LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © 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@16331.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.276 12 15 21 rvB2 15062 21126 0.81% 0.074%
2 3.746 93 95 110 rBV 67439 186513 7.12% 0.654%
3 4.040 141 145 152 rVB 30427 49568 1.89% 0.174%
4 4,217 172 175 184 rBV 41631 120709 4.61% 0.423%
5 4.581 232 237 242 rBV8 7958 13732 ©0.52% 0.048%
6 4.799 272 274 277 rBv4 2588 2781 0.11% 0.010%
7 5.358 363 369 375 rBvVv8 12917 25427 ©.97% 0.089%
8 5.817 437 447 456 rBV2 214548 482207 18.41% 1.690%
9 5.899 456 461 477 rVB2 48759 159418 6.09% 0.559%
10 6.105 492 496 499 rVB5 2504 3499 0.13% 0.012%
11 6.181 504 509 516 rVV2 44859 76425 < 2.92% 0.268%
12 6.293 526 528 532 rVB5 2005 2773 0.11% 0.010%
13 6.581 576 577 597 rBV 266372 706949 26.99% 2.478%
14 7.175 671 678 693 rBv2 101353 413738 15.80% 1.450%
15 7.293 693 698 718 rVB 127199 363708 13.89% 1.275%
16 7.499 727 733 759 rVB 170354 450244 17.19% 1.578%
17 7.952 802 810 825 rBV 217718 608582 23.24%  2.133%
18 8.058 825 828 839 rVWW3 33419 89452  3.42% 0.313%
19 8.164 841 846 850 rVB6 6969 14156 0.54% 0.050%
20 8.263 856 863 880 rBV 314984 658514 25.14%  2.308%
21 8.493 900 902 905 rVB4 2723 2741 0.10% 0.010%
22 8.687 933 935 939 rVB5 3516 3121 0.12% 0.011%
23 8.793 945 953 957 rBV7 35663 108109 4.13% 0.379%
24  9.081 1000 1002 1009 rVBS8 2513 3488 ©0.13% 0.012%
25 9.187 1013 1020 1049 rBV 136071 523569 19.99% 1.835%
26 9.458 1063 1066 1075 rVB10O 5492 9950 ©0.38% 0.035%
27 9.634 1092 1096 1098 rVB5 2087 3066 0.12% 0.011%
28 9.916 1136 1144 1166 rBV3 83924 437977 16.72%  1.535%
29 10.475 1230 1239 1240 rBV8 7257 13819 0.53% 0.048%
30 10.528 1241 1248 1275 rVV3 87674 499619 19.08% 1.751%
31 10.781 1284 1291 1321 rVB 332015 989333 37.78% 3.467%
32 11.087 1334 1343 1355 rBvV3 20533 94805 3.62% 0.332%
33 11.269 1371 1374 1375 rBV3 2912 3200 0.12% 0.011%
34 11.675 1440 1443 1448 rVB7 2481 2897 0.11% 0.010%
35 11.928 1481 1486 1488 rBV6 2813 3694 0.14% 0.013%
36 12.063 1506 1509 1510 rBV3 3427 4003 0.15% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © 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 12.446 1568 1574 1579 rBV9 6194 12035 0.46% 0.042%
