LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc :

ALS Vvial : 30 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-BP071223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@16273.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.281 13 16 27 rVB 36169 59596 ©0.88% 0.085%
2 3.764 96 98 117 rBV 75899 251750 3.73% 0.358%
3 3.940 124 128 138 rW 16900 35859 ©.53% 0.051%
4 4,046 142 146 163 rVB 43264 89102 1.32% 0.127%
5 4.440 208 213 223 rBV3 56572 123641 1.83% 0.176%
6 4.593 234 239 242 rBV7 6199 11444 0.17% 0.016%
7 5.352 364 368 373 rBV2 7337 13187 ©0.20% 0.019%
8 5.458 380 386 392 rBV9 6753 13017 ©0.19% 0.019%
9 5.793 439 443 452 rBv2 15764 41347 0.61% 0.059%
106 5.934 461 467 468 rBv4 6969 10380 0.15% 0.015%
11 5.975 468 474 479 rW 232670 416852 6.17% 0.593%
12 6.028 479 483 501 rVB2 104200 337019 4.99% 0.480%
13 6.599 575 580 598 rBV2 63339 175550 2.60% 0.250%
14 7.081 658 662 664 rBVS 5705 8791 0.13% 0.013%
15 7.187 671 680 692 rBV3 89197 312999 4.64% 0.446%
16 7.293 692 698 719 rVB 502864 1205921 17.86% 1.717%
17 7.5065 728 734 758 rBV 423758 1105112 16.37% 1.573%
18 7.675 760 763 771 rVBle 10349 20232 0.30% 0.029%
19 7.963 805 812 819 rBV 393704 908639 13.46% 1.294%
20 8.240 854 859 861 rBV6 8428 10523 0.16% 0.015%
21 8.281 861 866 870 rVW4 22204 53781 0.80% 0.977%
22 8.316 870 872 886 rVB4 23060 55729 0.83% 0.079%
23 8.634 917 926 931 rBV4 16566 40344 0.60% 0.057%
24 8.716 933 940 955 rVVv2 289700 972396 14.40%  1.384%
25 8.834 956 960 973 rVB 74893 159204 2.36% 0.227%
26 9.075 994 1001 1008 rBV 366781 696925 10.32%  0.992%
27 9.152 1008 1014 1020 rBV 631308 1343498 19.90% 1.913%
28 9.310 1035 1041 1060 rVB7 67712 277197 4.11% 0.395%
29 9.469 1063 1068 1075 rVB6 18886 36393 0.54% 0.052%
30 9.593 1083 1089 1093 rBV9 8615 22228 0.33% 0.032%
31 9.769 1114 1119 1124 rBV9 8180 19222 0.28% 0.027%
32 9.887 1132 1139 1158 rBV 425064 1266178 18.75% 1.803%
33 10.034 1158 1164 1174 rVB 157843 299065 4.43% 0.426%
34 10.169 1183 1187 1195 rVB6 17815 32136 0.48% 0.046%
35 10.275 1195 1205 1221 rBV2 136075 376813 5.58% 0.536%
36 10.410 1221 1228 1230 rVV7 7790 13953 0.21% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc :

