 rvv2 71292 205861 3.84% 0.380%
83 17.098 2392 2399 2406 rBV 1401312 1964062 36.63% 3.629%
84 17.198 2409 2416 2429 rVV2 2941391 4298796 80.17% 7.943%
85 17.327 2434 2438 2443 rVW 35854 52123 0.97% 0.096%
86 17.386 2444 2448 2454 rVB 14473 21209 0.40% 0.039%
87 17.774 2508 2514 2524 rVV 2474282 3034113 56.59% 5.606%
88 17.998 2548 2552 2561 rVV4 35439 58040 1.08% 0.107%
89 18.068 2561 2564 2565 rvv2 19043 20918 0.39% 0.039%
90 18.092 2565 2568 2576 rVB8 23479 38701 0.72% 0.072%
91 18.209 2584 2588 2591 rBV2 15639 22148 0.41% 0.041%
92 18.251 2591 2595 2598 rvVvvV3 17595 24728 0.46% 0.046%
93 19.056 2728 2732 2735 rBV2 38836 51996 0.97% 0.096%
94 19.127 2740 2744 2748 rBV 37350 55010 1.03% 0.102%
95 19.280 2766 2770 2774 rBV3 35655 51703 0.96% 0.096%
96 19.421 2789 2794 2798 rBV6 29769 48255 0.90% 0.089%
97 19.492 2800 2806 2820 rVV 3746188 5258378 98.07% 9.716%
98 21.321 3112 3117 3130 rBV 1345062 2150895 40.11% 3.974%
99 24.068 3575 3584 3603 rVB 2144214 5362013 100.00% 9.907%
100 24.268 3610 3618 3636 rVB 926590 2381620 44.42%  4.400%

Sum of corrected areas: 54122666
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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\BM102824\
. BM@48296.D

: 29 Oct 2024 20:41

: RC/JU

: P4493-09

: 19 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

Time-->

3500000

3000000

2500000

2000000

1500000

1000000

500000

Abundance TIC: BM048296.D\data.ms

8.869
7.06251 7. 716 8 428 9.592

3.587
3169 |3me0ompB5  5.05228 5750 6.36%. 73ﬂ 390 A’@ﬁé?@ 0.208399/8 o
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Time-->

3500000
3000000 17.198
2500000
2000000 14.051
1500000 14.357 17.098
1000000 15.480

500000

Abundance TIC: BM048296.D\data.ms

19.492
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Time-->

3500000

3000000

2000000

1500000

1000000

500000

Abundance TIC: BM048296.D\data.ms

2500000 24.068
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48296.D

Acqg On : 29 Oct 2024 20:41
Operator : RC/JU

Sample : P4493-09

Misc

ALS vial : 19 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 4 Benzyl alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.963 2.37 ng/ul 107946  1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 95
2 Benzyl alcohol 108 C7H80 000100-51-6 94
3 Benzyl alcohol 108 C7H80 000100-51-6 94
4 Benzyl alcohol 108 C7H80 000100-51-6 93
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91
Abundance Scan 846 (7.963 min): BM048296.D\data.ms (-840) (-) m/z 79.10 100.00%
79.1 108.1
5000
51.0
| | 133.0 1031 2211 00780800820
Obrrerrershe b all S 2330 1931 22Ll 2 168,10 89.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6065: Benzyl alcohol
79.0
108.0
5000 L L L L L B
510 7.60 7.80 8.00 8.20
' m/z 77.05 63.36%
O \\\‘2\7‘\‘-‘\0\“‘\\‘U\“‘H\\MH’\\H‘\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6066: Benzyl alcohol
79.0 108.0
e AN B E
7.60 7.80 8.00 8.20
5000 m/z 107.10 62.68%
51.0
0“‘_‘H“:M‘NVWM‘MH‘$M‘_“w“u‘u“_“w“u“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6064: Benzyl alcohol “H‘A_“‘_“N_“‘W
79.0 108.0 7.60 7.80 8.00 8.20
m/z 51.00  28.91%
5000
51.0
27.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48296.D

Acqg On : 29 Oct 2024 20:41
Operator : RC/JU

Sample : P4493-09

Misc

ALS vial : 19 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 5 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.504 2.15 ng/ul 98003 1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 90
2 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 72
3 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 72

4 2-0Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 64
5 Cyclohexane, (ethoxymethoxy)- 158 C9H1802 054699-29-5 64

Abundance Scan 938 (8.504 min): BM048296.D\data.ms (-934) (-) m/z 59.10 100.00%

59.1

?

