LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031250.D

Acg On : 26 Apr 2024 17:46
Operator : MA/JU

Sample 1 P2161-17

Misc :

ALS Vial : 14  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 : 0 Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 _MA_M
Title : SVOA CALIBRATION

Signal : TIC: BN031250.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of

# min scan scan scan TY height area % max.  total
1 3.140 22 26 38 rVB 65727 90894 0.91%  0.092%
2 3.546 93 95 111 rBV 392948 602462 6.01% 0.608%
3 5.699 454 461 471 rBv2 37471 73422 0.73% 0.074%
4 6.634 615 620 627 rVB 18492 35994 0.36% 0.036%
5 6.799 642 648 660 rvw 335853 567560 5.66% 0.573%
6 6.969 670 677 695 rVB 1393498 2200518 21.94% 2.221%
7 7.158 700 709 720 rBV 1335753 2071633 20.65% 2.091%
8 7.622 781 788 794 rBV 1076965 1675103 16.70% 1.691%
9 7.687 794 799 810 rvB 235906 384380 3.83% 0.388%
10 7.869 825 830 834 rBv4 17471 33036 0.33% 0.033%
11 8.240 888 893 902 rw 68098 127054  1.27% 0.128%
12 8.334 902 909 916 rvV 1010057 1665661 16.61% 1.681%
13 8.387 916 918 923 rvw4 15967 30581 0.30% 0.031%
14 8.446 924 928 938 rVB 33604 55778 0.56%  0.056%
15 8.716 965 974 979 rBV 581610 933181  9.30%  0.942%
16 8.781 979 985 991 rVWW 1727261 2797769 27.89% 2.824%
17 8.828 991 993 999 rw 50132 76861 0.77% 0.078%
18 9.169 1044 1051 1058 rBV2 39488 68466 0.68% 0.069%
19 9.493 1097 1106 1112 rBV 1399370 2312037 23.05% 2.334%
20 9.540 1112 1114 1119 rVB2 56575 70147 0.70% 0.071%
21 9.663 1128 1135 1141 rVB3 37460 85579 0.85% 0.086%
22 9.728 1141 1146 1157 rVB5 27092 56903 0.57% 0.057%
23 9.852 1157 1167 1171 rBV9 10698 28655 0.29% 0.029%
24 9.905 1171 1176 1184 rBV 88470 146616  1.46% 0.148%
25 10.028 1190 1197 1215 rVB 1954156 3297734 32.88%  3.329%
26 10.187 1217 1224 1228 rBV5 25087 52638 0.52% 0.053%
27 10.316 1240 1246 1254 rBvV2 157684 263772 2.63% 0.266%
28 10.405 1254 1261 1267 rVV 1523508 2549920 25.42% 2.574%
29 10.463 1267 1271 1277 rVB 72041 112515 1.12% 0.114%
30 10.552 1277 1286 1297 rBV 1755229 3040636 30.31% 3.069%
31 10.775 1318 1324 1337 rVB 10548 32455 0.32% 0.033%
32 10.940 1345 1352 1358 rBv2 33661 590860 0.60% 0.060%
33 11.005 1358 1363 1367 rVV2 17616 30646 0.31% 0.031%
34 11.057 1367 1372 1382 rVB 52772 98024 0.98%  0.099%
35 11.193 1390 1395 1401 rVB2 31788 57369 0.57% 0.058%
36 11.305 1409 1414 1421 rBV 16490 29092 0.29% 0.029%

SFAM-EPA-BN041924 .MA.M Mon Apr 29 02:13:36 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031250.D

Acg On : 26 Apr 2024 17:46
Operator : MA/JU

Sample 1 P2161-17

Misc :

ALS Vial : 14  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 : 0 Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Title : SVOA CALIBRATION