ALS Vvial : 30 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-BP071223.MA.M
Title : SVOA CALIBRATION
37 10.463 1230 1237 1262 rVV 397083 1732494 25.66% 2.466%
38 10.634 1262 1266 1275 rVB3 55359 114832 1.70% 0.163%
39 10.775 1283 1290 1298 rBV 854069 1805500 26.74% 2.570%
40 10.975 1317 1324 1334 rBV 331026 1094993 16.22% 1.559%
41 11.063 1335 1339 1353 rVB2 191914 483524 7.16% ©.688%
42 11.346 1383 1387 1390 rBV6 7918 15675 0.23% 0.022%
43 11.404 1394 1397 1402 rVWV5 5714 11919 0.18% 0.017%
44 11.563 1414 1424 1428 rBV3 13923 45806 0.68% 0.065%
45 11.669 1437 1442 1447 rBV9 9173 21595 0.32% 0.031%
46 11.810 1460 1466 1470 rBVS 5904 12794 0.19% 0.018%
47 11.934 1481 1487 1491 rBV 27751 54689 0.81% 0.078%
48 12.016 1497 1501 1505 rVB6 8845 13840 0.20% 0.020%
49 12.169 1522 1527 1536 rBV6 13808 31032 0.46% 0.044%
50 12.428 1567 1571 1579 rBV5 13286 32117 0.48% 0.046%
51 12.504 1579 1584 1594 rVB 38285 73989 1.10% 0.105%
52 12.634 1601 1606 1611 rBV 10415 22580 0.33% 0.032%
53 12.951 1652 1660 1686 rBV2 121016 449575 6.66% 0.640%
54 13.157 1688 1695 1697 rBV2 24711 50150 0.74% 0.071%
55 13.198 1697 1702 1719 rVB 310342 528321 7.83% 0.752%
56 13.487 1746 1751 1761 rVB3 25459 52676 0.78% 0.075%
57 13.651 1769 1779 1804 rBV4 79070 446719 6.62% 0.636%
58 13.845 1808 1812 1814 rvv4 19142 32791 0.49% 0.047%
59 13.869 1814 1816 1820 rVB3 16529 19787 0.29% 0.028%
60 13.957 1826 1831 1836 rVB4 8739 13889 0.21% 0.020%
61 14.028 1836 1843 1854 rBV 1679237 3143863 46.56% 4.476%
62 14.110 1854 1857 1869 rVB2 76086 143455 2.12% 0.204%
63 14.304 1882 1890 1906 rBV2 2290788 3831698 56.75% 5.455%
64 14.610 1935 1942 1951 rBV 1504087 2472477 36.62%  3.520%
65 14.763 1963 1968 1972 rVB6 6631 11138 ©0.16% 0.016%
66 14.863 1979 1985 1991 rBV9 6853 14536 0.22% 0.021%
67 15.122 2022 2029 2033 rBvie 17871 43003 0.64% 0.061%
68 15.222 2040 2046 2054 rBV1e 8882 25779 0.38% 0.037%
69 15.292 2054 2058 2065 rVB5 16021 25050 0.37% 0.036%
70 15.381 2068 2073 2080 rVB4 23181 41940 0.62% ©0.060%
71 15.451 2080 2085 2091 rBV 47936 80439 1.19% 0.115%
72 15.616 2106 2113 2130 rBV 2417490 4909265 72.71% 6.989%
73 15.822 2142 2148 2164 rBV2 225690 915289 13.56% 1.303%
74 15.975 2170 2174 2177 rVW 32202 44725 0.66% 0.064%
75 16.010 2177 2180 2187 rVB3 22931 37611 0.56% ©0.054%
76 16.169 2203 2207 2212 rBV8 8712 16496 0.24% 0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc :

ALS Vvial : 30 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-BP071223.MA.M
Title : SVOA CALIBRATION
77 16.222 2214 2216 2219 rVV3 8142 12067 0.18% 0.017%
78 16.251 2219 2221 2225 rVB5 10005 11395 0.17% 0.016%
79 16.804 2308 2315 2316 rBV7 5739 11394 0.17% 0.016%
80 16.951 2336 2340 2346 rVB7 9709 14147 0.21% 0.020%
81 17.133 2367 2371 2375 rVWV7 7574 10254 0.15% 0.015%
82 17.180 2375 2379 2383 rVB6 6531 10960 0.16% 0.016%
83 17.375 2406 2412 2424 rBV 2001484 3038067 45.00% 4.325%
84 17.486 2424 2431 2456 rVV2 2307999 5268196 78.03% 7.500%
85 17.845 2488 2492 2495 rBV6 9231 13490 0.20% 0.019%
86 18.010 2515 2520 2533 rBV 2958806 3702252 54.83% 5.271%
87 18.245 2555 2560 2569 rBV3 55219 117530 1.74% 0.167%
88 18.322 2569 2573 2580 rVWV 15883 37228 ©.55% 0.053%
89 18.439 2589 2593 2597 rBV 36518 55807 0.83% 0.079%
90 18.480 2597 2600 2608 rVB2 27690 43489 0.64% 0.062%
91 18.757 2642 2647 2655 rBV2 115794 206798 3.06% 0.294%
92 19.298 2734 2739 2744 rBV4 50759 81163 1.20% 0.116%
93 19.374 2748 2752 2760 rBV 44940 80838 1.20% 0.115%
94 19.469 2764 2768 2775 rBV5 51920 106703 1.58% 0.152%
95 19.592 2785 2789 2794 rBV 150811 199926 2.96%  0.285%
96 19.710 2804 2809 2834 rBV 3417786 6751659 100.00% 9.612%
97 21.480 3105 3110 3128 rBV2 1642366 3709449 54.94% 5.281%
98 22.551 3287 3292 3306 rBV 2095538 3287904 48.70% 4.681%
99 23.798 3497 3504 3522 rVB2 2539508 6275598 92.95% 8.934%
100 23.968 3527 3533 3558 rVB 1022327 3462068 51.28% 4.929%

