LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc :

ALS Vvial : 22 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@16339.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 23 rVB 55411 80688 1.58% 0.133%
2 3.723 89 91 125 rBV 523457 1147494 22.52% 1.898%
3 4.034 140 144 157 rVB 94081 160119 3.14% 0.265%
4 4,187 167 170 183 rBV 147753 403379 7.92% 0.667%
5 4.287 184 187 204 rVB2 68586 150672 2.96%  0.249%
6 4.575 232 236 241 rBV5 17939 25704 0.50% 0.043%
7 5.352 363 368 375 rBvV2 44576 79289 1.56% 0.131%
8 5.534 394 399 402 rBV7 7671 13249 0.26% 0.022%
9 5.811 439 446 452 rBV2 1005052 1696590 33.30% 2.806%
106 5.870 452 456 469 rVB 278239 636773 12.50% 1.053%
11 6.070 486 490 501 rVB 14042 34423 0.68% 0.957%
12 6.181 503 509 517 rVB 213987 343130 6.74% 0.568%
13 6.381 540 543 546 rBV2 6267 9363 0.18% 0.015%
14 6.564 568 574 594 rBV 1169253 2302724 45.20%  3.809%
15 7.134 665 671 689 rVW 519845 1625826 31.91% 2.689%
16 7.275 689 695 722 rVW 653313 1368232 26.86% 2.263%
17 7.475 722 729 753 rVWW 770830 1558284 30.59% 2.578%
18 7.675 758 763 769 rBV3 22355 41356 0.81% 0.068%
19 7.940 801 808 820 rBV 594027 1213947 23.83% 2.008%
20 8.046 820 826 836 rVB 112788 254756 5.00% 0.421%
21 8.134 836 841 846 rBvVv3 30085 64244  1.26% 0.106%
22 8.252 854 861 883 rBV 2018462 3647720 71.60% 6.034%
23 8.658 926 930 933 rBV4 12999 20187 0.40% 0.033%
24 8.705 933 938 942 rBV 188207 396154 7.78%  0.655%
25 8.816 954 957 973 rVB4 55784 140714 2.76% 0.233%
26 8.934 973 977 991 rVB2 39190 84576 1.66% 0.140%
27 9.140 1005 1012 1025 rBV 656212 1441158 28.29% 2.384%
28 9.258 1029 1032 1036 rVB3 27229 40548 0.80% 0.067%
29 9.458 1062 1066 1068 rVB5 4737 6200 0.12% 0.010%
30 9.622 1089 1094 1095 rBV5 5127 8160 0.16% 0.013%

31  9.869 1127 1136 1158 rBV 418931 1301228 25.54%

2.
32 10.034 1159 1164 1172 rVW5 45879 108221 2.12% 0.179%
33 10.40e5 1221 1227 1228 rBV6 4927 8448 0.17% 0.014%
34 10.458 1228 1236 1267 rVV 379408 1910068 37.49%  3.159%
35 10.681 1269 1274 1280 rVVv2 25991 78138 1.53% ©0.129%

36 10.763 1281 1288 1306 rVB 886630 1939553 38.07%  3.208%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc :

