LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc :

ALS Vvial : 79 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-BP©32823.M
Title : SVOA CALIBRATION

Signal : TIC: BP@14469.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.387 31 34 37 rBV 25097 32083 1.21% 0.108%
2 3.423 37 40 51 rVB 58862 88232 3.32% 0.296%
3 3.670 78 82 90 rBV 76476 102757 3.87% 0.345%
4 3,934 123 127 130 rBV3 14802 19510 ©0.73% 0.065%
5 3.993 130 137 140 rVvVveé 9954 21834 0.82% 0.9073%
6 4.040 140 145 151 rVB2 18941 31601 1.19% 0.106%
7 4.140 158 162 168 rVB 20108 30352 1.14% 0.102%
8 4.258 176 182 187 rBv8 12930 23618 ©0.89% 0.079%
9 4.528 223 228 233 rVWV5 10849 16523 0.62% 0.055%
10 4.593 234 239 247 rVB4 27515 49047 1.85% 0.164%
11 5.075 313 321 328 rBvV2 21941 46552 1.75% ©0.156%
12 5.187 335 340 350 rvB2 6405 15899 0.60% 0.053%
13 6.081 488 492 496 rVB4 10807 16716 ©0.63% 0.056%
14 6.393 541 545 550 rVB 9254 14634 ©.55% 0.049%
15 6.975 639 644 648 rVV6 8649 17033 0.64% 0.057%
16 7.028 649 653 657 rVW5 11570 21990 0.83% 0.074%
17 7.185 661 666 678 rVW3 14995 43140 1.62% ©0.145%
18 7.387 706 714 719 rBvV3 6440 12103 0.46% 0.041%
19 7.487 726 731 737 rVB9 6316 13449 0.51% 0.045%
20 7.958 805 811 814 rBV5S 7842 12793 0.48% 0.043%
21 8.011 814 820 829 rVW 777141 1248238 46.97% 4.186%
22 8.111 834 837 841 rVWV5 11210 20275 0.76% 0.068%
23 8.146 841 843 849 rVB6 9942 17236 0.65% ©0.058%
24 8.822 952 958 961 rBV7 6524 14479 0.54% 0.049%
25 8.946 974 979 983 rBV3 13631 21855 0.82% 0.973%
26 9.058 994 998 1001 rBV5 7653 11702 0.44% 0.039%
27 9.205 1017 1023 1028 rBV9 8741 21550 0.81% 0.072%
28 9.328 1039 1044 1045 rBV5S 9920 14918 ©0.56% 0.050%
29 9.446 1059 1064 1073 rVB4 28285 66516 2.50% 0.223%
30 9.558 1076 1083 1092 rVB3 36644 75390 2.84% 0.253%
31 9.652 1093 1099 1106 rBV 84513 139142 5.24% 0.467%
32 9.746 1109 1115 1122 rVB 10663 24399 0.92% 0.082%
33 9.846 1127 1132 1137 rVB6 17179 27104 1.02% 0.091%
34 9.999 1152 1158 1164 rBV7 22590 53938 2.03% 0.181%
35 10.099 1172 1175 1183 rVB9 10188 20629 0.78% 0.069%
36 10.234 1193 1198 12067 rVB3 35119 64660 2.43% 0.217%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc :

ALS Vvial : 79 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-BP©32823.M
Title : SVOA CALIBRATION
37 10.375 1216 1222 1226 rBV6 26693 48086 1.81% ©0.161%
38 10.458 1231 1236 1240 rVvVv3 29023 43274 1.63% 0.145%
39 10.510 1240 1245 1249 rBV 57547 116935 4.40% 0.392%
40 10.569 1249 1255 1260 rVV 98938 244337 9.20% 0.819%
41 10.622 1260 1264 1269 rVV5 32511 61179 2.30% 0.205%
42 10.693 1269 1276 1282 rVV 166035 298602 11.24% 1.001%
43 10.775 1284 1290 1293 rVV7 34780 82155 3.09% 0.275%
44 10.834 1293 1300 1313 rVB 1121348 1907161 71.77% 6.395%
45 10.993 1319 1327 1333 rVB6 62511 141420 5.32% 0.474%
46 11.099 1340 1345 1349 rBV4 34331 58681 2.21% 0.197%
47 11.181 1354 1359 1362 rBV2 53138 88258 3.32% 0.296%
48 11.222 1362 1366 1373 rVB3 59215 124335 4.68% 0.417%
49 11.346 1384 1387 1393 rVB4 22033 34669 1.30% 0.116%
50 11.416 1393 1399 1406 rBV 161859 295277 11.11% 0.990%
51 11.587 1419 1428 1435 rBV 350023 669114 25.18%  2.244%
52 11.646 1435 1438 1440 rBv4 18500 24960 0.94% 0.084%
53 11.705 1443 1448 1465 rVB7 100069 351348 13.22% 1.178%
54 11.840 1465 1471 1472 rBV5 48021 81522 3.97% 0.273%
55 11.922 1480 1485 1488 rBV5 63703 131644 4.95% 0.441%
56 12.063 1503 1509 1516 rBV2 183098 362492 13.64% 1.216%
57 12.128 1516 1520 1525 rBV2 65702 93955  3.54% 0.315%
58 12.193 1526 1531 1536 rVB2 134884 226788 8.53% 0.760%
59 12.252 1536 1541 1545 rBV 134321 189227 7.12% 0.635%
60 12.293 1545 1548 1551 rBV2 51430 70086 2.64% 0.235%
61 12.404 1561 1567 1568 rBV3 67598 114647 4.31% 0.384%
62 12.434 1569 1572 1576 rVB3 98188 133603 5.03% 0.448%
63 12.481 1576 1580 1587 rBv2 151205 330721 12.45% 1.109%
64 12.540 1587 1590 1594 rBV4 89057 147017 5.53% 0.493%
65 12.634 1603 1606 1617 rVB3 227198 488758 18.39% 1.639%
66 12.734 1618 1623 1627 rBv2 175172 289856 10.91% 0.972%
67 12.804 1631 1635 1644 rVB3 202308 479194 18.03% 1.607%
68 12.899 1644 1651 1655 rBvV3 184587 385904 14.52%  1.294%
69 12.952 1656 1660 1664 rVV7 73458 134715 5.07% 0.452%
70 12.993 1664 1667 1675 rVB4 100652 231711 8.72% 0.777%
71 13.081 1676 1682 1687 rBv4 114066 249512 9.39% 0.837%
72 13.199 1696 1702 1708 rVB4 233709 465605 17.52% 1.561%
73 13.399 1733 1736 1740 rBV2 87535 122356 4.60% 0.410%
74 13.493 1747 1752 1755 rBV2 171092 308851 11.62% 1.036%
75 13.628 1772 1775 1783 rVB6 95909 215001 8.09% 0.721%