37 11.393 1424 1429 1436 rBV2 26642 52433 0.52% 0.053%
38 11.575 1451 1460 1464 rBY 40449 84387 0.84% 0.085%
39 11.610 1464 1466 1469 rVv3 22610 32661 0.33% 0.033%
40 11.657 1470 1474 1477 rW3 23637 43582 0.43% 0.044%
41 11.699 1477 1481 1494 rVvB 133001 248950 2.48%  0.251%
42 11.999 1521 1532 1539 rBV2 46240 100871 1.01%  0.102%
43 12.463 1604 1611 1616 rBV5 19811 38237 0.38% 0.039%
44 12.534 1619 1623 1630 rVv8 15202 37314 0.37% 0.038%
45 12.616 1630 1637 1643 rVv6 20167 55845 0.56% 0.056%
46 12.722 1651 1655 1667 rVB2 41891 84997 0.85% 0.086%
47 12.869 1674 1680 1684 rVB2 30426 42512 0.42%  0.043%
48 13.046 1703 1710 1718 rBY 95085 189603 1.89%  0.191%
49 13.116 1718 1722 1726 rWV 36083 56480 0.56% 0.057%
50 13.193 1726 1735 1751 rVB 972811 1565265 15.60% 1.580%
51 13.640 1806 1811 1813 rBY 25948 33322 0.33% 0.034%
52 13.693 1813 1820 1825 rVB 3932473 5596687 55.80% 5.649%
53 13.799 1833 1838 1844 rBv8 18290 31001 0.31% 0.031%
54 13.963 1856 1866 1872 rBV2 4400940 6672799 66.52% 6.736%
55 14.022 1872 1876 1881 rVV 78042 116707 1.16% 0.118%
56 14.140 1890 1896 1906 rVB 254728 387636  3.86% 0.391%
57 14.269 1910 1918 1926 rVB 2386985 3575078 35.64% 3.609%
58 14.357 1926 1933 1938 rBv4 19784 31421 0.31% 0.032%
59 14.487 1948 1955 1962 rBY 313156 518717 5.17%  0.524%
60 14.540 1962 1964 1971 rVB3 33310 49321 0.49%  0.050%
61 14.698 1986 1991 1997 rBV8 20241 46969 0.47% 0.047%
62 14.957 2028 2035 2042 rBV2 48469 87033 0.87% 0.088%
63 15.081 2051 2056 2068 rvB4 53571 152859  1.52%  0.154%
64 15.269 2081 2088 2098 rVB 5649418 8223268 81.98% 8.301%
65 15.393 2100 2109 2123 rBV 1311632 2028168 20.22% 2.047%
66 15.504 2124 2128 2134 rVB3 39515 59488 0.59% 0.060%
67 15.640 2147 2151 2162 rVB 77122 145894  1.45%  0.147%
68 15.840 2181 2185 2191 rBV8 17782 31498 0.31% 0.032%
69 15.993 2207 2211 2214 rW 38412 57331 0.57% 0.058%
70 16.051 2218 2221 2226 rVW3 23927 36083 0.36% 0.036%
71 16.434 2282 2286 2292 rBV6 19299 32606 0.33% 0.033%
72 16.498 2292 2297 2302 rBV5 26303 43933 0.44%  0.044%
73 16.787 2341 2346 2351 rBV2 63317 90542 0.90% 0.091%
74 16.910 2361 2367 2371 rBV6 20540 42997 0.43% 0.043%
75 17.022 2379 2386 2395 rBV 2949973 4183769 41.71% 4.223%
76 17.122 2396 2403 2413 rVV2 6051998 8590497 85.64% 8.671%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031250.D

Acg On : 26 Apr 2024 17:46
Operator : MA/JU

Sample 1 P2161-17

Misc :

ALS Vial : 14  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 : 0 Peak Location: TOP

