LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42224\
Data File : BP020095.D

Acqg On : 23 Apr 2024 05:03
Operator : MA/JU

Sample : P2161-17

Misc :

ALS Vvial : 25 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_ P\Methods\SFAM-EPA-BP041924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20095.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.234 22 25 31 rVB 31483 42393 0.83% 0.094%
2 3.640 90 94 115 rVB 155162 289401 5.64% 0.644%
3 3.928 141 143 147 rVB3 6264 6843 0.13% 0.015%
4 5.240 362 366 370 rVB 7966 12654 0.25% 0.028%
5 5.746 445 452 456 rBV2 14629 26105 0.51% 0.058%
6 6.681 607 611 617 rBV6 6947 13434 0.26% ©0.030%
7 6.751 618 623 630 rvv8 4956 11132 0.22% 0.025%
8 6.828 630 636 647 rVW 129802 255172  4.98% 0.568%
9 6.934 649 654 657 rvV5 4103 6715 0.13% 0.015%
106 6.993 657 664 679 rVW 581892 935324 18.24%  2.082%
11 7.181 688 696 713 rBV 525543 930607 18.15% 2.072%
12 7.640 766 774 780 rBV 430767 748082 14.59% 1.666%
13 7.698 780 784 802 rVB 107092 221315 4.32% 0.493%
14 7.904 814 819 821 rBVS 6887 10253 0.20% 0.023%
15 7.928 821 823 828 rVW4 7008 12675 ©0.25% 0.028%
16 8.263 873 880 888 rBV2 22330 45136 0.88% ©0.100%
17 8.346 888 894 907 rVW 390002 708779 13.82% 1.578%
18 8.469 910 915 921 rVB 12315 22433 0.44% 0.050%
19 8.728 950 959 965 rBV 229961 400618 7.81% 0.892%
20 8.798 965 971 979 rVWW 693798 1206613 23.53% 2.686%
21 8.910 987 990 994 rVB5 5419 6605 ©0.13% 0.015%
22 8.957 994 998 1002 rVB7 4523 7625 0.15% 0.017%
23 9.151 1024 1031 1035 rBvV 12991 20610 0.40% 0.046%
24  9.193 1035 1038 1044 rVB5 4223 7646 0.15% 0.017%
25 9.510 1083 1092 1107 rBV 596890 1079999 21.06% 2.405%
26 9.675 1114 1120 1126 rBv2 13125 30012 0.59% 0.067%
27 9.757 1128 1134 1140 rBV1e 6132 13520 0.26% ©.030%
28 9.910 1156 1160 1169 rVB 26323 51534 1.00% 0.115%
29 10.045 1175 1183 1202 rBV 744127 1420285 27.70% 3.162%
30 10.192 1204 1208 1214 rVV8 5709 10929 0.21% 0.024%
31 10.257 1214 1219 1226 rVB9 5732 11639 0.23% 0.026%
32 10.328 1226 1231 1239 rBv4 52588 102719 2.00% 0.229%
33 10.416 1239 1246 1252 rVV 572694 1016848 19.83% 2.264%
34 10.475 1252 1256 1262 rVB2 30479 49780 0.97% 0.111%
35 10.569 1264 1272 1293 rBV 683231 1364263 26.60% 3.037%
36 10.957 1333 1338 1344 rBV5 9186 19620 0.38% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42224\

Data File : BP©20095.D

Acqg On : 23 Apr 2024 05:03

Operator : MA/JU

Sample : P2161-17

Misc :