76 13.704 1783 1788 1798 rBV7 168714 419247 15.78% 1.406%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc :

ALS Vvial : 79 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-BP©32823.M

Title : SVOA CALIBRATION

77 13.804 1799 1805 1808 rBV6 102985 194668 7.33% 0.653%
78 13.875 1814 1817 1821 rBV3 190007 281054 10.58% 0.942%
79 13.922 1821 1825 1830 rVV3 409247 651033 24.50% 2.183%
80 14.051 1839 1847 1849 rBv4 181477 457053 17.20% 1.533%
81 14.116 1854 1858 1864 rVB4 184259 292200 11.00%  ©.980%
82 14.310 1888 1891 1895 rVB4 118013 154168 5.80% 0.517%
83 14.481 1915 1920 1922 rBV4 94664 162532 6.12% 0.545%
84 14.522 1923 1927 1934 rVB4 229506 428997 16.14% 1.439%
85 14.610 1939 1942 1946 rVB5 155322 207687 7.82% 0.696%
86 14.663 1946 1951 1957 rBV 1696373 2604159 98.00% 8.732%
87 15.163 2032 2036 2044 rBV5 178214 377691 14.21%  1.266%
88 15.410 2075 2078 2081 rBV 170526 206219 7.76% 0.692%
89 15.587 2104 2108 2112 rBV3 142154 223029 8.39% 0.748%
90 15.722 2127 2131 2138 rVB 432301 678273 25.53% 2.274%
91 16.028 2179 2183 2191 rBV2 246926 386922 14.56% 1.297%
92 16.198 2208 2212 2223 rVB7 161363 441918 16.63% 1.482%
93 16.381 2239 2243 2249 rVB 309115 468388 17.63% 1.571%
94 16.751 2302 2306 2315 rVB3 277517 511556 19.25% 1.715%
95 17.204 2380 2383 2387 rBV 158798 209468 7.88% 0.702%
96 17.428 2416 2421 2428 rVB 1831323 2657281 100.00% 8.911%
97 17.916 2501 2504 2511 rVB 204994 290681 10.94% 0.975%
98 18.298 2566 2569 2578 rVB 519668 631739 23.77% 2.118%
99 21.516 3112 3116 3122 rVB 1612054 2155488 81.12% 7.228%
100 24.039 3540 3545 3559 rVB 1170658 2415494 90.90%  8.100%

Sum of corrected areas: 29821798
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Apr 2023 06:03
: CG/IU
. 02093-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
BP014469.D

: 79  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

O

Time-->

TIC: BP014469.D\data.ms

10.834

8.011

| B3RS Snamarrass93  5.6767 6.0816.393  6I97E0T BIBT 7. Lms 8.82M5:80

S = TN s
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

350 400 450 500 550 6.00 650 700 750 8. OO 850 9.00 950 10.00 1050 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP014469.D\data.ms

17.428

14.663

18.298

15. 722

17.916
%6 3816.751 1 504
fo 15.15243%

0

Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP014469.D\data.ms
21.516

24.039

w M

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 trans-4-Methylcyclohexanol,... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.569 2.56 ng/ul 244337  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4-Methylcyclohexanol, hept... 310 C11H13F702 1000364-14-0 64
2 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 59
3 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 53
4 Formic acid, cis-4-methylcyclohe... 142 C8H1402 1000368-24-7 53
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 53

Abundance Scan 1255 (10.569 min): BP014469.D\data.ms (-1249) (- m/z 81.05 100.00%
81.0

—

5000
=f T
l \ J | 141.0 207.9268.9 ‘ 1050
Ol tlihhh 1D 207.9268.9 35484149 489.2549. sz 97.00  58.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210922: trans-4-Methylcyclohexanol, heptafluorobutyrat
81.0
5000 o :
10.50
169.0 m/z 55.00 42.97%
OlS.PJlJ|1”flf‘1f’1]253.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3284 Cyclopropane, trimethylmethylene-
81.0
T
10.50
5000 m/z 96.05 42.28%
OL'M e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3268: Cyclopentene, 1,5-dimethyl- T
81.0 10.50
m/z 41.05 31.79%
5000

2

1?PWMW

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Cyclopentene, 1,5-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.693 3.13 ng/ul 298602 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 53
2 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 53
3 cis-2-Methylcyclohexanol, triflu... 210 C9H13F302 1000364-12-3 50
4 Carbonic acid, propargyl cyclohe... 196 C11H1603 1000357-91-0 42
5 Furan, 2-ethyl- 96 C6H80 003208-16-0 42

Abundance Scan 1276 (10.693 min): BP014469.D\data.ms (-1269) (- m/z 81.00 100.00%

81.0
5000

M
T

10.50 11.00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0

Uk, 1911 2668 354.84155482.7544f ./, 97 05  30.59%
5000 AV e

10.50 11.00
m/z 55.00 30.37%

il
‘\J\'\‘\‘”\Jl\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3286: Cyclopentane, 1-methyl-2-methylene-