Sum of corrected areas: 70242456
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP@16273.D

Acqg On : 18 Jul 2023 02:20

Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method

Quant Title : SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M

Abundance
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Hexanal Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
4.440 2.72 ng/ul 123641 1,4-Dichlorobenzene-d4 7.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 59
2 Hexanal 100 C6H120 000066-25-1 59
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 59
5 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 47
Abundance Scan 213 (4.440 min): BP016273.D\data.ms (-208) (-) m/z 43.95 100.00%
44.0
5000 wJLM
A RmmEE TR
“ 1311 207'02670 4.20 4.40 4.60 4.80
Ol Al 1381 U260 3410 4300 5042 yp 41,00 95.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4250: Hexana
44.0
5000 UL B L I AN B
4.20 4.40 4.60 4.80
m/z 56.00  93.35%
O‘\\‘\ ‘I‘\L‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4249: Hexana
44.0
R RESEE e e
4.20 4.40 4.60 4.80
5000 m/z 43.00 74.72%
Orhdl,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4244: Hexanal A ARESEEES AR
44.0 4.20 4.40 4.60 4.80
m/z 57.00 65.60%
- iw
o‘ ‘JHHWw_m_‘H_m‘mWH‘WWWHW A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Cyclohexanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.975 9.18 ng/ul 416852 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 91
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 91
5 Cyclohexanone 98 C6H100 000108-94-1 90
Abundance Scan 474 (5.975 min): BP016273.D\data.ms (-468) (-) m/z 54.95 100.00%

58.0
5000

T T
5.60 5.80 6.00 6.20

- ﬂ'41133920102821354942975152 m/z 42.00 71.70%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3561: Cyclohexanone
55.0

5000 U L R R B B
5.60 5.80 6.00 6.20
‘ ' m/z 98.00  37.18%
O‘\‘\'\ f“\‘f‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3564: Cyclohexanone
55.0

5.60 5.80 6.00 6.20
5000 m/z 41.00 32.13%

0*”'“,
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance :

#3560: Cyclohexanone R A REERRR RN EER
55.0 5.60 5.80 6.00 6.20

m/z 38.95 26.68%

o_m‘m“_m,mw‘HWm_m_m_wmww R R Ry
miz--> 50 100 150 200 250 300 350 400 450 500 550  5.60 5.80 6.00 6.20

]
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 3,3-Dimethylbutane-2-o0l Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.028 7.42 ng/ul 337019 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 64
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 56
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 56
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 56
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 40
Abundance Scan 483 (6.028 min): BP016273.D\data.ms (-479) (-) m/z 57.00 100.00%
57.0

—

5000
P T
’ 1331 207.0 ‘ 5.80 6.00 6.20 6.40
Ol L 1331 207.0 282.6 354.9 43014911549 n/z 45.00  40.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5036: 3,3-Dimethylbutane-2-ol
57.0
5000 L LA LI LR B
5.80 6.00 6.20 6.40
m/z 41.00 29.35%
O‘\\“\“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10026: Ethanol, 2-butoxy-
57.0
ST T
5.80 6.00 6.20 6.40
5000 m/z 87.00 18.17%
olmx’w,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10024: Ethanol, 2-butoxy- R ANEESSREE S
57.0 5.80 6.00 6.20 6.40
m/z 75.00 6.71%
- vawwwwMAmf\M“mmm»¢wm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\