ALS Vvial : 25 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_ P\Methods\SFAM-EPA-BP041924.MA.M
Title : SVOA CALIBRATION
37 11.022 1344 1349 1354 rvv2 5604 10894 0.21% 0.024%
38 11.092 1354 1361 1369 rvB2 12575 28536 0.56% 0.064%
39 11.222 1374 1383 1389 rBV1e 11626 30574 0.60% 0.068%
40 11.422 1412 1417 1424 rBvVS8 8166 18295 0.36% 0.041%
41 11.598 1441 1447 1452 rBv4 12751 27381 ©0.53% 0.061%
42 11.651 1452 1456 1462 rVV6 12864 29041 0.57% 0.065%
43 11.739 1465 1471 1484 rVB2 41336 100645 1.96% 0.224%
44 12.022 1511 1519 1529 rBV2 16326 36769 0.72% 0.082%
45 12.357 1570 1576 1581 rBvV8 4202 8332 0.16% 0.019%
46 12.498 1596 1600 1606 rBV9 5431 8821 0.17% 0.020%
47 12.575 1609 1613 1617 rBV6 6358 11532 0.22% 0.026%
48 12.639 1618 1624 1633 rVB8 9679 24343  0.47% 0.054%
49 12.763 1638 1645 1655 rBV 15098 36537 0.71% 0.081%
50 12.892 1661 1667 1672 rVB3 13288 21910 0.43% 0.049%
51 13.081 1691 1699 1706 rBV 37690 78572 1.53% 0.175%
52 13.145 1706 1710 1713 rVV2 13756 22561 0.44% 0.050%
53 13.186 1713 1717 1720 rVV2 19735 31838 0.62% 0.071%
54 13.233 1720 1725 1746 rVB 302390 571895 11.15% 1.273%
55 13.728 1797 1809 1823 rBV 1583570 2371561 46.25% 5.280%
56 14.004 1848 1856 1866 rBV 1806535 2755408 53.73% 6.135%
57 14.086 1866 1870 1879 rVV3 23654 53279 1.04% 0.119%
58 14.198 1881 1889 1902 rvVv 68080 159384 3.11% ©.355%
59 14.316 1902 1909 1919 rVvV 920227 1428070 27.85% 3.179%
60 14.404 1921 1924 1930 rVB7 6968 9774 0.19% 0.022%
61 14.598 1950 1957 1972 rBvV4 59585 214195 4.18% 0.477%
62 14.763 1980 1985 1989 rBV7 9094 13765 0.27% 0.031%
63 14.928 2009 2013 2021 rVBO 6564 13967 0.27% 0.031%
64 15.022 2025 2029 2036 rVV3 20087 36079 0.70% ©0.080%
65 15.169 2048 2054 2065 rVB6 21946 58404 1.14% 0.130%
66 15.339 2076 2083 2092 rBV 2305041 3548380 69.19% 7.900%
67 15.445 2095 2101 2104 rVV 65924 97979 1.91% 0.218%
68 15.492 2104 2109 2120 rVV 307468 501719 9.78% 1.117%
69 15.586 2120 2125 2136 rVB6 17202 36748 0.72% 0.082%
70 15.733 2145 2150 2161 rBV3 27715 61456 1.20% 0.137%
71 15.939 2178 2185 2189 rBV1e 6647 13655 0.27% ©0.030%
72 16.092 2207 2211 2214 rBV2 10808 13925 0.27% 0.031%
73 16.145 2217 2220 2226 rVB5 12203 21438 0.42% 0.048%
74 16.222 2226 2233 2237 rBV1e 5939 11674 0.23% 0.026%
75 16.557 2286 2290 2295 rBVS8 7920 12424 0.24% 0.028%
76 16.622 2296 2301 2309 rVB8 10993 20380 0.40% 0.045%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42224\
Data File : BP020095.D

Acqg On : 23 Apr 2024 05:03
Operator : MA/JU

Sample : P2161-17

Misc :

ALS Vvial : 25 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_ P\Methods\SFAM-EPA-BP041924.MA.M
Title : SVOA CALIBRATION

77 16.816 2329 2334 2339 rBV9 6096 9960 0.19% 0.022%
78 16.916 2346 2351 2357 rBV3 25882 40833 0.80% 0.091%
79 16.963 2357 2359 2367 rVB8 7151 9889 0.19% 0.022%
80 17.033 2367 2371 2374 rBV6 7571 10702 0.21% 0.024%
81 17.151 2384 2391 2402 rBV 1227410 1802903 35.16% 4.014%
82 17.257 2402 2409 2424 rBV2 2587967 4226525 82.42% 9.410%
83 17.474 2441 2446 2452 rBV 17783 32643 0.64% 0.073%
84 17.686 2474 2482 2489 rBV4 30474 60938 1.19% 0.136%
85 17.863 2505 2512 2519 rBV 500538 663267 12.93% 1.477%
86 18.039 2539 2542 2548 rVB7 11405 18229 0.36% 0.041%
87 18.116 2550 2555 2560 rBV2 86870 144275 2.81% 0.321%
88 18.186 2564 2567 2576 rVB 18668 40069 0.78% ©0.089%
89 18.321 2585 2590 2596 rBV 77292 109981 2.14% 0.245%
90 18.416 2602 2606 2610 rBV2 31279 47894 0.93% 0.107%
91 18.457 2610 2613 2622 rVB9 15492 30606 0.60% 0.068%
92 18.621 2639 2641 2645 rBV4 7235 8325 0.16% 0.019%
93 19.086 2716 2720 2726 rVB 31330 40373 0.79% 0.090%
94 19.204 2735 2740 2746 rVB3 35652 56874 1.11% 0.127%
95 19.280 2749 2753 2758 rVWVW 30682 46164 0.90% 0.103%