81.0

T T
10.50 11.00

o

o

5000 m/z 96.00 22.19%
Tl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #88062: cis-2-Methylcyclohexanol, trifluoroacetate e T
81.0 10.50 11.00

m/z 41.00 20.15%

- MA/\“/\MW
153.0

15-@0\ L “\ | 50

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 1,3-Dimethyl-1-cyclohexene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.416 3.10 ng/ul 295277  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 59
2 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 58
3 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 58
4 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 58
5 2-Furanecarboxylic acid, 3,5-dim... 222 C13H1803 1000278-87-2 56
Abundance Scan 1399 (11.416 min): BP014469.D\data.ms (-1393) (- m/z 95.00 100.00%
95.0
- ML
e
5 H& } { 11.50
o309, | 1011 26713269 401046055233 /7 116.65 35.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
5000 1
11.50
m/z 55.05 25.98%
gl
O \hTTl‘lL\H\“\l\HJ\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6583: Furan, 2-ethyl-5-methyl-
95.0
——
11.50
5000 m/z 41.10 20.19%
O et e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6527: Ethanone, 1-(2-furanyl)- —
95.0 11.50
m/z 111.10 18.98%
5000
3 ’o
Y ASSE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 2-Furanecarboxylic acid, 3,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.587 7.02 ng/ul 669114  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Furanecarboxylic acid, 3,5-dim... 222 C13H1803 1000278-87-2 59
2 1,7,7-Trimethylbicyclo[2.2.1]hep... 154 C1@H180 010385-78-1 53
3 2-Isopropylimidazole 110 C6H1ON2 036947-68-9 50
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 50
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 50

Abundance Scan 1428 (11.587 min): BP014469.D\data.ms (-1419) (] ' m/z 95.05 100.00%
95.0

5000

N

T
‘]l } 11.50
35yl ik 153.2 253.0 328.0 415.9 489.1546. m/z 69.05 37.26%

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

Abundance #101524: 2-Furanecarboxylic acid, 3,5-dimethylcyclohexy
95.0

o

-

5000 i

11.50
m/z 41.00  30.75%

Gl

“ L b \ﬂ \‘ 222.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31176: 1,7,7-Trimethylbicyclo[2.2.1]heptan-2-ol

o

-

95.0
LN \
11.50
5000 m/z 55.05 30.16%
27.m ‘
O Ml B40 e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6474 2-1sopropylimidazole T ‘
95.0 11.50
m/z 110.10  24.70%
) JVJUW
ap. ||
o‘mﬂ)w\H“HH‘w‘HH_H‘wwwwwwm e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 wunknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.704 3.68 ng/ul 351348 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, propargyl cyclohe... 196 C11H1603 1000357-91-0 43
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-94-8 35
3 Carbonic acid, butyl cyclohexylm... 214 C12H2203 1010357-84-5 35
4 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140 000513-20-2 35
5 Carbonic acid, ethyl cyclohexylm... 186 C10H1803 1000357-91-5 35

Abundance Scan 1448 (11.705 min): BP014469.D\data.ms (-1443) (- m/z 81.00 100.00%

81.0
5000

M m/z 55.00 91.65%

—
155.1 11.50 12.00
0 ‘H L) 266.8 3550 443.2 513.1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71234: Carbonic acid, propargyl cyclohexylmethyl ester
81.0
5000 T I
11.50 12.00
m/z 97.00 84.07%

o

JJ“J’I

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

Abundance #69428: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, tre
97.0

——
11.50 12.00
5000 m/z 41.10 70.38%

39.C
| h 1oro
Ll JI
A
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #91860: Carbonic acid, butyl cyclohexylmethyl ester ——
96.0 11.50 12.00

m/z 96.00 69.59%

Zjlfl‘mkl

— T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.063 3.80 ng/ul 362492 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tris(2,7-dimethyl-2,7-octadien-1... 425 C30H51N 088399-36-4 10
2 2(1H)-Pyridinone 95 C5H5NO 000142-08-5 10
3 2-Furancarboxylic acid, anhydride 206 C10OH605 000615-08-7 9
4 2-Furancarboxamide, N-(6-bromo-2... 323 C11H6BrN302S 1000350-87-9 9
5 2(1H)-Pyridinone 95 C5H5NO 000142-08-5 5

Abundance Scan 1509 (12.063 min): BP014469.D\data.ms (-1503) (- m/z 81.00 100.00%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82031: 2-Furancarboxylic acid, anhydride —
95.0 12.00
m/z 110.05 35.00%

81.0
5000
‘ 340.9 T T
147.1 ‘ 429.1 12.00
207.0
0 “J‘;“JM“ AL [72010266.9 | U7 49128490 L/, 9505 83.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #315775: Tris(2,7-dimethyl-2,7-octadien-1-yl)amine
81.0
5000 - :
12.00
302.0 m/z 55.00  39.55%
‘ 1 H 166.0 2320 | 4250
O\\\‘\‘il\\\‘l\‘lgr‘\‘\f‘\“\\\‘h\\\‘\‘\\‘\\“\\\\“\\H‘\\‘\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2993: 2(1H)-Pyridinone
95.0
T \
12.00
5000 ITI/Z 69.05 37.13%
P8
0 ‘ |\ y

5000

38.0

178.0

0 b |
LB L I L B B B L B RS I

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .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 7 Trichloroacetic acid, 2-eth... Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
12.193 2.38 ng/ul 226788 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, 2-ethylcyc... 272 C10H15C1302 1000282-57-3 50
2 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 47
3 trans-(2-Ethylcyclopentyl)methyl... 170 C10H1802 1000099-13-9 42
4 Uridine, 2'-deoxy-, 3',5'-bis(tr... 420 C13H10F6N207 ©35170-15-1 38
5 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 38

Abundance Scan 1531 (12.193 min): BP014469.D\data.ms (-1526) (- m/z 81.00 100.00%

81.0
5000

J‘ “ 1500 12.00 12.50
_m,*l‘!i “‘m_“‘2‘?99‘2?‘1‘??4‘1‘940‘1‘9‘ 46895312  1/7 110.05 58.27%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #162536: Trichloroacetic acid, 2-ethylcyclohexyl ester
81.0