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

Method > Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA_M
Title : SVOA CALIBRATION
77 17.316 2431 2436 2443 rVB 51795 74234 0.74% 0.075%
78 17.522 2464 2471 2480 rBvV2 86200 131097 1.31% 0.132%
79 17.692 2493 2500 2514 rBV 1119911 1495916 14.91%  1.510%
80 17.922 2534 2539 2544 rBV 152749 224976  2.24%  0.227%
81 17.998 2549 2552 2554 rBV 38358 48034 0.48% 0.048%
82 18.134 2571 2575 2579 rBV 67885 93591 0.93% 0.094%
83 18.175 2579 2582 2585 rVB4 25864 34391 0.34% 0.035%
84 18.216 2585 2589 2592 rBV 87692 104970 1.05%  0.106%
85 18.257 2592 2596 2605 rVB2 73130 130036 1.30% 0.131%
86 18.422 2619 2624 2627 rBV6 16819 31085 0.31% 0.031%
87 18.857 2694 2698 2702 rBV 82372 97114 0.97%  0.098%
88 18.986 2715 2720 2724 rBV 105853 146597  1.46%  0.148%
89 19.057 2728 2732 2735 rBV 105155 142590 1.42% 0.144%
90 19.210 2754 2758 2765 rBV2 113936 174169 1.74% 0.176%
91 19.363 2781 2784 2787 rVB 39231 44916  0.45%  0.045%
92 19.428 2788 2795 2801 rBV2 7136819 10030628 100.00% 10.125%
93 19.822 2860 2862 2869 rVB4 39271 50703 0.51% 0.051%
94 19.981 2886 2889 2892 rVB 46008 48426  0.48%  0.049%
95 20.439 2960 2967 2971 rBv4 162529 301834 3.01% 0.305%
96 21.257 3100 3106 3117 rBV 2779623 3909550 38.98%  3.946%
97 22.610 3332 3336 3343 rVB3 117051 206924 2.06% 0.209%
98 23.327 3454 3458 3465 rVB3 120458 227088 2.26% 0.229%
99 23.957 3556 3565 3579 rVB 3294869 8171392 81.46% 8.248%
100 24.157 3590 3599 3612 rVB 1553136 3832091 38.20% 3.868%

Sum of corrected areas: 99066064
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Data Path

Data File :

Acq On
Operator
Sample
Misc
ALS Vial

LSC Report - Integrated Chromatogram

> Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
BN031250.D

I 26 Apr 2024 17:46

: MA/JU

: P2161-17

: 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BN031250.D\data.ms

96958

3.546
8.140 5.699 6. 63{{

Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50

Abundance

Time-->

6000000 15,269
5000000
4000000 13.693
3000000
2000000

1000000

o

TIC: BN031250.D\data.ms

7000000 19.428

17.122

13.963

17.022 21.257

14.269

13.193 17.692

22.61

B0 &hgi@z 7 2218 B9IBEB196310182981°0-+39

13.00 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

Time-->

7000000

6000000

5000000

4000000

3000000

1000000

TIC: BN031250.D\data.ms

23.957

2000000 4.157

23.327
oo A

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031250.D

Acq On I 26 Apr 2024 17:46
Operator : MA/JU

Sample : P2161-17

Misc :

ALS Vial : 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.687 4.59 ng/ul 384380 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 53
Abundance Scan 799 (7.687 min): BN031250.D\data.ms (-794) (-) m/z 57.05 100.00%
57.0
5000 Jt
83.0 P Y e
‘ 1121 7.40 7.60 7.80 8.00

owm‘im_wl”ﬂ_WWWWH_H‘2‘95‘1 m/z 41.00  39.24%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #15692: 1-Hexanol, 2-ethyl-

57.0
5000 LB R R B B B BRI R
7.40 7.60 7.80 8.00
29.0 83.0 m/z 43.00 31.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
R T T T
7.40 7.60 7.80 8.00
5000 m/z 55.00 28.35%
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15694: 1-Hexanol, 2-ethyl- e N RERE
57.0 7.40 7.60 7.80 8.00
m/z 56.00 21.69%
5000
83.0
WL
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031250.D

Acq On I 26 Apr 2024 17:46
Operator : MA/JU

Sample : P2161-17

Misc :