ALS Vvial : 22 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 11.e52 1332 1337 1341 rBV2 18389 40964 0.80% 0.068%
38 11.240 1364 1369 1384 rVB4 37098 93705 1.84% 0.155%
39 12.040 1495 1505 1514 rBv2 16256 59232 1.16% 0.098%
40 12.404 1562 1567 1578 rVB4 15582 35026 0.69% ©0.058%
41 12.716 1612 1620 1627 rBV3 24135 48908 0.96% 0.081%
42 12.793 1627 1633 1636 rvV 68186 112154 2.20% 0.186%
43 12.828 1636 1639 1653 rVB2 69838 127873  2.51% 0.212%
44 12.969 1659 1663 1668 rVB8 4649 10369 0.20% 0.017%
45 13.134 1689 1691 1696 rVB6 5603 7497 0.15% 0.012%
46 13.193 1698 1701 1705 rBV3 6537 9073 0.18% 0.015%
47 13.475 1742 1749 1759 rBV 26476 50871 1.00% ©0.084%
48 14.016 1832 1841 1853 rBV 1432274 2689584 52.80% 4.449%
49 14.098 1853 1855 1864 rVB6 33325 63028 1.24% 0.104%
50 14.293 1881 1888 1905 rBV2 1806788 2953524 57.98%  4.885%
51 14.446 1910 1914 1920 rVB7 17080 31056 0.61% 0.051%
52 14.598 1933 1940 1952 rBV 1220629 1983477 38.94% 3.281%
53 14.928 1988 1996 2019 rBV2 194869 1083511 21.27% 1.792%
54 15.087 2020 2023 2024 rBV3 16153 17274 0.34% 0.029%
55 15.393 2073 2075 2079 rvVvB2 8012 7542 0.15% 0.012%
56 15.598 2103 2110 2127 rBV 2069275 3898598 76.53% 6.449%
57 15.787 2136 2142 2164 rBV 320622 1009466 19.82% 1.670%
58 15.975 2169 2174 2188 rVB 250832 407601 8.00% 0.674%
59 16.134 2197 2201 2208 rVBS8 14654 24798 0.49% 0.041%
60 16.251 2218 2221 2225 rVB4 11589 14910 0.29% 0.025%
61 16.322 2229 2233 2240 rVB8 12369 20451 0.40% 0.034%
62 16.534 2265 2269 2272 rVB4 6955 8930 0.18% 0.015%
63 16.634 2282 2286 2291 rBV8 3195 6515 ©0.13% 0.011%
64 16.681 2291 2294 2298 rVB6 4461 6335 0.12% ©0.010%
65 16.775 2303 2310 2316 rBV6 8885 25036 0.49% 0.041%
66 16.898 2326 2331 2342 rBV3 22378 47449 0.93% 0.078%
67 17.028 2349 2353 2358 rVB8 5669 9691 0.19% 0.016%
68 17.075 2358 2361 2365 rBV5 7821 12886 0.25% 0.021%
69 17.245 2385 2390 2399 rBV2 26583 64110 1.26% 0.106%
70 17.363 2403 2410 2422 rBV 1685982 2517278 49.41% 4.164%
71 17.469 2422 2428 2448 rVV2 1380467 2873111 56.40% 4.752%
72 17.604 2449 2451 2454 rVV4 8514 8422 0.17% 0.014%
73 18.004 2517 2519 2524 rVB6 10197 10404 0.20% 0.017%
74 18.081 2528 2532 2535 rBVS5 11442 15996 0.31% 0.026%
75 18.222 2551 2556 2566 rBV 747246 1151160 22.60% 1.904%
76 18.304 2567 2570 2581 rVv4 54418 123643  2.43% 0.205%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22 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 18.392 2581 2585 2598 rVV2 49408 140277 2.75% 0.232%
78 18.569 2612 2615 2618 rBv4 13336 16981 ©0.33% 0.028%
79 18.616 2620 2623 2629 rVV7 29489 54788 1.08% 0.091%
80 18.781 2647 2651 2661 rBV3 52951 133377 2.62% 0.221%
81 18.934 2672 2677 2686 rBv4 89622 243146  4.77%  0.402%
82 19.086 2698 2703 2709 rBV3 47942 98864 1.94% 0.164%
83 19.275 2732 2735 2739 rVB 39955 47320 0.93% 0.078%
84 19.351 2745 2748 2756 rVB 63715 86369 1.70% 0.143%
85 19.451 2761 2765 2778 rBV 297363 500969 9.83% 0.829%
86 19.698 2802 2807 2828 rBV 3237686 5094322 100.00%  8.426%
87 21.151 3049 3054 3066 rBV2 285210 742792 14.58%  1.229%
88 21.469 3103 3108 3117 rBV 1415653 2567031 50.39% 4.246%
89 23.786 3496 3502 3515 rVB2 1060426 2445763 48.01% 4.045%
90 23.951 3524 3530 3549 rVB 869966 2262314 44.41% 3.742%

Sum of corrected areas: 60457086
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 19 Jul 2023 23:51
: MA/JU
: 03472-25

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
BP016339.D

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST20.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BP016339.D\data.ms

