LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc :

ALS Vvial : 13  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@16227.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.281 13 16 21 rBV 33188 47381 0.75% 0.077%
2 3.740 91 94 123 rBV 341444 837360 13.22% 1.366%
3  4.052 143 147 157 rVB 25075 46556 0.73% 0.076%
4 4.304 185 190 201 rBV2 75192 139029 2.19% 0.227%
5 4.593 234 239 248 rVV2 91448 159045 2.51% 0.260%
6 5.004 305 309 317 rVB6 5648 10856 0.17% 0.018%
7 5.151 330 334 341 rVB10 6386 13390 0.21% 0.022%
8 5.369 364 371 377 rBV 86608 151049 2.38% 0.246%
9 5.416 377 379 388 rvB2 17239 32966 0.52% 0.054%
106 5.557 397 403 416 rBV 68050 198530 3.13% 0.324%
11 5.793 438 443 445 rBV2 99565 154153  2.43% 0.252%
12 5.828 445 449 456 rVWV 791126 1406474 22.20% 2.295%
13 5.893 456 460 483 rVB2 163102 558626 8.82% 0.911%
14 6.198 506 512 523 rVB 212300 350878 5.54% 0.573%
15 6.404 542 547 551 rvv2 7889 16297 0.26% 0.027%
16 6.581 570 577 603 rBV 1505423 3030561 47.84%  4.945%
17 7.151 668 674 693 rBVY 355053 1185803 18.72% 1.935%
18 7.293 693 698 717 rVB 445094 896677 14.15% 1.463%
19 7.493 726 732 759 rBvV 533954 1217958 19.23% 1.987%
20 7.687 760 765 776 rVB2 41086 76678  1.21% 0.125%
21 7.957 805 811 823 rBV 390558 853359 13.47% 1.392%
22 8.057 823 828 838 rvB2 109731 247632 3.91% 0.404%
23 8.151 838 844 857 rVB2 46235 105449 1.66% 0.172%
24 8.275 857 865 879 rBV 3680414 6334941 100.00% 10.337%
25 8.510 902 905 911 rVB3 11449 21049 0.33% 0.034%
26 8.610 911 922 928 rBV5 31577 73650 1.16% 0.120%
27 8.669 928 932 937 rBV3 33746 58042 0.92% 0.095%
28 8.728 937 942 946 rBV 152318 326801 5.16% 0.533%
29 8.840 956 961 972 rVB2 102634 216300 3.41% 0.353%
30 8.951 975 980 988 rvB 192851 353009 5.57% 0.576%
31 9.069 996 1000 1008 rVB 24211 43578 0.69% 0.071%
32 9.163 1009 1016 1028 rBV 438820 1066629 16.84% 1.740%
33 9.275 1028 1035 1045 rVB 96490 241245 3.81% 0.394%
34 9.539 1074 1080 1084 rBV8 6720 13437 0.21% 0.022%
35 9.587 1086 1088 1094 rVB4 9144 14441 0.23% 0.024%
36 9.657 1095 1100 1105 rBV5 16599 30374 0.48% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc :

ALS Vvial : 13  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 9.804 1119 1125 1132 rVB3 14385 29456 0.46% 0.048%
38 9.898 1134 1141 1159 rBV 279339 943716 14.90%  1.540%
39 10.163 1182 1186 1195 rVB 13641 31345 0.49% 0.051%
40 10.269 1196 1204 1210 rBV 6971 24229 0.38% 0.040%
41 10.486 1227 1241 1272 rBV2 279705 1414153 22.32% 2.307%
42 10.728 1274 1282 1286 rVV2 36010 104395 1.65% 0.170%
43 10.786 1286 1292 1316 rVB 605233 1479044 23.35% 2.413%
44 11.063 1333 1339 1355 rBV3 26671 102016 1.61% 0.166%
45 11.263 1369 1373 1380 rVB1e 10729 22633 0.36% 0.037%
46 11.416 1393 1399 1404 rBVS 12793 31541 0.50% 0.051%
47 11.604 1426 1431 1438 rBVi1e 8930 20885 ©0.33% 0.034%
48 11.704 1443 1448 1457 rBV1e 9450 27156 0.43% 0.044%
49 12.192 1521 1531 1534 rBvVi1e 10745 29388 0.46% 0.048%
50 12.445 1569 1574 1580 rVB5 6260 11309 0.18% 0.018%