96 19.457 2779 2783 2793 rBV2 61150 106223 2.07% 0.236%
97 19.663 2811 2818 2827 rBV 3805579 5128149 100.00% 11.417%
98 21.657 3151 3157 3165 rBvV2 1125800 1865571 36.38% 4.154%
99 24.821 3684 3695 3710 rVB2 1504314 4750604 92.64% 10.577%
100 25.051 3726 3734 3753 rVB 733169 1992601 38.86% 4.436%

Sum of corrected areas: 44915056
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042224\
Data File : BP020095.D

Acqg On : 23 Apr 2024 05:03
Operator : MA/JU

Sample . P2161-17

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP041924 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP020095.D\data.ms
3500000
3000000
2500000
2000000
1500000

1000000
8.798 9510 10.045 ]2? 69
6.99381 : 10

500000 7.640 g, 3468 ; 8
3.640
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP020095.D\data.ms
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Abundance TIC: BP020095.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042224\
Data File : BP020095.D

Acqg On : 23 Apr 2024 05:03
Operator : MA/JU

Sample . P2161-17

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP041924 .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 1-Hexanol, 2-ethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.698 5.92 ng/ul 221315 1,4-Dichlorobenzene-d4 7.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50

Abundance Scan 784 (7.698 min): BP020095.D\data.ms (-780) (-)
57.1

m/z 57.10 100.00%

5000

%

SNSEEEEDV b S
{ ‘ 7.40 7.60 7.80 8.00
ol lli1219 22112818 3574 4238 5310 .. 4110  46.34%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 LA L L L A B
7.40 7.60 7.80 8.00
‘ m/z 43.00 29.99%
O ‘\\H ‘\ ‘ \!‘ \“\J‘ \‘\ TT ’ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
R R ARRARRSREes
7.40 7.60 7.80 8.00
5000 ITI/Z 55.00 25.05%
o_‘JH"HU‘mH,‘HwH‘w,w_m‘wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl- R AASBRREREES
57.0 7.40 7.60 7.80 8.00
m/z 56.10 22.23%
) A/\R
o““”,, R ARERESECEE S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042224\
Data File : BP020095.D

Acqg On : 23 Apr 2024 05:03
Operator : MA/JU

Sample . P2161-17

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP041924 .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 Phenol, 2-methoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.728 10.71 ng/ul 400618 1,4-Dichlorobenzene-d4 7.640

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 95
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
4 Mequinol 124 C7H802 000150-76-5 90
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 86
Abundance Scan 959 (8.728 min): BP020095.D\data.ms (-950) (-) m/z 108.95 100.00%
109.0
5000 A
T
5110 8.40 8.60 8.80 9.00
b i, Ll 2080 2806 3779  489.15461 .., g1 9o  92.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11910: Phenol, 2-methoxy-
109.0
5000 UL B R R IR R R |
8.40 8.60 8.80 9.00
27.0 m/z 123.95 70.93%
0‘\\‘!1!{|L!“1H‘!l‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11909: Phenol, 2-methoxy-
109.0

8.40 8.60 8.80 9.00
5000 m/z 53.00 26.95%

511.0
L 1 J| Ly

A
B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 AA

Abundance #11912: Phenol, 2-methoxy- T e
109.0 8.40 8.60 8.80 9.00

m/z 50.95 14.70%

5000
27.0
1 1 JlL A

R e A e R e [T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042224\
Data File : BP020095.D

Acqg On : 23 Apr 2024 05:03
Operator : MA/JU

Sample . P2161-17

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP041924 .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 Creosol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.328 2.02 ng/ul 102719 Naphthalene-d8 10.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Creosol 138 C8H1002 000093-51-6 81
2 2-Methoxy-5-methylphenol 138 C8H1002 001195-09-1 81
3 Creosol 138 C8H1002 000093-51-6 81
4 2-Methoxy-5-methylphenol 138 C8H1002 001195-09-1 81
5 2-Methoxy-5-methylphenol 138 C8H1002 001195-09-1 74

Abundance Scan 1231 (10.328 min): BP020095.D\data.ms (-1226) (- m/z 123.00 100.00%