8.252

10.763

5.811
7 940 9.140

7. 275
7.13
5870, 181
75 5.38%34 6 0 7. 675

3.723

4.054%67, 575

9.869  10.458
%&1@8 255822100340, 11.05240

8.705

8.50 900 9.50 10.00 10.50 11.00 11.50

350 400 450 5. 00

5.50 600 6.50 700 7.50 800

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP016339.D\data.ms

19.698

15.598
14.293

17.363

14.016
14.598

14,928
14\0984.4. 08i%5.303

12.040.2.4068% 475

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

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BP016339.D\data.ms

21.469
23.786
3.951

21.151

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 : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 Toluene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.034 2.64 ng/ul 160119 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 94
2 Toluene 92 C7H8 000108-88-3 93
3 Toluene 92 C7H8 000108-88-3 93
4 Toluene 92 C7H8 000108-88-3 90
5 Toluene 92 C7H8 000108-88-3 90
Abundance Scan 144 (4.034 min): BP016339.D\data.ms (-140) (-) m/z 90.95 100.00%
91.0
5000 k
R RARER RS
3.80 4.00 4.20 4.40
oL rbihid 1909 2601 35444149 5041 1. o5 0 54.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2753: Toluene
91.0
5000 LB L B I IR A L
3.80 4.00 4.20 4.40
m/z 65.00 12.85%
O ‘\27\.9{\#\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2759: Toluene
91.0
P T R T
3.80 4.00 4.20 4.40
5000 m/z 39.00 11.66%
0 _7;91\«“‘m_m_m,w_m,w,w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2755: Toluene R REma AR
91.0 3.80 4.00 4.20 4.40
m/z 63.00 8.38%
5000
27\.3\ IU |
Ol e Pl T el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 Formamide, N,N-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.187 6.65 ng/ul 403379  1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 87
2 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 86
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 86
4 Glycinamide, N(2)-methyl- 88 C3H8N20 1000452-55-9 78
5 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 72

Abundance Scan 170 (4.187 min): BP016339.D\data.ms (-167) (-) m/z 72.95 100.00%

73.0
5000 k
T T T
_ 3.80 4.00 4.20 4.40 4.60
Ol L 182.9 20002693 3549 431.2 5427  n/z 43.95 87.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #847: Formamide, N,N-dimethyl-
73.0
5000 [ L B R
3.80 4.00 4.20 4.40 4.60
& m/z 42.00 46.72%
O]‘-ﬂH\'\i“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #849: Formamide, N,N-dimethyl-
44.0
R T e
3.80 4.00 4.20 4.40 4.60
5000 m/z 43.00 10.60%
o‘J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #848: Formamide, N,N-dimethyl- R A RARESRRRT
44.0 3.80 4.00 4.20 4.40 4.60
m/z 72.00 7.23%
5000 ky
o"‘H e R e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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 : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 2,4-Dimethylfuran Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.287 2.48 ng/ul 150672  1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylfuran 96 C6H80 003710-43-8 59
2 1-Silacyclohexa-2,5-diene 96 C5H8Si 081200-77-3 53
3 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 47
4 2,2,2-Trimethoxy-4,5-dimethyl-1,... 210 C7H1505P 001665-79-8 40
5 1H-Imidazole, 1,5-dimethyl- 96 C5H8N2 010447-93-5 38
Abundance Scan 187 (4.287 min): BP016339.D\data.ms (-184) (-) m/z 39.00 100.00%
39.0
96.0
5000
R R
‘“ 207.0 3559 4.00 4.20 4.40 4.60

(
obr i) . 20702689 359.9414.0 4908547 m/z 66.95 94.90%

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

Abundance #3148: 2,4-Dimethylfuran
96.0
50001 39. N e s
4.00 4.20 4.40 4.60

m/z 95.95 82.72%

0\\|‘1J"\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #3128: 1-Silacyclohexa-2,5-diene

96.0
T e
4.00 4.20 4.40 4.60
5000 m/z 95.00 45.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3177: 2-Cyclopenten-1-one, 2-methyl- T T R
67.0 4.00 4.20 4.40 4.60
m/z 41.00 41.04%
B K«M\N\MM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:38:28 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 2-Cyclohexen-1-ol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.811  27.95 ng/ul 1696590 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 91
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 87
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 81
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 50
5 2-Methylene cyclopentanol 98 C6H100 020461-31-8 40
Abundance Scan 446 (5.811 min): BP016339.D\data.ms (-439) (-) m/z 70.00 100.00%
70.0

—

5000
Rmaas e RERERRRREE
i ‘ 5.40 5.60 5.80 6.00 6.20
0 _WM | 146.9207.0266,9 3408 4289489.0549.  n/z 83.00 43.56%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #3586: 2-Cyclohexen-1-0
70.0
5000 R RN R
5.40 5.60 5.80 6.00 6.20
m/z 39.00 35.33%
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 68.95 34.84%

lZJH \}‘

b,

—

oA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3585: 2-Cyclohexen-1-ol R R RRREE
70.0 5.40 5.60 5.80 6.00 6.20
m/z 54.95 34.11%
ol “l 1“” \}. ’