5000 —T e
12.00 12.50

m/z 41.10 44.29%

“1]1Jf1191.0“
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #6720: 1,4-Hexadiene, 3-ethyl-
81.0

T —
12.00 12.50

5000 m/z 69.00  38.78%

, S
miz--> 0 100 150 200 250 300 350 400 450 500 550 M

Abundance #45163: trans-(2-Ethylcyclopentyl)methyl acetate — ——
81.0 12.00 12.50

m/z 55.05 37.43%

- WW/\]\

nier
o_mJ,‘h‘ L —— —

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

o

O

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Hepten-2-yl tiglate, 6-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.481 3.47 ng/ul 330721 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hepten-2-yl tiglate, 6-methyl-5- 210 C13H2202 1000383-64-5 50
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 49
3 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 091884-67-2 49
4 Ethanone, 1-(1H-pyrazol-4-yl)- 110 C5H6N20 025016-16-4 47
5 Hepten-2-yl angelate, 6-methyl-5- 210 C13H2202 1000383-64-6 47

Abundance Scan 1580 (12.481 min): BP014469.D\data.ms (-1576) (- m/z 95.10 100.00%
95.1

3

5000
I —
12.50
ol 3 207.1267.0327.1387.4  486.4544.¢ m/z 111.10 63.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87343: Hepten-2-yl tiglate, 6-methyl-5-
95.0
5000 RN
12.50
m/z 69.05 50.26%
O‘\H\L"\l\‘\\’\“\‘H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
I —
12.50
5000 ITI/Z 55.00 46.89%

27\(“ i

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

Abundance #6807: Cyclopentane, 1,2-dimethyl-3-methylene-, cis- ——
95.0 12.50

m/z 110.10  39.44%

o

2

5000
27

=

OJ,‘“'J“““ —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

SFAM-EPA-BP©32823.M Mon Apr 03 05:29:42 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 9 (DEL) Alkane: Cyclic12.634 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.634 5.13 ng/ul 488758  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 38
2 3-Penten-2-one, 3,4-dimethyl-, s... 169 C8H15N30 016983-60-1 35
3 Cyclohexane, 1,1,3-trimethyl- 126 CO9H18 003073-66-3 32
4 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2 1000283-21-2 32
5 2-Pyrazoline, 1-isopropyl-5- methyl 126 C7H14N2 026964-54-5 32

Abundance Scan 1606 (12.634 min): BP014469.D\data.ms (-1603) (- m/z 111.10 100.00%

111.1
5000
41.

S
L Je11 12,50 13.00
i, 2701 2811 3551 4290 8212y 69.10  76.34%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0

5000 — e
12.50 13.00

m/z 95.10 52.10%

|LAJ‘1V1}7.O“‘

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

Abundance #44779: 3-Penten-2-one, 3,4-dimethyl-, semicarbazone
111.0

o

o

41.0 — —
12.50 13.00
5000 m/z 60.00 43.56%
H Mleg.o
O e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13264: Cyclohexane, 1,1,3-trimethyl- T —
111.0 12.50 13.00

m/z 41.10 34.45%

o_‘“‘HNH‘ L S —— ——
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
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 10 trans-3,5-Dimethylcyclohexene  Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.734 3.04 ng/ul 289856  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 50
2 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 091884-67-2 50
3 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 49
4 Cyclobutene, 1,2,3,4-tetramethyl- 110 C8H14 090346-45-5 47
5 1,2-Cyclohexanedimethanol 144 C8H1602 003971-29-7 45

Abundance Scan 1623 (12.734 min): BP014469.D\data.ms (-1618) (] ' m/z 95.05 100.00%

gE
5000

T 7
12.50 13.00

35 ,M”\”h | 207.0 287.0 355.2414.9475.1 548.

0! R R S e RS ERUCEEERE R m/z 111.05 71.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6772: trans-3,5-Dimethylcyclohexene
95.0
5000 — —

12.50 13.00
m/z 69.05 53.28%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6807: Cyclopentane, 1,2-dimethyl-3-methylene-, cis-
95.0

12.50 13.00

o

5000 m/z 41.10 45.70%
OM\,, WWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6627: 4,4-Dimethyl-2-cyclopenten-1-one —— —
95.0 12.50 13.00

m/z 67.00 41.90%

o7 &)
L 'l h A

0 rertebdbd e — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 11 Cyclohexanol, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.805 3.68 ng/ul 479194  Acenaphthene-d10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 2,3-dimethyl- 128 C8H160 001502-24-5 58
2 Cyclohexanol, 2,3-dimethyl- 128 C8H160 001502-24-5 58
3 2,4-Hexadiene, 3,4-dimethyl-, (Z... 110 C8H14 021293-01-6 50
4 Cyclohexanol, 2,3-dimethyl- 128 C8H160 001502-24-5 49
5 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H1ON2 000931-36-2 49
Abundance Scan 1635 (12.804 min): BP014469.D\data.ms (-1631) (- m/z 95.10 100.00%
95.1
5000 MM
T RN
”’ || 601 12.50 13.00
ol A Lk 707 231.8295.1 369.1429.9489.8549. 1/, 119,10 86.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14470: Cyclohexanol, 2,3-dimethyl-
95.0
5000 — —
12.50 13.00
“ m/z 55.10  73.62%
O ‘\\\\“J\\Lu\\”‘\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14463: Cyclohexanol, 2,3-dimethyl-
95.0
— ——
12.50 13.00
5000 m/z 69.00 57.73%
0 HN\H,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6802: 2,4-Hexadiene, 3,4-dimethyl-, (Z,2)- — —
95.0 12.50 13.00
m/z 111.10 51.31%
27.0
5000
0 I‘HMJ‘ Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 1,3-Hexadiene, 3-ethyl-2-me... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.899 2.96 ng/ul 385904  Acenaphthene-d10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexadiene, 3-ethyl-2-methyl-... 124 C9H1l6 074752-97-9 70
2 Silane, diethyldifluoro- 124 C4H1OF2Si 000358-06-5 47
3 1H-Pyrazole-4-carboxaldehyde, 1-... 124 C6H8N20 1000319-71-9 47
4 Furan, 4-methyl-2-propyl- 124 C8H120 006148-37-4 47
5 Cyclopentene, 5-hexyl-3,3-dimethyl- 180 C13H24 061142-66-3 43
Abundance Scan 1651 (12.899 min): BP014469.D\data.ms (-1644) (| | m/z 95.00 100.00%
95.0
5000 J\}\/\/M
— ——
. ’152 0 . 1250 13.00
0 MU ERE" 232.8295.13552 4204 487.9544.0 /7 81.00  64.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12234: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)-
95.0
5000 — ——
12.50 13.00
o, ‘ m/z 55.00 47.06%
0 \U\‘\“‘l\‘\l”\\l\u‘”\‘\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11731: Silane, diethyldifluoro-
95.0
— ——
12.50 13.00
5000 m/z 41.05 40.17%
O+t e e e e W\/\N\/\A/\/\/
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11844: 1H-Pyrazole-4-carboxaldehyde, 1-ethyl- — —
95.0 12.50 13.00
m/z 69.05 36.88%
5000
B
0 H“Aﬂjweﬂu“u"H“M“w“u“H“H“_“w“u“ — —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 unknown-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.199 3.58 ng/ul 465605  Acenaphthene-d10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 38
2 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 35
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 35
4 Bicyclo[2.2.1]heptane, 2-hexyl- 180 C13H24 061141-60-4 35
5 3,5-Octadien-2-one 124 C8H120 038284-27-4 35