5000
e e
39F ‘ 831 1231 8.20 8.40 8.60 8.80
Ol e 19L0 s 43,05 23.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32937: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 L B B R R R R |
8.20 8.40 8.60 8.80
m/z 55.10 21.25%
83.0 123.0
O \1\5\.(‘)\‘\”\:3\9“”\)\ \“1”‘\‘}“‘\\“H\\\‘i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32935: 7-Octen-2-ol, 2,6-dimethyl-
59.0

8.20 8.40 8.60 8.80
5000 m/z 41.05 15.61%

39”’ ‘ 83.0 123.0
Ol 3 T 15401780
mfz--> 20 40 60 80 100 120 140 160 180
Abundance #32930: 7-Octen-2-ol, 2,6-dimethyl- e SARRNEEREEEESES
59.0 8.20 8.40 8.60 8.80
m/z 67.00 9.51%
5000
31.0‘ 82.0 123.0
o) M—Tk ““‘m . b o b 1520
miz--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48296.D

Acqg On : 29 Oct 2024 20:41
Operator : RC/JU

Sample : P4493-09

Misc

ALS vial : 19 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 6 Mequinol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.810 3.01 ng/ul 137159 1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mequinol 124 C7H802 000150-76-5 94
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 93
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 93
4 Mequinol 124 C7H802 000150-76-5 91
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
Abundance Scan 990 (8.810 min): BM048296.D\data.ms (-983) (-) m/z 109.10 100.00%
109.1
81.1
5000
53.0 UAPNSNERN W) VNN
‘ ‘ 8.40 8.60 8.80 9.00 9.20
Ol b Ll 20710 10410 87.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11897: Mequinol
109.0
81.0
5000 DL B AL B W
8.40 8.60 8.80 9.00 9.20
53.0 m/z 81.18 76.69%
2.0, uJuu L
OH\‘\“\‘H“‘H 1“‘1\\\“\H‘\‘\H\"\H\’HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11910: Phenol, 2-methoxy-
109.0
81.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 53.00 24.10%
27.0 53.0
0 ‘H‘JhJM‘WMpmudwu‘u‘H\‘WM“W“W“‘W“H“‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11909: Phenol, 2-methoxy-
109.0 8.40 8.60 8.80 9.00 9.20
81.0 m/z 43.00 22.31%
5000
53.0
210,y \
O e e R R AR AR e ERARRLRARRESRESS s
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@48296.D

Acqg On : 29 Oct 2024 20:41
Operator : RC/JU

Sample : P4493-09

Misc

ALS vial : 19 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 10 Acetic acid, phenylmethyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.980 3.59 ng/ul 247932  Naphthalene-d8 10.504

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, phenylmethyl ester 150 CS9H1e02 000140-11-4 98
2 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 96
3 Acetic acid, phenylmethyl ester 150 C9H1e02 000140-11-4 90
4 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 87
5 Acetic acid, phenylmethyl ester 150 CSH1e02 000140-11-4 83
Abundance Scan 1189 (9.980 min): BM048296.D\data.ms (-1184) (-) m/z 108.10 100.00%
108.1
5000 43.0 ]{
79.0 150.1 L /\‘ ‘ J
mele
Ob b bl 20T s 911 74.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28360: Acetic acid, phenylmethyl ester
108.0
5000 1
43.0 79.0 150.0 10.00
m/z 43.05 47.77%
015.01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28363: Acetic acid, phenylmethyl ester
108.0
P
43.0 10.00
5000 m/z 90.05 44.49%
150.0
79.0
15.0 H
0H\‘\‘mw‘“w\“1\‘“1‘”\‘p\‘1\‘\“‘\\‘m\‘mu‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28362: Acetic acid, phenylmethyl ester L —
108.0 10.00
m/z 79.05 27.10%
43.0
5000
79.0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48296.D