ALS Vial : 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 Phenol, 2-methoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.716 11.14 ng/ul 933181  1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 97
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
3 Mequinol 124 C7H802 000150-76-5 91
4 Mequinol 124 C7H802 000150-76-5 90
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
Abundance Scan 974 (8.716 min): BN031250.D\data.ms (-965) (-) m/z 109.00 100.00%
109.0
5000
53.0 e
8.40 8.60 8.80 9.00
(

ol 2089 2808 sy 104,00 80.38%

miz--> 50 100 150 200 250

Abundance #11910: Phenol, 2-methoxy-

109.0
5000 L L R R B B
8.40 8.60 8.80 9.00
53.0 m/z 81.00 73.64%
0 \\L\w MJM‘“\“E N\ L S e e B B B s
miz--> 50 100 150 200 250
Abundance #11909: Phenol, 2-methoxy-
109.0 J\
B REamateEEREEES
8.40 8.60 8.80 9.00
5000 m/z 53.00 20.74%
53.0
miz--> 50 100 150 200 250
Abundance #11897: Mequinol AJKTTH“H“‘H“W“W
109.0 8.40 8.60 8.80 9.00
m/z 52.00 11.17%
5000
53.0
AL YU D I P
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031250.D

Acq On I 26 Apr 2024 17:46
Operator : MA/JU

Sample : P2161-17

Misc :

ALS Vial : 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 Creosol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.316 2.07 ng/ul 263772  Naphthalene-d8 10.405
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Creosol 138 C8H1002 000093-51-6 98
2 Creosol 138 C8H1002 000093-51-6 96
3 Creosol 138 C8H1002 000093-51-6 93

4 2-Methoxy-5-methylphenol

5 Creosol

138 C8H1002
138 C8H1002

001195-09-1 92
000093-51-6 86

Abundance Scan 1246 (10.316 min): BN031250.D\data.ms (-1240) (- m/z 138.00 100.00%

138.0
5000 95.0
39.0
- 1
‘ “ ‘ ( 10.00 10.50
ol hm‘“‘w‘wMH“w AL 2089 281o /7 123,00 97.20%
mi/z--> 50 100 150 200 250
Abundance #19864: Creoso
123.0
5000
1000 1050
67.0 m/z 110.90 74 .90%
O T “ w\‘”‘\ ‘h\ \‘ H\ \‘ T H\ ‘ T T T T ‘ T T T T ‘ T T T T
mi/z--> 50 100 150 200 250
Abundance #19863: Creoso
138.0
1000 1050
5000 m/z 95.00 40.52%
95.0
55.0
01‘5"0\“ \M\ M‘\H“ ‘\\‘ “\\‘n‘ ‘\\ : H‘ — — ——
m/z--> 50 100 150 200 250
Abundance #19866: Creoso
138.0 1000 1050

m/z 39.00 28.69%

5000
95.0
\ \ M \‘M‘ \H‘ ‘ ‘

m/z--> 100 150 200 250 10 OO 10 50

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031250.D

Acq On I 26 Apr 2024 17:46
Operator : MA/JU

Sample : P2161-17

Misc :

ALS Vial : 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.193 8.76 ng/ul 1565270  Acenaphthene-d10 14.269
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Vanillin 152 C8H803 000121-33-5 97
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 1735 (13.193 min): BN031250.D\data.ms (-1726) (- | m/z 151.00 100.00%
151.0
5000
81.0 J\
—r —
51H"0 &2 Lo ( 13.00 13.50
ol il o $230 § 1909 2804 sz 152 00 96.28%
miz--> 50 100 150 200 250
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
1501.0
5000 — ——
81.0 13.00 13.50
m/z 81.00 34.87%
51.0 }L
01\5‘).\0“\ “\‘ ”H\ \“H‘\ H} T \1%.(\)“\ “\ L B B S B B B B
m/z--> 50 100 150 200 250
Abundance #29934: Vanillin
151.0
—— —
13.00 13.50
5000 m/z 109.00 23.31%
81.0
51.0 AA
m/iz--> 50 100 150 200 250
Abundance #29937: Vanillin — T
152.0 13.00 13.50
m/z 123.00 17.85%
5000
81.0
51.0
REE RN T E— A
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_N\Data\BN042624\
Data File : BN031250.D