Abundance Scan 1702 (13.199 min): BP014469.D\data.ms (-1696) (- m/z 55.00 100.00%

58.0
5000

1p4.1 - o
‘M " 268.8 . 13.00 13.50
ALl L), 2811 2688 3431 4149 4887545 . oc 16 g6.g5%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6744: 1,3-Dimethyl-1-cyclohexene
95.0

5000

o

T
13.00 13.50
m/z 41.05 55.31%

i

0\\\‘\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6584: Furan, 2-ethyl-5-methyl-
95.0
— —
13.00 13.50
5000 ITI/Z 69.10 53.90%
0221M\M_‘m_wwww‘H_ww_ww_ /\/\W\/\M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6752: 1,3-Dimethyl-1-cyclohexene T —
95.0 13.00 13.50

m/z 86.95 40.90%

B WA/\M
Z7h. L \J‘ i H‘. |

Y — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

SFAM-EPA-BP©32823.M Mon Apr 03 05:29:48 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Cyclohexene, 1,6-dimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.493 2.37 ng/ul 308851  Acenaphthene-d10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 55
2 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 55
3 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 49
4 8-Hexadecyne 222 C16H30 019781-86-3 43
5 7-Tetradecyne 194 C14H26 035216-11-6 43

Abundance Scan 1752 (13.493 min): BP014469.D\data.ms (-1747) (] ' m/z 95.05 100.00%
95.0

3

5000
P
164.1 13.50
0 35 265.1 357.1 429.2493.1 m/z 81.00 08.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6739: Cyclohexene, 1,6-dimethyl-
67.0
5000 T
13.50
m/z 67.00 97.09%
O‘\‘\‘l\“[“\‘ H\VM‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6746: Cyclohexene, 1,2-dimethyl-
67.0
P
13.50
5000 ITI/Z 108.05 76.66%
o‘mhm““m”‘“WH_Hww_m‘HH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6742: Cyclohexene, 1,2-dimethyl- —
95.0 13.50
m/z 80.00 55.42%
5000
27.
o AL A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 15 unknown-04 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.704 3.22 ng/ul 419247  Acenaphthene-d10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 42
2 1,3-Hexadiene, 3-ethyl-2-methyl-... 124 C9H16 074752-97-9 38
3 3,5-Octadien-2-one 124 C8H120 038284-27-4 30
4 1,3-Hexadiene, 3-ethyl-2-methyl- 124 C9H16 061142-36-7 27
5 Silane, diethyldifluoro- 124 C4H1eOF2Si 000358-06-5 25

Abundance Scan 1788 (13.704 min): BP014469.D\data.ms (-1783) (] ' m/z 95.10 100.00%

95.1
5000
l64.1

T
13.50 14.00

032 ik 281:1341.7401.2  489.1849. ) 146 00 65.41%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0
5000 Pt She
13.50 14.00

m/z 41.05 59.78%

\\ﬂ"m\“\lll\\?‘“\uf\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12234: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)-
95.0

——
13.50 14.00
5000 m/z 55.05  56.74%

O

29.
LALAd

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

Abundance #11994: 3,5-Octadien-2-one T T
95.0 13.50 14.00

m/z 67.00 56.53%

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

o

5

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .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 16 13-Tetradece-11-yn-1-ol Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.875 2.16 ng/ul 281054  Acenaphthene-di10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual

3-Tetradece-11-yn-1-o0l 208 C14H240 1000131-00-4 53
,4,9-Decatriene, (Z)- 136 C1leH16 1000155-93-2 49
-Methylbicyclo[3.2.1]octane 124 C9H16 119972-41-7 49

1000216-87-6 43
054483-22-6 38

-Methyl-8-oxabicyclo[4.3.0]nonane 140 C9H160
»3A,6,6A-TETRAHYDROCYCLOPENTA[B... 124 C7H802