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 : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 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 Cyclopentene, 3-ethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.870  10.49 ng/ul 636773 1,4-Dichlorobenzene-d4 7.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 52
2 1,3-Pentadiene, 5-bromo- 146 C5H7Br 001001-93-0 50
3 2-Pentyn-4-one 82 C5H60 007299-55-0 37
4 1-Butyne, 3,3-dimethyl- 82 C6H1e 000917-92-0 32
5 Pyrrole 67 C4H5N 000109-97-7 25
Abundance Scan 456 (5.870 min): BP016339.D\data.ms (-452) (-) m/z 67.00 100.00%

67.0
5000 /JL

S L SN
‘ 5.60 5.80 6.00 6.20
bl | 1858 207.0267.0326,9 4008 4686 5380 n/; 96,00  45.49%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3231: Cyclopentene, 3-ethyl-
67.0
5000 I RN R R
5.60 5.80 6.00 6.20
m/z 39.00 39.10%
O‘\\‘L\J\”m\‘\u\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25178: 1,3-Pentadiene, 5-bromo-
67.0
T T
5.60 5.80 6.00 6.20
5000 ITI/Z 41.00 32.59%
146.0
0‘H“,'MMWH‘““H‘_H‘_m,‘m,uu,uu,mWm,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1329: 2-Pentyn-4-one REEaEaEEE S RN
67.0 5.60 5.80 6.00 6.20
m/z 95.00 25.29%
5000 Jk
0‘”,'“““ R RRRN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:38:30 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 Cyclohexene, 3-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.181 5.65 ng/ul 343130 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 78
2 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 72
3 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 64
4 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 64
5 Cyclopropane, 1-chloro-2-ethenyl... 116 C6H9C1 062337-93-3 59
Abundance Scan 509 (6.181 min): BP016339.D\data.ms (-503) (-) m/z 81.00 100.00%

81.0
5000
VN

T T T
hi 5.80 6.00 6.20 6.40 6.60
L

1790 266.9 354.8 429.0490.1548. P
N M b 20 2009 354.8 429049015880 "m/z 78.95  48.53%

m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #9430: Cyclohexene, 3-chloro-
81.0

5000 T
5.80 6.00 6.20 6.40 6.60

m/z 79.95  29.22%
| ‘\

\\“m\”\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #11443: Cyclohexene,3-(2-propenyl)-
81.0

5.80 6.00 6.20 6.40 6.60

o

o

5000 ITI/Z 52.95 22.98%

m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #36451: Cyclohexene, 3-bromo- N e
81.0 5.80 6.00 6.20 6.40 6.60

m/z 39.00 19.78%

5000

I b,

m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40 6.60

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:38:32 2023 Page: 10



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\

Library Search Compound Report

Data File : BP@16339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS vial : 22

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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

Concentration Rank 2

Peak Number 7 2-Cyclohexen-1-one

R.T. EstConc Area Relative to ISTD R.T.
6.564 37.94 ng/ul 2302720 1,4-Dichlorobenzene-d4 7.940
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 91
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
5 1,5-Cyclooctadien-4-one 122 C8H1e0 001460-21-5 36
Abundance Scan 574 (6.564 min): BP016339.D\data.ms (-568) (-) m/z 67.95 100.00%
68.0
5000 /k
e RAAREEESEEE
‘M ‘ 6.20 6.40 6.60 6.80
bk 1787 2666 341.0399.6459.3519.1  n/z 39.00  26.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3150: 2-Cyclohexen-1-one
68.0
5000 LI L B I LA LA BN L I
6.20 6.40 6.60 6.80
L m/z 95.95 25.81%
O‘\\A\‘\“m\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3153: 2-Cyclohexen-1-one
68.0
 E AAEEEERERES
6.20 6.40 6.60 6.80
5000 m/z 39.95 19.16%
SV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3151: 2-Cyclohexen-1-one A e
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.68%
5000 /\
Ll

Ll L
IR B L B L B L L B L BRI L B

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

6.20 6.40 6.60 6.80

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:38:33 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\