38 12.746 1618 1625 1629 rBV9 5691 14417 ©.55% 0.051%
39 12.816 1632 1637 1639 rVvV 14289 25892 0.99% 0.091%
40 12.846 1639 1642 1650 rVB 14427 28005 1.07% 0.098%
41 13.199 1699 1702 1703 rBV3 3664 3367 ©0.13% 0.012%
42 13.493 1746 1752 1762 rBV6 10043 23087 0.88% 0.081%
43 14.034 1835 1844 1873 rBV 489118 1265099 48.31% 4.434%
44 14.304 1883 1890 1906 rBV 693735 1318814 50.36% 4.622%
45 14.446 1912 1914 1921 rVB8 8128 11652 0.44% 0.041%
46 14.604 1934 1941 1968 rVB 818369 1462442 55.84% 5.125%
47 15.010 2002 2010 2019 rBV6 54102 252089 9.63% 0.883%
48 15.404 2076 2077 2084 rVB7 5208 4567 0.17% 0.016%
49 15.616 2106 2113 2134 rBV 754157 1808228 69.05% 6.337%
50 15.834 2143 2150 2173 rBV4 90517 451833 17.25% 1.584%
51 15.998 2173 2178 2191 rVB 121253 213649 8.16% 0.749%
52 16.145 2201 2203 2210 rVB7 7114 13345 0.51% 0.047%
53 16.251 2219 2221 2231 rVB7 4781 9870 0.38% 0.035%
54 16.545 2267 2271 2278 rVB9 7752 14639 0.56% 0.051%
55 16.604 2278 2281 2285 rBV6 3282 5351 ©.20% 0.019%
56 16.781 2306 2311 2312 rBV5 5316 5617 ©.21% 0.020%
57 16.922 2329 2335 2344 rBV5 14159 32912 1.26% 0.115%
58 17.045 2352 2356 2358 rBV5 4521 6101 0.23% 0.021%
59 17.092 2359 2364 2365 rBV5 10653 14141 0.54% 0.050%
60 17.257 2385 2392 2403 rBV5 17416 44518 1.70% 0.156%
61 17.369 2405 2411 2424 rBV 1154878 1895616 72.38% 6.643%
62 17.481 2424 2430 2450 rVV2 671196 1610025 61.48% 5.643%
63 17.610 2450 2452 2456 rVB4 6927 8806 ©0.34% 0.031%
64 18.010 2515 2520 2523 rBV7 11107 17753 0.68% 0.062%
65 18.087 2531 2533 2535 rBV2 4811 3985 0.15% 0.014%
66 18.228 2552 2557 2568 rBV 273125 502517 19.19% 1.761%
67 18.422 2585 2590 2596 rBv4 27225 76014  2.90% 0.266%
68 18.834 2654 2660 2662 rBV7 12375 25390 0.97% ©0.089%
69 18.975 2680 2684 2695 rBV9 29025 96491 3.68% 0.338%
70 19.286 2734 2737 2740 rBV3 17542 20167 0.77% 0.071%
71 19.363 2748 2750 2754 rVB 25334 28789 1.10% 0.101%
72 19.457 2762 2766 2773 rBV 121459 199327 7.61% 0.699%
73 19.710 2803 2809 2823 rBV 1431490 2618878 100.00% 9.178%
74 21.116 3045 3048 3050 rBV2 53568 64058 2.45% 0.224%
75 21.163 3051 3056 3067 rVB4 155607 453224 17.31% 1.588%
76 21.475 3104 3109 3120 rBV2 1184845 2421521 92.46% 8.487%