Abundance Scan 1817 (13.875 min): BP014469.D\data.ms (-1814) (] ' m/z 81.05 100.00%
81.0
5000 MW
P P
’ 207.0 13.50 14.00
0hrs ‘i‘ | Y 280.9342.0401.6 475.6533.4 m/z 67.00 89.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85240: 13-Tetradece-11-yn-1-ol
55.0
5000 — —
13.50 14.00
L m/z 55.80  85.40%
1.0
0\\\ “l\‘ ‘\‘\“l‘\f\l\‘\‘]\-\g\]-\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18067: 1,4,9-Decatriene, (Z)-
67.0
P P
13.50 14.00
5000 m/z 122.10  71.70%
186.0
O‘ij%*,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12190: 1-Methylbicyclo[3.2.1]octane P ——
67.0 13.50 14.00
m/z 79.00 57.90%
5000
124.0
O‘HLJJ‘MUM“H‘W‘H“H‘W“H‘H‘W“H‘H“_‘H“ — —
m/z--> 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\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .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 17 unknown-©5 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.922 5.00 ng/ul 651033  Acenaphthene-di10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-exo-tricyclo[6.2.1.0(2.... 164 C12H20 1000215-29-8 46
2 4(1H)-Pyridinethione,1-methyl- 125 C6H7NS 006887-59-8 30
3 (9-Oxabicyclo[3.3.1]non-6-en-3-y... 154 C9H1402 1000191-02-8 27
4 Cyclohexene,1-(2-propenyl)- 122 C9H14 013511-13-2 27
5 Cyclohexene,1-(2-propenyl)- 122 C9H14 013511-13-2 27

Abundance Scan 1825 (13.922 min): BP014469.D\data.ms (-1821) (- m/z 81.10 100.00%

81.1
5000

”\ .JM” 116?1 T

ob—Ailhbladl, | 22102810 3551 4303 5259 /7 95.10  76.91%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #39813: 4-Methyl-exo-tricyclo[6.2.1.0(2.7)]undecane
81.0

5000 T
14.00
164.0 m/Z 79.00 49, 40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12366: 4(1H)-Pyridinethione,1-methyl-
81.0
P
14.00
5000 m/z 122.10 48.96%

o

I 1 Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #32211: (9-Oxabicyclo[3.3.1]non-6-en-3-yl)methanol ——
81.0 14.00

m/z 41.10 47.60%

5000

1H54O

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
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 18 1,1-Cyclohexane diacetic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.052 3.51 ng/ul 457053  Acenaphthene-d10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Cyclohexane diacetic acid 200 C10H1604 009355-11-7 64
2 trans-4-(Hydroxymethyl)cyclohexa... 172 C9H1603 1000384-32-7 52
3 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 46
4 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 46
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 46

Abundance Scan 1847 (14.051 min): BP014469.D\data.ms (-1839) (| ' m/z 81.05 100.00%

81.0
5000

T T \
1\1\41'1 221128113409 4151 5030 14.00
] LB I tu i i at i b e m/z 95.10  57.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75308: 1,1-Cyclohexane diacetic acid
81.0
5000 — ‘
14.00
J ‘ 41.0 m/z 67.10 41.14%
o111
O‘\ML\'J"‘J\J\L\‘“‘JIU\\{“\\]-\9\‘9\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48127: trans-4-(Hydroxymethyl)cyclohexanecarboxylic &
81.0
T T \
14.00
5000 ITI/Z 55.05 40.74%
“ ﬂ420
1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12156: Cyclohexene,3-propyl- T ‘
81.0 14.00
m/z 41.10 36.32%
5000
015PMNNL‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.116 2.24 ng/ul 292200  Acenaphthene-di10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 42
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 42
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 38
4 Dodecane 170 C12H26 000112-40-3 38
5 Eicosane, 9-cyclohexyl- 364 C26H52 004443-61-2 35
Abundance Scan 1858 (14.116 min): BP014469.D\data.ms (-1854) (- 57.05 100.00%
57.
5000 \/\/\/\/\»J\W/J
14 00 14 50
182.0
OWM 281.0340.9 4148  520.4 71.05  92.98%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14552: Heptane, 2,6-dimethyl-
43.0

5000
14 00 14 50
m/z 55.00 87.18%
13.0
O‘\\”\“\\f.]\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
— —
14.00 14.50
5000 ITI/Z 41.00 73.71%
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90203: Dodecane, 2,6,11-trimethyl- —— —
57.0 14.00 14.50
m/z 43.05 71.80%
5000
okl Jﬁ'u‘HH"HH_H‘_H“w‘w‘wwm e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 20 unknown-06 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.522 3.29 ng/ul 428997  Acenaphthene-d10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrazole, 1-vinyl-3,5-dimethyl- 122 C7H1ON2 015967-75-6 43
2 1,5-Cyclodecadiene, (E,Z)- 136 C1leH16 001124-78-3 43
3 7,10,13-Eicosatrienoic acid, met... 320 C21H3602 030223-51-9 38
4 (7S)-trans-syn-cis-Tricyclo[7.3.... 180 C12H200 073495-57-5 35
5 Bicyclopentylidene 136 C10H16 016189-35-8 35
Abundance Scan 1927 (14.522 min): BP014469.D\data.ms (-1923) (- | m/z 122.10 100.00%
122.1
50001 41.0
T
\ 198.2 282 1450
I
0 L, 1952 28213428 4153 489.35471 4 7 67.00  67.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11243: Pyrazole, 1-vinyl-3,5-dimethyl-
122.0
5000 — :
8.0 14.50
\ m/z 80.05 46.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18077: 1,5-Cyclodecadiene, (E,Z)-
67.0
T
14.50
5000 m/z 81.10 43.94%
136.0
0 "“\ i
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #225057: 7,10,13-Eicosatrienoic acid, methyl ester —— ‘
67.0 14.50
m/z 41.00 43.71%
5000
164.0 320.0
o MM s, . o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 21 Mesitylacetic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.163 2.90 ng/ul 377691  Acenaphthene-d10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylacetic acid 178 C11H1402 004408-60-0 87
2 Benzenepropanol, 2,4,6-trimethyl- 178 C12H180 027645-07-4 83
3 1H-Imidazole, 1-[(2,4,6-trimethy... 200 C13H16N2 084567-17-9 64
4 2,4,6-Trimethylbenzyl mercaptan,... 362 C14H13F70S 1000469-60-5 64
5 4-Ethylbenzoic acid, ethyl ester 178 C11H1402 036207-13-3 59
Abundance Scan 2036 (15.163 min): BP014469.D\data.ms (-2032) (- m/z 133.00 100.00%
133.0
5000
41.1 A —
L m} l | 1b2a 4270 15.00 15.50
oL bbb i 2P2-1 267.1327.0 416847715448 /7 178 05  27.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52481: Mesitylacetic acid
133.0
5000 —r —
15.00 15.50
m/z 81.00 26.83%
39.0 ‘
0 ‘\\L\L”ih‘\“\h\‘\“J\m\\‘\‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52848: Benzenepropanol, 2,4,6-trimethyl-
133.0
—— —
15.00 15.50
5000 m/z 41.10 21.78%
410 gl
0Ll e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75993: 1H-Imidazole, 1-[(2,4,6-trimethylphenyl)methyl]- —— —
133.0 15.00 15.50
m/z 95.10 18.41%
5000
200.0
0““1‘9"()‘“”“'}“1\‘:“Hm‘HH‘mwm‘mWm‘mwum —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 22 1,2,3,4,4a,5,6,8a-0Octahydro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.722 5.21 ng/ul 678273  Acenaphthene-di10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4,4a,5,6,8a-0ctahydro-naph... 136 C10H16 031244-58-3 64
2 Naphthalene, 1,1'-ethylidenebis[... 302 C22H38 054934-70-2 43
3 Adamantane 136 C1@H16 000281-23-2 43
4 (3-Nitrophenyl) methanol, ethyl ... 181 C9H11NO3 1000374-64-4 38
5 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 35