Acqg On : 29 Oct 2024 20:41
Operator : RC/JU

Sample : P4493-09

Misc

ALS vial : 19 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 12 Vanillin Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.292 2.05 ng/ul 252788  Acenaphthene-di10 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 96
3 Vanillin 152 C8H803 000121-33-5 96
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
Abundance Scan 1752 (13.292 min): BM048296.D\data.ms (-1740) (- | m/z 152.05 100.00%
15p.1
5000
81.1
51\”.0 le s Lot - 13.00 13, 50
ol lifil o R239 J 191D 281U g 451,05 98.22%
miz-> 50 100 150 200 250
Abundance #29935: Vanillin
1501.0
5000
81.0 1300 1350
51.0 m/z 81.10 1.23%
\\‘\ \‘m‘\ \‘HH ‘H\‘ m A‘Zi‘ O\ ‘
O T T T T ‘ T T T T T T T T T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #29934: Vanillin
151.0 A
/\ATI\ T
1300 1350
5000 m/z 109.00 0.52%
81.0
51.0 &
miz--> 50 100 150 200 250
Abundance #29937: Vanillin a—g 4
152.0 1300 1350
m/z 123.10 6.15%
5000
81.0
51.0
0¥5PHW MM\W o izipy‘\‘ e VT
m/z--> 50 100 150 200 250 13.00 13,50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48296.D

Acqg On : 29 Oct 2024 20:41
Operator : RC/JU

Sample : P4493-09

Misc

ALS vial : 19 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 14 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.774  30.90 ng/ul 3034110  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 90
3 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 70
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 55
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45
Abundance Scan 2514 (17.774 min); BM048296.D\data.ms (-2508) (- | m/z 205.10 100.00%
57.1 205.1
5000
109.1 e ——
161. | 26‘1'1 | 17.50 18.00
0 AL L 385 sz 57.18 99.89%
m/z--> 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 63.12%
1090 161, ‘ H 261.0
O “‘ \m\” \‘H‘\ ‘1”‘ "“\ H\h \h\ T \‘ LA e e e
miz--> 50 100 150 200 250 300 350
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
205.0
— —
57.0 17.50 18.00
5000 ITI/Z 55.10 55.52%
07.0 161 261.0
0]'8 ‘\\lhh ’H‘\‘\“‘ ‘L‘ ‘ “\ - R REE
m/z--> 50 100 150 200 250 300 350
Abundance #98932: 2,5-di-tert-Butyl-1,4-benzoquinone — ——
205.0 17.50 18.00
163 m/z 175.15 53.69%
5000
67.0
121.
m/z--> 50 100 150 200 250 300 350 17.50 18.00

SFAM-EPA-BM102624.MA.M Wed Oct 30 00:37:56 2024 Page: 10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48296.D

Acqg On : 29 Oct 2024 20:41
Operator : RC/JU

Sample : P4493-09

Misc

ALS Vvial : 19 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|
Benzyl alcohol 7.963 2.4 ng/ul 107946 1 7.716 911201 20.0
7-Octen-2-01, 2... 8.504 2.1 ng/ul 98003 1 7.716 911201 20.0
Mequinol 8.810 3.0 ng/ul 137159 1 7.716 911201 20.0
Acetic acid, ph.. 9.980 3.6 ng/ul 247932 2 10.504 1379600 20.0
Vanillin 13.292 2.0 ng/ul 252788 3 14.357 2460440 20.0
7,9-Di-tert-but... 17.774 30.9 ng/ul 3034110 4 17.098 1964060 20.0
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