128.0
5000
39.0
— —r—
‘ 281.0 10.00 10.50
193.0 .
o Mibidilh 190 0 sz mamssia 00 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19866: Creosol
138.0 JJ\“
5000 = AV
10.00 10.50
55.0 m/z 95.00  41.60%
O‘\‘\JI\M‘M\J’\Lf“‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19920: 2-Methoxy-5-methylphenol
128.0
L e
10.00 10.50
5000 ITI/Z 110.90 36.71%
55.0
O‘H‘MMHJ_“‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19863: Creoso
138.0 10.00 10.50
m/z 67.00 35.03%
5000
67.0
O‘MHMMHJﬁ#\‘u\w\H\M\H‘H\W\H\M\H‘H\W\H\M T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042224\
Data File : BP020095.D

Acqg On : 23 Apr 2024 05:03
Operator : MA/JU

Sample . P2161-17

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP041924 .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 Vanillin Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.233 8.01 ng/ul 571895  Acenaphthene-d10 14.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
4 Vanillin 152 C8H803 000121-33-5 96
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
Abundance Scan 1725 (13.233 min): BP020095.D\data.ms (-1720) (- m/z 151.00 100.00%
151.0
5000 81.0 J\\
v ‘ \ 13 00 13. 50
obrrkbbd L), 2669 3562 489.9 5352 ./, 15; 9o 99.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29935: Vanillin
151.0
5000 T
81.0 13.00 13 50
m/z 81.00 44.29%
O“J”J”“\l \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29934: Vanillin
151.0
— —
13.00 13.50
5000 m/z 109.00 25.30%
81.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy- T
151.0 13 00 13.50
m/z 52.9 19.85%
5000
81.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042224\
Data File : BP020095.D

Acqg On : 23 Apr 2024 05:03
Operator : MA/JU

Sample . P2161-17

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP041924 .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 Apocynin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.198 2.23 ng/ul 159384  Acenaphthene-di10 14.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 CSH1e03 000498-02-2 96
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 95
3 Apocynin 166 C9H1003 000498-02-2 93
4 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 91
5 Apocynin 166 CSH1e03 000498-02-2 91
Abundance Scan 1889 (14.198 min): BP020095.D\data.ms (-1881) (- m/z 150.95 100.00%
150.9
5000
— —
43“1 | ‘ 14.00 14.50
Ol thdsh 1,1 2086 281.0339.9400.7 5063 v 7 166.00  41.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #42057: Apocynin
151.0
5000 e ——
14.00 14.50
m/z 123.00  24.52%
43.0
O‘\‘\\‘\Jj‘lh\m\h\\“’J\\‘\‘\ \l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-

151.0
Pl Pt
14.00 14.50
5000 ITI/Z 43.10 14.55%
43.0
] —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #42059: Apocynin 1 —
151.0 14.00 14.50
m/z 52.00 13.84%
5000
43.0 A‘
) SRS S SUSE SRS L D § O\ G
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042224\
Data File : BP020095.D

Acqg On : 23 Apr 2024 05:03
Operator : MA/JU

Sample . P2161-17

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP041924 .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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.863 7.36 ng/ul 663267  Phenanthrene-di10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 96
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 92
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 90
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45

Abundance Scan 2512 (17.863 min): BP020095.D\data.ms (-2505) (- m/z 205.05 100.00%
57.0 205.1
5000
I W LI\ 2761 34310009 aso9sas. o) o 1800
0 w* Mm \HA‘MWw_www PRt m/z 57.85 95.93%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
5000
205.0 1750 18.00
m/z 217.10 66.88%
1 R T O O
O\\\H\ m“\‘\\\\\\“\l‘\u\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
205.0 1750 1800
5000 : ITI/Z 175.10 54.16%
o) ’J \h JthH\IMhAWJ h H I ‘2‘\7‘6“?‘ S ———
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
205.0 1750 1800
m/z 55.00 51.38%
57.0
5000
135.0
276.0
0,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1750 1800
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042224\
Data File : BP020095.D

Acqg On : 23 Apr 2024 05:03
Operator : MA/JU

Sample . P2161-17

Misc

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@41924.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... 7.698 5.9 ng/ul 221315 1 7.640 748082 20.0
Phenol, 2-methoxy- 8.728 10.7 ng/ul 400618 1 7.640 748082 20.0
Creosol 10.328 2.0 ng/ul 102719 2 10.416 1016850 20.0
Vanillin 13.233 8.0 ng/ul 571895 3 14.316 1428070 20.0
Apocynin 14.198 2.2 ng/ul 159384 3 14.316 1428070 20.0
7,9-Di-tert-but... 17.863 7.4 ng/ul 663267 4 17.151 1802900 20.0
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