Library Search Compound Report

Data File : BP@16273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M

: SVOA CALIBRATION

¢ 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 1-Propanol, 2-(1-methyletho... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.599 3.86 ng/ul 175550  1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 53
2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 50
3 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 50
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 47
5 Acetaldehyde isobutyl propyl acetal 160 C9H2002 1000431-63-1 47
Abundance Scan 580 (6.599 min): BP016273.D\data.ms (-575) (-) m/z 57.00 100.00%
57.0
- KJL
R RAREES
11’7'0 Jos.0 2810 6.20 6.40 6.60 6.80 7.00
ol [l 2089 0073408 4363 5287 m/z 44.95  92.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10077: 1-Propanol, 2-(1-methylethoxy)-
45.0
5000 I L L B
6.20 6.40 6.60 6.80 7.00
L m/z 43.00 54.66%
O‘\\h\‘l\“L‘\\\‘\.\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
L
6.20 6.40 6.60 6.80 7.00
5000 m/z 41.00 43.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16537: 2-Propanol, 1-butoxy- Ramas A R AR R
45.0 6.20 6.40 6.60 6.80 7.00
m/z 86.95 39.73%
5000
OJM;HO,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00
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Data Path :
Data File :
. 18
: MA/JU

: 03423-12

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\

Library Search Compound Report

BP016273.D

. 30

Jul 2023 02:20

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Phenol, 2-methoxy- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.075 15.34 ng/ul 696925 1,4-Dichlorobenzene-d4 7.963
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 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 1001 (9.075 min): BP016273.D\data.ms (-994) (-) m/z 108.95 100.00%

109.0
5000
SSSNNEND oSS S ——
51"" 8.80 9.00 9.20 9.40
o_wll‘!w“mw‘ I 207.02668 3421 4233 4974 m/z 81.00 84.74%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11910: Phenol, 2-methoxy-
100.0
5000 A\/&\\’\\\\‘\\\\‘\\\\
8.80 9.00 9.20 9.40
270 m/z 124.00  79.21%
O‘\\“f‘il!‘IVHWJV‘\l[ f\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #11909: Phenol, 2-methoxy-
109.0

—

8.80 9.00 9.20 9.40
5000 m/z 53.00 24.33%

T

?

o) —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11897: Mequinol S SSEREN A NSt
109.0 8.80 9.00 9.20 9.40
m/z 51.95 14.58%
5000 A/\\
39.#
0 bl | AJ\«
A — VAN AN S —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.310 6.10 ng/ul 277197 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 1,4-dimethoxy-3-(1,2,... 234 C12H2604 079449-92-6 47
2 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 40
3 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 32
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 25
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 25

Abundance Scan 1041 (9.310 min): BP016273.D\data.ms (-1035) (-) m/z 43.00 100.00%
43.0

=

5000
‘ 9.009209.40 960 |
15.0 207.0 : ’ . .
ob KT 2070 2819 3556 4288 543f . g5 g 55.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115777: 2-Butanol, 1,4-dimethoxy-3-(1,2,2-trimethylprop
83.0
5000 U R I R L R
9.00 9.20 9.40 9.60
m/z 41.00 52.01%
2 ‘ ‘ 177.0
O‘\\J\‘T?\“‘!LHIY\J‘!‘\T“\‘\\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25544: Ethanol, 2-(hexyloxy)-
43.0
A BEmannaa e
9.00 9.20 9.40 9.60
5000 ITI/Z 44 .95 40.64%
115.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25543: Ethanol, 2-(hexyloxy)- T
43.0 9.00 9.20 9.40 9.60
m/z 57.00 38.86%
5000
-
O R R A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 7 Ethyl acetoacetate ethylene... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.034 3.31 ng/ul 299065 Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 90
2 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 86
3 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 59
4 Ethanol, 2,2'-oxybis-, diacetate 190 C8H1405 000628-68-2 53
5 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 50

Abundance Scan 1164 (10.034 min): BP016273.D\data.ms (-1158) (- m/z 86.95 100.00%
87.0

—

5000
159.0 10.00
Obrrokiedky g | 2211 293.0354.9 42884962 1/ 43,00  59.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49506: Ethyl acetoacetate ethylene acetal WJ\J\\
87.0
5000 S :
10.00
0. m/z 159.00  12.75%
159.0
0 probhpt et b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49507: Ethyl acetoacetate ethylene acetal
87.0
10.‘00 |
5000 ITI/Z 42.00 8.54%
29. 159.0
0\“JJU”H\\”‘*vw‘*w*‘w“‘w*‘H\*H‘\H*‘\H*‘w‘*w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #115349: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diace T
87.0 10.00
m/z 88.90 7.14%