Abundance Scan 2131 (15.722 min): BP014469.D\data.ms (-2127) (- m/z 136.05 100.00%

136.1
67.
5000

I L —
‘h |h | » | 196.1 281.9342.0 414.9 490.0549. 1550 1600
My m/z 81.10 71.89%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #18146: 1,2,3,4,4a,5,6,8a-Octahydro-naphthalene
95.0

5000

o

——
15.50 16.00
m/z 95.10  60.34%

\h\ \ "N\ T ‘ T \ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202481: Naphthalene, 1,1'-ethylidenebis[decahydro-

0
137.0
41.0 — ‘ ‘
15.50 16.00
5000 m/z 67.00 60.23%
0 ““l2041)3020 WowVNPﬁWWAJ\NMwWM\VA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18012: Adamantane T —

136.0 15.50 16.00
m/z 137.05 55.31%

H"‘ J’\w

. — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 23 Benzophenone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.028 2.97 ng/ul 386922  Acenaphthene-d10 14.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 94
3 Benzophenone 182 C13H100 000119-61-9 93
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2183 (16.028 min): BP014469.D\data.ms (-2179) (- m/z 105.00 100.00%
105.0
T T \
16.00
01 S8Rl ik 2903 357,0415.0476.0534.4 /7 77.00  76.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 —— :
16.00
m/z 182.05  49.34%
O \\\\‘\\”\\‘\\\\‘h\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
R \
182.0 16.00
5000 m/z 51.00 26.05%
27.0 |
Ot e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone T ‘
105.0 16.00
m/z 50.00 8.99%
h T \/\AJL
0 27‘0‘ il i I
e e e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 24 unknown-07 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.198  3.33 ng/ul 441918 Phenanthrene-dle 17.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclopenten-1-yl- 144 cua2 000825-54-7 30

2 3-Butyl-9-methyl-6,10b-dihydro-[... 368 C15H20N203S 1010481-60-6 25
3 3-Isobutyl-9-methyl-6,10b-dihydr... 308 C15H20N203S 1000481-60-9 22

4 1,3-Disilacyclobutane, 1,1,3,3-t... 144 C6H16Si2 001627-98-1 22
5 2-Ethyl-1-H-indene 144 C11H12 017059-50-6 18
Abundance Scan 2212 (16.198 min): BP014469.D\data.ms (-2208) (-, | m/z 144.00 100.00%
144.0
55.0
5000
1600  16.50
20.1 : :
281.0 -
ol 341.9 416.9 484.4545." m/z 95.10 70.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23560: Benzene, 1-cyclopenten-1-yl-
144.0
5000 T ——
16.00 16.50
66.0 m/z 55.00 62.08%
O‘\\‘IW!\‘#\\{‘!‘L\AH\M\ 1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #208842: 3-Butyl-9-methyl-6,10b-dihydro-[1,2,4]thiadiazi
144.0
— —
16.00 16.50
5000 m/z 129.00 61.76%

o

BT VT L S— MMMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #208843: 3-Isobutyl-9-methyl-6,10b-dihydro-[1,2,4]thiadiz
144.0 16 00 16 50

m/z 81.00 58.11%

. AWMWVMWbeVmemme
253.0

uwan 1 1IN0

el !
o_Hw,‘m‘um_‘H_‘H_mmH“w‘w‘wwm S —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

SFAM-EPA-BP©32823.M Mon Apr 03 05:30:03 2023 Page: 28



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.381 3.53 ng/ul 468388  Phenanthrene-d10 17.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 90
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 87
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 86
5 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 80
Abundance Scan 2243 (16.381 min): BP014469.D\data.ms (-2239) (- | m/z 57.10 100.00%
57.1
— ——
‘ ‘ 1470506 1 16.00 16.50
O bkl lly L 2961 2810 355.14149476.15364 1/, 71,65  82.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 — —
16.00 16.50
m/z 43.00 55.62%
O‘\\\‘\“\JIWI‘?-W%?.TO‘]\-I!BE.‘O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
— ——
16.00 16.50
5000 m/z 85.05 28.44%
169.0
RN S = 2
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90205: Dodecane, 2,6,11-trimethyl- — —
43.0 16.00 16.50
m/z 41.10 23.13%
5000 W\M
113.0
obkb byl or0 — S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 26 Phosphine oxide, tributyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.751 3.85 ng/ul 511556  Phenanthrene-d10 17.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphine oxide, tributyl- 218 C12H270P 000814-29-9 92
2 Phosphine oxide, tributyl- 218 C12H270P 000814-29-9 50
3 Phosphine oxide, tributyl- 218 C12H270P 000814-29-9 43
4 Benzene, (3-methylpentyl)- 162 C12H18 054410-69-4 18
5 Benzene, (3-methylpentyl)- 162 C12H18 054410-69-4 18