SFAM-EPA-BP@71223.MA.M Thu Jul 20 11:31:55 2023 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample 1 03472-11

Misc

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © 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 23.792 3498 3503 3520 rVB2 755162 1883343 71.91% 6.600%
78 23.957 3525 3531 3556 rVB 817490 2413277 92.15%  8.458%

Sum of corrected areas: 28533763
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 Jul 2023 19:20
: MA/JU
: 03472-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
BP016331.D

: 14  Sample Multiplier: 1

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

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BP016331.D\data.ms

8.263 10.781

5.817 6.581

7.952
74 9.187 9.916 10 528
216 >["004817 4 sa1700 5358 %\&%&%Lﬂ 8. 4e§ﬁgk6&3 110826911675

Time-->

350 400 450 500 550 6.00 6. 50 7. 00 7. 50 8. OO 850 9. 00 9.50 10.00 10.50 11.00 11.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

19286312 442 HE 3 198.493 445 o195, 4;4 L6 A FCRRGURTAIR2S

TIC: BP016331.D\data.ms
19.710

17.369

14.604
15.616
14.304 1.481

14.034

552998

0
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP016331.D\data.ms
21.475

23.957
23.79

21.163
21.

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\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc

ALS vial : 14 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 Formamide, N,N-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.217 3.97 ng/ul 120709 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 72
2 Glycinamide, N(2)-methyl- 88 C3H8N20 1000452-55-9 56
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 56
4 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 38
5 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 9

Abundance Scan 175 (4.217 min): BP016331.D\data.ms (-172) (-) m/z 73.00 100.00%

73.0
5000 Aﬂf\\
R A RARRE S
147.2 2211281 3.80 4.00 4.20 4.40 4.60
ok b 2502 22112810 354.9 4289 5031 m/z 43.95  86.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #847: Formamide, N,N-dimethyl-
73.0
5000 | B LB B
3.80 4.00 4.20 4.40 4.60
15T m/z 41.95 47.54%
0‘\‘H\J\‘“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2204: Glycinamide, N(2)-methyl-
73.0
R e e RARRRE
3.80 4.00 4.20 4.40 4.60
5000 m/z 42.95 10.29%
1L5. |
o b e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #848: Formamide, N,N-dimethyl- Ramas e A RE R
44.0 3.80 4.00 4.20 4.40 4.60
m/z 40.95 8.43%
- WWW
o‘u“uwH‘Wm_mwWH‘_m‘HHWH‘WMHW [
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc

ALS vial : 14

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 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 2 2-Cyclohexen-1-o0l Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.817 15.85 ng/ul 482207 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 96
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 94
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 91
4 2-Methylene cyclopentanol 98 C6H100 020461-31-8 83
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 47

Abundance Scan 447 (5.817 min): BP016331.D\data.ms (-437) (-)
70.0

m/z 70.00 100.00%

%

5000
Rmaas e AR RRR Y o
\ | ‘\ ‘ 5.40 5.60 5.80 6.00 6.20
obAlil 13291930 2681 3571 429149025481 1, g5 95 43.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3586: 2-Cyclohexen-1-0
70.0
5000 J%\\\\‘\\\\‘\\\\‘\\\\’\\
5.40 5.60 5.80 6.00 6.20
‘ U m/z 39.00 37.04%
0‘\\\\"”\“HL\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3579: 2-Cyclohexen-1-0
70.0

5.40 5.60 5.80 6.00 6.20
5000 m/z 54.95 36.90%

lznil

i

o

ob el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3585: 2-Cyclohexen-1-ol RRRNRREEREEEES
70.0 5.40 5.60 5.80 6.00 6.20
m/z 68.95 35.42%
5000 Jk
O“HMM.”’ i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc

ALS vial : 14 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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.899 5.24 ng/ul 159418 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Pentadiene, 5-bromo- 146 C5H7Br 001001-93-0 47

2 1-Pentyne, 4-methyl- 82 C6H10 007154-75-8 38

3 Pyrrole 67 CAH5N 000109-97-7 38

4 1-Cyclopentene-1-carboxylic acid 112 C6H802 001560-11-8 38

5 7-Bromo-4,5-diazaspiro[2.4]hept-... 174 C5H7BrnN2 1000261-52-7 36

Abundance Scan 461 (5.899 min): BP016331.D\data.ms (-456) (-) m/z 67.00 100.00%
67.0

—

5000
SRR T TR
1031 081 5.60 5.80 6.00 6.20
C
Ol Afd | 13481931 281.9340.6 4290  544C .95 95 48.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25178: 1,3-Pentadiene, 5-bromo-
67.0
5000 L L B LN B
5.60 5.80 6.00 6.20
m/z 39.00 48.07%
| ‘ 146.0
O‘\\JWf‘{l\d\%l\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1382: 1-Pentyne, 4-methyl-
67.0
S T T
5.60 5.80 6.00 6.20
5000 m/z 41.00 47 .71%
0‘mu{“‘"mhuu_‘H,‘m‘uH‘HH_m‘mwmwmw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #448: Pyrrole R aRaamsmERe e
67.0 5.60 5.80 6.00 6.20
m/z 95.00  26.89%
- J\“\M
Olprreb e || el e
m/z--> 0 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\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc

ALS vial : 14 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 4 Cyclohexene,3-(2-propenyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.181 2.51 ng/ul 76425 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 72
2 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 64
3 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 53
4 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 53
5 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 53
Abundance Scan 509 (6.181 min): BP016331.D\data.ms (-504) (-) m/z 80.95 100.00%
81.0
5000
R N R RamaEe ]
’ ‘ ‘ 147.1207.0 5.80 6.00 6.20 6.40 6.60
ol Hhidy 124712070 28183410 4150 4955 . 79 09  51.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11443: Cyclohexene,3-(2-propenyl)-
81.0
5000 U L B B L
5.80 6.00 6.20 6.40 6.60
m/z 80.10 31.71%
O \\U““\h\‘ \h‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9436: Cyclopropane, 1-chloro-2-(1-propenyl)-
81.0
A R e e et
5.80 6.00 6.20 6.40 6.60
5000 m/z 52.95 21.70%
0 ‘liL‘J,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3287: Bicyclo[2.1.0]pentane, 1,4-dimethyl- R RS Ly s
81.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 20.13%
5000
0 HH, A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc

ALS vial : 14

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 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 2-Cyclohexen-1-one Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.581 23.23 ng/ul 706949  1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 94
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 90
4 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 59
5 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 53

Abundance Scan 577 (6.581 min): BP016331.D\data.ms (-570) (-) m/z 67.95 100.00%

68.0
5000

.
‘ 2070 6.20 6.40 6.60 6.80 7.00
131.0 207.0266.9327.8 406.6 491.1549. B
dd 1310 27020693278 4006 4911949 m/z 39.e0  28.22%

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3150: 2-Cyclohexen-1-one
68.0
5000 TTrr ool

6.20 6.40 6.60 6.80 7.00
L m/z 96.00 24.54%
il

il
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3151: 2-Cyclohexen-1-one
68.0

6.20 6.40 6.60 6.80 7.00
5000 m/z 40.00 19.64%

J. M A
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 AJ\\V

Abundance #3153: 2-Cyclohexen-1-one T T T e
68.0 6.20 6.40 6.60 6.80 7.00

m/z 42.00 9.87%

L JL

Y e e S T
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550  6.20 6.40 6.60 6.80 7.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc

ALS vial : 14 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 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.058 2.94 ng/ul 89452  1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 59
2 3-Ethyl-3-hexene 112 C8H16 016789-51-8 59
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 49
4 2-Butenoic acid, 2-methyl-, meth... 114 C6H1002 005953-76-4 47
5 1-Pentene, 3-ethyl-3-methyl- 112 C8H16 006196-60-7 47
Abundance Scan 828 (8.058 min): BP016331.D\data.ms (-825) (-) m/z 55.00 100.00%

55.0

=

5000
R B aamtee
‘ ‘ 1529 250.8 3558 7.80 8.00 8.20 8.40
Oboblhdy [ 2220 2508 35584179 8174 .. 39,00  32.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7247: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000 L LI R LA BN R

7.80 8.00 8.20 8.40
m/z 41.00  27.52%

‘ “ Il JﬁlL-O

O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7522: 3-Ethyl-3-hexene
55.0
R A ARERaRs
7.80 8.00 8.20 8.40
5000 ITI/Z 82.95 21.47%
o s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one e
55.0 7.80 8.00 8.20 8.40
m/z 57.00  18.47%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc

ALS vial : 14 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 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 7 2-Chlorocyclohexanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.263 21.64 ng/ul 658514 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 91
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 90
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 64
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 53
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 45
Abundance Scan 863 (8.263 min): BP016331.D\data.ms (-856) (-) m/z 57.00 100.00%
57.0
5000
W “l 133.9 8.00 8.20 8.40 8.60
o_m”‘JMW‘w“2‘9,1”8‘“2‘?9‘9‘“355"?“4‘1‘5‘?“”‘5‘1‘39“ m/z 80.00 27.62%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #17285: 2-Chlorocyclohexano
57.0
5000 L R R R R R
8.00 8.20 8.40 8.60
‘ m/z 41.60  19.32%
134.0
O‘\\“#W‘A\d\h\“\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17287: 2-Chlorocyclohexano
57.0
R AR R
8.00 8.20 8.40 8.60
5000 m/z 81.00 19.13%
o M 1310
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17286: 2-Chlorocyclohexanol o ARRmEEsEIussasn e
57.0 8.00 8.20 8.40 8.60
m/z 39.00 17.19%
5000
H} 134.0
o_“Ju‘”"“!huuH‘w,‘HWm_m‘uwa”w”w M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc

ALS vial : 14 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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.998 2.25 ng/ul 213649  Phenanthrene-di10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 90

Abundance Scan 2178 (15.998 min): BP016331.D\data.ms (-2173) (- m/z 105.00 100.00%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 1600

105.0
5000 182.1
39 1600
O b 2821 3551 4309 5252 sz 77.e0  73.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56922: Benzophenone
105.0
5000
182.0 16.00
m/z 182.05 47.95%
27.0
0\\\\‘\\”\1[\\\\’l\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
—
182.0 16.00
5000 ITI z 50.95 31.56%
27.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone
105.0 1600
m/z 49.95 10.84%
182.0
5000
0 |
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc

ALS vial : 14 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 9 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.228 5.30 ng/ul 502517  Phenanthrene-d10 17.369
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90
Abundance Scan 2557 (18.228 min): BP016331.D\data.ms (-2552) (- m/z 72.95 100.00%
73.0
5000 AJL
213 2 et M
w ] l{ 810 18.00 18.50
0l H\Wﬂw‘m\m‘ 12810 3569 4291 5219 = m/z 43.e5 87.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R 1
18.00 18.50
V 213.0 m/z 60.00 84.32%
O‘\\\ “ ‘\Lll‘\h“\h\\“\1!\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
420 256.0
— =
18.00 18.50
5000 m/z 41.00 68.61%
129.0
O‘MMM“'\}??bJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 55.00 67.68%
5000 256.0
129.0
AN e -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample : 03472-11

Misc

ALS vial : 14 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 1-Heneicosyl formate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.163 3.74 ng/ul 453224  Chrysene-d12 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 Cyclotetracosane 336 C24H48 000297-03-0 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 93

Abundance Scan 3056 (21.163 min): BP016331.D\data.ms (-3051) (- m/z 57.00 100.00%

57.0
5000

1p5.1 S o
.}FL 191.0 28%0 355.0415.1 489.1549. 21.00 21.50

o i L SRR AB9.LBA9 7 55 00 93.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — ——
21.00 21.50
5.0 m/z 83.00 90.57%
LiLlLy 080 2980
O‘\\\’\!lW\‘1\\‘T“\‘\\‘\“\\\\‘\‘\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
21.00 21.50
5000 336.0 ITI/Z 43.00 90.24%
F3.0
265.0
O‘HAMJH‘JW&ﬂﬂﬂﬁwmmyumnhﬁw‘u‘_‘u‘u‘w‘u‘_
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T T
55.0 21.00 21.50

m/z 69.00  85.20%

5000
‘ 5.0
\h Il J. \} | ‘\ I 196.0 266.0

L ——— S —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016331.D

Acqg On : 19 Jul 2023 19:20
Operator : MA/JU

Sample 1 03472-11

Misc

ALS Vvial : 14 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|

Formamide, N,N-... 4.217 4.0 ng/ul 120709 1 7.952 608582 20.0
2-Cyclohexen-1-0l 5.817 15.9 ng/ul 482207 1 7.952 608582 20.0
unknown-01 5.899 5.2 ng/ul 159418 1 7.952 608582 20.0
Cyclohexene,3-(... 6.181 2.5 ng/ul 76425 1 7.952 608582 20.0
2-Cyclohexen-1-one 6.581 23.2 ng/ul 706949 1 7.952 608582 20.0
7-Oxabicyclo[4.... 8.058 2.9 ng/ul 89452 1 7.952 608582 20.90
2-Chlorocyclohe... 8.263 21.6 ng/ul 658514 1 7.952 608582 20.0
Benzophenone 15.998 2.3 ng/ul 213649 4 17.369 1895620 20.0
n-Hexadecanoic ... 18.228 5.3 ng/ul 502517 4 17.369 1895620 20.0

3.7 5 0

1-Heneicosyl fo... 21.163 ng/ul 453224 21.475 2421520 20.
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