Data File : BP©16339.D

Acqg On : 19 Jul 2023 23:51

Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.046 4.20 ng/ul 254756  1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 87
2 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 86
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 81
4 3-Ethyl-3-hexene 112 C8H16 016789-51-8 53
5 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 52

Abundance Scan 826 (8.046 min): BP016339.D\data.ms (-820) (-)
55.0

m/z 55.00 100.00%

5000

=

“} \ﬂLO ) 7.80 8.00 8.20 8.40
O flhf B0 2090 281.8 3691 442.9 544Z /7 39,00 28.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000 L B L I L B
7.80 8.00 8.20 8.40
m/z 41.00 25.53%
18.0

O‘\\\\“"\‘I\\AJ\T‘\%\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #7551: 3-Heptene, 4-methyl-
55.0
7.80 8.00 8.20 8.40
5000 ITI/Z 111.95 24.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7244 7-Oxabicyclo[4.1.0]heptan-2-one R ARERAREEEES R
55.0 7.80 8.00 8.20 8.40
m/z 57.00  24.52%
5000
Lk
0‘\'w‘\,”\‘iu'\‘\u\‘\u\‘\u\‘\u\‘uH‘\m‘\m‘\m‘uu‘\ R ama e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:38:34 2023
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP071923\

Data File : BP@16339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 2-Chlorocyclohexanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.252 60.10 ng/ul 3647720 1,4-Dichlorobenzene-d4 7.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 94
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 94
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 59
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 50
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 49
Abundance Scan 861 (8.252 min): BP016339.D\data.ms (-854) (-) m/z 56.95 100.00%
57.0
5000 /k
R RER
m “l 134.0 8.00 8.20 8.40 8.60
ol fpdb =70 207.0 284.8 354.8414.0472.35322  n/z 80.00  25.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17288: 2-Chlorocyclohexano
57.0
5000 LB L B I B
8.00 8.20 8.40 8.60
‘ m/z 80.95 18.32%
134.0
O‘\\”\‘m”\}\l“\’l‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17285: 2-Chlorocyclohexano
57.0
AR ARRERRRE R
8.00 8.20 8.40 8.60
5000 m/z 41.00 18.28%
134.0
o“Jm”'-hM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17286: 2-Chlorocyclohexanol EEEE e ARARRNEEE
57.0 8.00 8.20 8.40 8.60
m/z 44.00 17.52%
5000 JL/
0 MMAnMJ134°

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

8.00 8.20 8.40 8.60

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:38:35 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 unknown-01 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.816 2.32 ng/ul 140714 1,4-Dichlorobenzene-d4 7.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 39
-Bromohexanoic acid, 3-methylbu... 264 C11H21Br02 1000282-30-7 38

uih wNnPE
NNMNDNON

-Butenal, (Z)- 70 C4H60 015798-64-8 32
-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 25
-Cyclohexen-1-0l1 98 C6H100 000822-67-3 23
Abundance Scan 957 (8.816 min): BP016339.D\data.ms (-954) (-) m/z 57.00 100.00%
57.0
o W
‘ 8.40 8.60 8.80 9.00 9.20
132.8 209.2 341.8 : : : : :
o_‘J‘ll‘”‘l“mwu_m‘m‘2‘*‘3‘1"?"m‘wf‘??;?wﬁ?f";% m/z 70.00 94.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0
5000 [T o i T T[T irr T
8.40 8.60 8.80 9.00 9.20
m/z 58.05 48.29%
0 ‘ ‘in‘ ‘Hi‘ “\‘n\h 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #152332: 6-Bromohexanoic acid, 3-methylbutyl ester

-

70.0
M RaaaEe S L
8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 41.00 32.03%
177.0
ow‘-rH‘u?‘“’-o,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #610: 2-Butenal, (Z)- R e
70.0 8.40 8.60 8.80 9.00 9.20
m/z 39.00 31.14%
- \\WMN\\/M
o_%lmlnu_‘w‘H‘_‘H_‘H_m_‘H_m‘w‘w‘w_ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00 9.20

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:38:36 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 11 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.975 4.11 ng/ul 407601  Acenaphthene-d10 14.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 97
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2174 (15.975 min): BP016339.D\data.ms (-2169) (- | m/z 104.95 100.00%
105.0
5000 182.1
=
29 _ 16.00
Ofrorbide b 2527 35494162 489.1548° /7 76.95  77.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 T
16.00
m/z 182.05 47.77%
27.0 | ‘
O \\‘\‘\‘\\l\\‘\\\\“\\!\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
=
182.0 16.00
5000 ’ m/z 50.95 35.09%
L S
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 11.61%
5000 182.0
0 27‘0‘ il i I
e e e e e e e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:38:38 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.222 9.15 ng/ul 1151160  Phenanthrene-d10 17.363
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 98
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 2556 (18.222 min): BP016339.D\data.ms (-2551) (- m/z 73.00 100.00%