5000

15.0 74.0
Ol R e e

=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

A

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 8 Acetic acid, phenylmethyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.275 4.17 ng/ul 376813  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, phenylmethyl ester 150 CS9H1e02 000140-11-4 96
2 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 94
3 Acetic acid, phenylmethyl ester 150 C9H1e02 000140-11-4 94
4 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 76
5 Acetic acid, phenylmethyl ester 150 CSH1e02 000140-11-4 68
Abundance Scan 1205 (10.275 min): BP016273.D\data.ms (-1195) (- m/z 107.95 100.00%
108.0
43.0
5000
—— —
”H “ \111 10.00 10.50
bkl d 1911 294.8356.1414.9 4984  n/7 ol.e0  73.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28360: Acetic acid, phenylmethyl ester
108.0
5000 e =S
10.00 10.50
H m/z 42.95 57.30%
O‘\\\\"\J\Wf‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28363: Acetic acid, phenylmethyl ester
108.0
= =
43.0 10.00 10.50
5000 m/z 90.00 41.90%
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28362: Acetic acid, phenylmethyl ester — =
108.0 10.00 10.50
m/z 78.95 29.79%
43.0
5000
O.M\ o b
m/z--> 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\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
: SVOA CALIBRATION

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 9 unknown-02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.063 5.36 ng/ul 483524  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Nonanol, 2-methylpropionate 214 C13H2602 069121-76-2 43
2 Isovaleraldehyde isopentyl propy... 216 C13H2802 1000431-60-2 35
3 2-Hexene, 1-methoxy-, (E)- 114 C7H140 056052-83-6 35
4 1,3-Dimethylbutyl isobutyrate 172 C10H2002 1000429-31-6 35
5 trans-2,3-Epoxydecane 156 C10H200 054125-39-2 27

Abundance Scan 1339 (11.063 min): BP016273.D\data.ms (-1335) (- m/z 43.00 100.00%

43.0
5000
115.0
T \
‘ 11.00
ol A 2089 2806 3551 44645062 m/z 71.e0  70.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92118: 2-Nonanol, 2-methylpropionate
71.0
5000 = ‘
11.00
m/z 69.00 56.80%
0 UL‘Im H430
‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94374: Isovaleraldehyde isopentyl propyl acetal

~

71.0
=TT \
11.00
5000 m/z 115.00 29.80%
\ 129.0
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8568: 2-Hexene, 1-methoxy-, (E)- =
71.0 11.00
m/z 57.95 24.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.951 3.64 ng/ul 449575  Acenaphthene-d10 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 72
2 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 53
3 Butyric acid, 4-pentadecyl ester 298 C19H3802 1000280-57-4 50
4 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
5 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 40
Abundance Scan 1660 (12.951 min): BP016273.D\data.ms (-1652) (- m/z 71.00 100.00%
71.0
5000
\ 13.00
ol AL 131 2080 281030003076 s116 i use 83.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
5000 M T
13.00
m/z 82.95 30.39%
O \“\M\‘l‘{\\ ‘\L“‘\J\\\‘]‘-‘\7\‘3\.\0‘\\2\4.\3‘-9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92141: Butanoic acid, 1-methyloctyl ester
71.0
——
13.00
5000 m/z 56.00 30.27%
olidli L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197329: Butyric acid, 4-pentadecyl ester =
71.0 13.00
m/z 41.00 26.26%
5000
” ” 143.0 210.0
okt e e J
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
: SVOA CALIBRATION

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 11 Butanoic acid, hexyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.198 4.27 ng/ul 528321  Acenaphthene-d10 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 72
2 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 64
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64

4 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602

074367-31-0 64
000097-85-8 53

Abundance Scan 1702 (13.198 min): BP016273.D\data.ms (-1697) (- m/z 70.95 100.00%

71.0
5000
S —
173.1 13.00 13.50
o L 2809 355.0414.64757536.0  n/; 43.00  86.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47014: Butanoic acid, hexyl ester
43.0
5000 D ==
13.00 13.50
m/z 56.00 82.37%
‘ Ml\LO
0‘\\‘1“\‘ \“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94132: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime
71.0
= —
13.00 13.50
5000 ITI/Z 88.95 61.33%
173.0
O‘HWLL‘mpuu‘M‘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 #24132: Butanoic acid, butyl ester = T
71.0 13.00 13.50
m/z 41.00 32.67%
5000 MA/WJ\\\JJ\NMbM/\”wN
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\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 12
R.T. EstConc Area Relative to ISTD R.T.
13.651 3.61 ng/ul 446719  Acenaphthene-d10 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 95
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 95