Abundance Scan 2306 (16.751 min): BP014469.D\data.ms (-2302) (- m/z 92.00 100.00%

92.0
5000 1891

_—
h “ ‘ | 16.50 17.00
bl LR, 2532 3430 429.2480.9549: . 78 09 57.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96409: Phosphine oxide, tributyl-
92.0

5000 —— e
16.50 17.00
189.0

’ ‘ ' m/z 189.10 38.43%
m

29.0 ‘
‘\\J\‘\M[‘LW‘W“\‘\[\\f\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96412: Phosphine oxide, tributyl-
92.0

O

o

16.50 17.00
5000 m/z 156.00 38.06%
189.0
Tl

o"w\J\“muu‘HHAH_LH_m_H‘_m_m‘www

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96410: Phosphine oxide, tributyl- T T
92.0 16.50 17.00

m/z 141.00  35.00%

5000 m
189.0
29.0
‘IUH,‘ ’H\

O bt b b L — —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 27 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
17.916 2.19 ng/ul 290681  Phenanthrene-die 17.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 96
2 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 90
3 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 81
4 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 70
5 4-tert-Butyl-2,6-dimethylphenol, ... 250 C15H260Si 1000495-37-2 68
Abundance Scan 2504 (17.916 min): BP014469.D\data.ms (-2501) (| m/z 235.10 100.00%
236.1
5000 Jk\
—=
91.0 }l | | 18,00
O bk bbb ‘M e il 29513550 4610 849. 4 7 207.05  26.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135798: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
5000 T
18.00
570 m/z 236.10 16.43%
‘ :‘115 .0175. 0‘
O \\\“\\‘\\“\h\“\‘\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135799: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
—
18.00
5000 m/z 250.10 16.15%
o ST0 11501750,
Fr e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135797: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr P
235.0 18.00
m/z 91.00 11.32%
5000 \/WWWM
41.0
‘ :‘ll"S .0175.0
O bttt b e b e e e e
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\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc

ALS vial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 28 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.298 4.75 ng/ul 631739  Phenanthrene-di10 17.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
Abundance Scan 2569 (18.298 min): BP014469.D\data.ms (-2566) (- m/z 73.00 100.00%
73.0
5000 \/\JLN
2132 a— ——
”} . l 18.00 18.50
ob- LARLLEEEL | 1y 2721 3032 415047515349 ) 60 00 86.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR T 7
18.00 18.50
“ 213.0 m/z 43.10 85.80%
0‘\\\ ‘H \L"“\L“}\‘ \WI\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
—— —
18.00 18.50
5000 m/z 41.05 74 .20%
129.0
I TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T ——
73.0 18.00 18.50
m/z 55.10 67.93%
256.0
5000
“ 57.0
ol bk JH“'\JM,HM —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014469.D

Acqg On : 01 Apr 2023 06:03
Operator : CG/JU

Sample : 02093-07

Misc :

ALS Vvial : 79 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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|
trans-4-Methylc... 10.569 2.6 ng/ul 244337 2 10.834 1907160 20.0
Cyclopentene, 1... 10.693 3.1 ng/ul 298602 2 10.834 1907160 20.0
1,3-Dimethyl-1-... 11.416 3.1 ng/ul 295277 2 10.834 1907160 20.0
2-Furanecarboxy... 11.587 7.0 ng/ul 669114 2 10.834 1907160 20.0
unknown-01 11.704 3.7 ng/ul 351348 2 10.834 1907160 20.0
unknown-02 12.063 3.8 ng/ul 362492 2 10.834 1907160 20.0
Trichloroacetic... 12.193 2.4 ng/ul 226788 2 10.834 1907160 20.0
Hepten-2-yl tig... 12.481 3.5 ng/ul 330721 2 10.834 1907160 20.90
(DEL) Alkane: C... 12.634 5.1 ng/ul 488758 2 10.834 1907160 20.0
trans-3,5-Dimet... 12.734 3.0 ng/ul 289856 2 10.834 1907160 20.0
Cyclohexanol, 2... 12.805 3.7 ng/ul 479194 3 14.663 2604160 20.0
1,3-Hexadiene, ... 12.899 3.0 ng/ul 385904 3 14.663 2604160 20.0
unknown-03 13.199 3.6 ng/ul 465605 3 14.663 2604160 20.0
Cyclohexene, 1,... 13.493 2.4 ng/ul 308851 3 14.663 2604160 20.0
unknown-04 13.704 3.2 ng/ul 419247 3 14.663 2604160 20.0
13-Tetradece-11... 13.875 2.2 ng/ul 281054 3 14.663 2604160 20.0
unknown-05 13.922 5.0 ng/ul 651033 3 14.663 2604160 20.0
1,1-Cyclohexane... 14.052 3.5 ng/ul 457053 3 14.663 2604160 20.0
(DEL) Alkane: S... 14.116 2.2 ng/ul 292200 3 14.663 2604160 20.0
unknown-06 14.522 3.3 ng/ul 428997 3 14.663 2604160 20.0
Mesitylacetic acid 15.163 2.9 ng/ul 377691 3 14.663 2604160 20.0
1,2,3,4,4a,5,6,... 15.722 5.2 ng/ul 678273 3 14.663 2604160 20.0
Benzophenone 16.028 3.0 ng/ul 386922 3 14.663 2604160 20.0
unknown-07 16.198 3.3 ng/ul 441918 4 17.428 2657280 20.90
(DEL) Alkane: S... 16.381 3.5 ng/ul 468388 4 17.428 2657280 20.0
Phosphine oxide... 16.751 3.9 ng/ul 511556 4 17.428 2657280 20.0
Benzoic acid, 3... 17.916 2.2 ng/ul 290681 4 17.428 2657280 20.0
n-Hexadecanoic ... 18.298 4.8 ng/ul 631739 4 17.428 2657280 20.0
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