73.0
5000

213 2 ‘ —
“ } 18.00 18.50
mm 283.9 357.1 431.2 499.6

o

ek ‘W‘H‘_ﬁﬂm‘m““w‘u S71 43124996 m/z 43.00  86.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 1
18.00 18.50
“ 213.0 m/z 59.95 81.61%
0‘\\\‘[‘ \L";H“}\lL!!\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 55.00 68.17%
129.0
ANl
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 41.00 66.91%
5000 256.0
129.0
oL L, Ui 1950 | |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:38:39 2023 Page: 16



Data Path : Z:\
Data File : BP@

Acqg On : 19
Operator : MA/
Sample : 034

Misc
ALS vial : 22

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP071923\
16339.D

Jul 2023 23:51

Ju

72-25

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 13 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.451 3.90 ng/ul 500969 Chrysene-d12 21.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
5 Octadecanoic acid 284 C18H3602 000057-11-4 83

Abundance Scan 2765 (19.451 min): BP016339.D\data.ms (-2761) (-

3

m/z 73.00 100.00%

5000

r

2412

“ 'U I \l L 19.50

Ol L w_m,mmm\‘3‘2“7} 400.8460.9521.9 /7 43.00 98.97%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 L
19.50
‘ M‘ 1850  284.0 m/z 60.00 80.65%
0‘\\‘\”[‘ ‘I h“‘rh\\H‘H\\\\]\Hr‘H\\\‘\H\‘HH‘\\H‘\H\‘HH‘\

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

Abundance #179091: Octadecanoic acid
43.0
T
19.50
5000 129.0 m/z 55.80  74.43%
284.0
o_“““‘ “‘MWWM“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid —
43.0 19.50
m/z 41.00 72.57%
5000
129.0
“ 284.0
o_“‘ ““H'WHP,*‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:38:40 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample : 03472-25

Misc

ALS Vvial : 22  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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.151 5.79 ng/ul 742792  Chrysene-di12 21.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 (C24H48 010192-32-2 94
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 3054 (21.151 min): BP016339.D\data.ms (-3049) (- m/z 55.00 100.00%
q

55.0
5000

1p5.1 T T
207.0 2820 21.00 21.50

omwHJMu}wwmM\m‘m"_‘“‘?13517““‘459(4‘54?:’ m/z 43.00 96.41%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016339.D

Acqg On : 19 Jul 2023 23:51
Operator : MA/JU

Sample 1 03472-25

Misc

ALS Vvial : 22 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|
Toluene 4.034 2.6 ng/ul 160119 1 7.940 1213950 20.0
Formamide, N,N-... 4.187 6.7 ng/ul 403379 1 7.940 1213950 20.0
2,4-Dimethylfuran 4.287 2.5 ng/ul 150672 1 7.940 1213950 20.0
2-Cyclohexen-1-0l 5.811 27.9 ng/ul 1696590 1 7.940 1213950 20.0
Cyclopentene, 3... 5.870 10.5 ng/ul 636773 1 7.940 1213950 20.0
Cyclohexene, 3-... 6.181 5.7 ng/ul 343136 1 7.940 1213950 20.0
2-Cyclohexen-1-one 6.564 37.9 ng/ul 2302720 1 7.940 1213950 20.0
7-Oxabicyclo[4.... 8.046 4.2 ng/ul 254756 1  7.940 1213950 20.0
2-Chlorocyclohe... 8.252 60.1 ng/ul 3647720 1 7.940 1213950 20.0
unknown-01 8.816 2.3 ng/ul 140714 1 7.940 1213950 20.0
Benzophenone 15.975 4.1 ng/ul 407601 3 14.599 1983480 20.0
n-Hexadecanoic ... 18.222 9.2 ng/ul 1151160 4 17.363 2517280 20.0
Octadecanoic acid 19.451 3.9 ng/ul 500969 5 21.469 2567030 20.0
(DEL) Alkane: S... 21.151 5.8 ng/ul 742792 5 21.469 2567030 20.0
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