Abundance Scan 1779 (13.651 min): BP016273.D\data.ms (-1769) (- m/z 150.95 100.00%
1

50.9
5000 81.0

-
n “ | 13.50 14.00
L) 2666 35484150 4908548 15 09 o8.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29935: Vanillin
151.0

5000 T
81.0 13.50 14.00
m/z 81.00 41.79%

\‘x J’L J“\.H‘ u ‘ \ I
‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0

Py
13.50 14.00

o

o

5000 m/z 109.00 23.48%
81.0
O%TEWWvaJw AR SARALBARA AR BRARS BRI SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30041: Benzaldehyde, 3-hydroxy-4-methoxy- e e
151.0 13.50 14.00

m/z 53.00 21.58%

5000
] j\“wmﬂwa\XWMwJ\N
0 lsfﬂ. JIL I ‘ l )

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 13 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.010  24.37 ng/ul 3702250  Phenanthrene-d10 17.375
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 83
3 (1R,3aR,5aR,9aS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 64
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 55
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
Abundance Scan 2520 (18.010 min): BP016273.D\data.ms (-2515) (- m/z 57.00 100.00%
57.0
205.1
5000
T T
dinal)
0 WH,‘ \ ‘“*J"M!\‘L“‘V”‘w”““m“J‘H\HJ\‘Z‘V‘?l“ 3547 ALTBATOT 549, m/z 205.10  75.33%
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
5000 4
18.00
m/z 55.00 54.56%
O TTTT "JWHL JPhJ!‘L“M‘!‘”hm‘ ‘\I‘ “ \i\ ‘2!‘7\6\.\(‘)\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
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
T T
57.0 18.00
5000 m/z 41.00 51.75%
135.0
2[76.0
0,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99357: (1R,3aR,5aR,9aS)-1,4,4,7-Tetramethyl-1,2,3,3a, —= ‘
205.0 18.00
105.0 m/z 217.10  45.46%
5000{ 43.0
0, T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample : 03423-12

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.551 17.73 ng/ul 3287900  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 86

Abundance Scan 3292 (22.551 min): BP016273.D\data.ms (-3287) (- m/z 59.00 100.00%

59.0
5000
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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5000 —
22.50
‘ ‘ 126.0 . m/z 55.00 53.68%
O‘\\\\" }\J\Hd\ml\m\“h\h!“d\\\\‘\?\?‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174777: 9-Octadecenamide, (Z2)-
59.0
T T
22.50
5000 ITI/Z 41.00 36.12%
‘ 126.0
2810
o i oo o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245083: 13-Docosenamide, (2)- —— ‘
59.0 22.50
m/z 43.00 33.60%
5000
{“12&0 337.0
o_m"w Wby 2840 280 | —
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016273.D

Acqg On : 18 Jul 2023 02:20
Operator : MA/JU

Sample 1 03423-12

Misc

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@71223.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|
Hexanal 4.440 2.7 ng/ul 123641 1 7.963 908639 20.0
Cyclohexanone 5.975 9.2 ng/ul 416852 1 7.963 908639 20.0
3,3-Dimethylbut... 6.028 7.4 ng/ul 337019 1 7.963 908639 20.0
1-Propanol, 2-(... 6.599 3.9 ng/ul 175550 1 7.963 908639 20.0
Phenol, 2-methoxy-  9.075 15.3 ng/ul 696925 1 7.963 908639 20.0
unknown-01 9.310 6.1 ng/ul 277197 1 7.963 908639 20.0
Ethyl acetoacet... 10.034 3.3 ng/ul 299065 2 10.775 1805500 20.0
Acetic acid, ph... 10.275 4.2 ng/ul 376813 2 10.775 1805500 20.0
unknown-02 11.063 5.4 ng/ul 483524 2 10.775 1805500 20.0
2,2,4-Trimethyl... 12.951 3.6 ng/ul 449575 3 14.610 2472480 20.0
Butanoic acid, ... 13.198 4.3 ng/ul 528321 3 14.610 2472480 20.0
Vanillin 13.651 3.6 ng/ul 446719 3 14.610 2472480 20.90
7,9-Di-tert-but... 18.010 24.4 ng/ul 3702250 4 17.375 3038070 20.0
9-Octadecenamid... 22.551 17.7 ng/ul 3287900 5 21.480 3709450 20.0
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