Acq On I 26 Apr 2024 17:46
Operator : MA/JU

Sample : P2161-17

Misc :

ALS Vial : 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 Apocynin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.140 2.17 ng/ul 387636  Acenaphthene-di10 14.269
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Apocynin 166 C9H1003 000498-02-2 94
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 94
3 Apocynin 166 C9H1003 000498-02-2 93
4 Apocynin 166 C9H1003 000498-02-2 93
5 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 91
Abundance Scan 1896 (14.140 min): BN031250.D\data.ms (-1890) (- | m/z 150.95 100.00%
150.9
5000
123.0 —r— —
43.0 5.0 929 14.00 14.50
0b ot e S5 Ll L 1988 s 166,00 43.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42057: Apocynin
151.0
5000 —— —
14.00 14.50
123.0 m/z 123.00 25.82%
180 7% 80 930 | |
0 \\‘\‘HH“‘H‘\M\“‘\‘”H\w\\\”\‘\H\’M\}’HH‘\‘\H‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-
151.0
p .
14.00 14.50
5000 m/z 43.00 10.57%
123.0
43.0
T P S B S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42059: Apocynin T —
151.0 14.00 14.50
m/z 107.95 10.50%
5000
43.0 123.0
0 15'0 M‘. ‘\\\\6?\'0 Ly 93:0 | ; | ! K
o o e e
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031250.D

Acq On I 26 Apr 2024 17:46
Operator : MA/JU

Sample : P2161-17

Misc :

ALS Vial : 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 6 7,9-Di-tert-butyl-l-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.692 7.15 ng/ul 1495920 Phenanthrene-d10 17.022
Hit# of 5 Tentative ID MW MolForm CAS# 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 94
4 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 83
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
Abundance Scan 2500 (17.692 min): BN031250.D\data.ms (-2493) (- | m/z 57.05 100.00%
57.0 205.1
175.1
5000
91.0
135.0 261.1 L R
ik s 10 963
O bl 1 A m/z 205.10  98.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
5000 1
205.0 1750 18.00
91.0 175.0 m/z 217.10 59.34%
135.0 261.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
e o
205.0 17.50 18.00
5000 ' m/z 55.00 55.78%
175.0
91.0
‘ 135.0 ‘ ‘ H 261.0
Ot~ RRENT ‘\M\‘ W‘ ‘HH‘\‘ ‘\HH‘\M‘\\‘ WH} U\W‘w‘\mh‘\ ‘\“H}\‘ ‘\‘h‘ \H\‘ ‘\h L ‘H’h‘ . !\‘ o “‘ B
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168694: 7,9-Di-tert-butyl-1- oxaspiro(4,5)deca-6,9-diene
205.0 17 50 18 00
m/z 175.05 55.21%
5000
261.0
0! HN‘HHWHEMH Pt ——r—
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031250.D

Acg On : 26 Apr 2024 17:46
Operator : MA/JU

Sample 1 P2161-17

Misc :

ALS Vial : 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN041924 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]|
1-Hexanol, 2-et... 7.687 4.6 ng/ul 384380 1 7.622 1675100 20.0
Phenol, 2-methoxy- 8.716 11.1 ng/ul 933181 1 7.622 1675100 20.0
Creosol 10.316 2.1 ng/ul 263772 2 10.405 2549920 20.0
Benzaldehyde, 3... 13.193 8.8 ng/ul 1565270 3 14.269 3575080 20.0
Apocynin 14.140 2.2 ng/ul 387636 3 14.269 3575080 20.0
7,9-Di-tert-but... 17.692 7.2 ng/ul 1495920 4 17.022 4183770 20.0
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