51 12.728 1617 1622 1632 rBV2 51337 103056 1.63% ©.168%

52 12.816 1632 1637 1639 rVv2 28951 43777 0.69% 0.071%
53 12.851 1639 1643 1648 rVB2 29402 52468 ©.83% 0.086%
54 13.328 1721 1724 1732 rVB10O 6128 11401 0.18% 0.019%
55 13.410 1732 1738 1745 rBV 37735 66739 1.05% ©.109%
56 13.498 1748 1753 1756 rBV2 15809 25779 0.41% 0.042%
57 14.033 1838 1844 1865 rVV 1147126 2286212 36.09%  3.730%
58 14.316 1876 1892 1913 rBV 1586825 2989287 47.19%  4.878%
59 14.616 1936 1943 1961 rBV 1231759 2043825 32.26%  3.335%
60 14.751 1964 1966 1972 rVB7 7305 13303 0.21% 0.022%
61 14.957 1990 2001 2007 rBV3 150208 485619 7.67% 0©.792%
62 15.380 2069 2073 2077 rVV5 9343 15057 0.24% 0.025%
63 15.439 2079 2083 2091 rVB2 24898 54633 0.86% ©0.089%
64 15.622 2106 2114 2129 rBV 1740675 3532774 55.77% 5.764%
65 15.810 2140 2146 2166 rBV 240180 900353 14.21%  1.469%
66 16.010 2175 2180 2192 rVB4 43176 91169 1.44% 0.149%
67 16.174 2200 2208 2218 rBv4 35461 133077 2.10% ©0.217%
68 16.274 2222 2225 2232 rVB3 21346 34641 0.55% ©0.057%
69 16.927 2333 2336 2345 rVB7 16188 38357 0.61% 0.063%
70 17.010 2345 2350 2353 rBV6 10857 17844 0.28% 0.029%
71 17.098 2361 2365 2367 rBV3 15519 19717 ©.31% 0.032%
72 17.127 2367 2370 2375 rVB5 14596 20175 0.32% 0.033%
73 17.274 2390 2395 2402 rVBS8 14241 34514 0.54% 0.056%
74 17.380 2407 2413 2426 rVV 1697147 2627048 41.47%  4.286%
75 17.492 2426 2432 2452 rVV 1185477 2685175 42.39%  4.381%
76 17.651 2455 2459 2465 rVB5 29199 50656 ©.80% ©0.083%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc :

ALS Vvial : 13  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 18.021 2517 2522 2531 rBV 160286 216090 3.41% 0.353%
78 18.098 2531 2535 2538 rBV5 20680 34306 ©0.54% 0.056%
79 18.239 2555 2559 2567 rBV2 77634 139904 2.21% 0.228%
80 18.321 2570 2573 2579 rVB2 26892 41377 0.65% 0.068%
81 18.427 2586 2591 2595 rBV5 30749 65750 1.04% 0.107%
82 18.545 2608 2611 2616 rVB4 26905 33345 0.53% 0.054%
83 18.651 2624 2629 2634 rBV9 17918 41325 0.65% 0.067%
84 18.757 2644 2647 2652 rBV 32370 40759 0.64% 0.067%
85 18.815 2652 2657 2667 rBv8 31261 108511 1.71% 0.177%
86 18.927 2673 2676 2680 rBV3 17201 19446 0.31% 0.032%
87 18.974 2681 2684 2685 rBV3 22943 26170 0.41% 0.043%
88 18.998 2686 2688 2693 rVB4 45625 57947 0.91% 0.095%
89 19.057 2695 2698 2700 rBV3 18817 24463 0.39% 0.040%
90 19.110 2703 2707 2709 rBV2 61236 75362 1.19% 0.123%
91 19.145 2709 2713 2716 rVB 198271 207595 3.28% 0.339%
92 19.274 2731 2735 2737 rBV 68481 98489 1.55% 0.161%
93 19.468 2765 2768 2774 rBV4 58770 94525 1.49% 0.154%
94 19.715 2805 2810 2828 rBV 2870796 4796676 75.72% 7.827%
95 19.904 2839 2842 2846 rVB 53145 58507 ©.92% 0.095%
96 21.333 3082 3085 3093 rVB 423301 466813 7.37% 0.762%
97 21.486 3106 3111 3123 rBV 1502674 3043557 48.04% 4.966%
98 22.562 3289 3294 3304 rBV 1445291 2032645 32.09% 3.317%
99 23.809 3500 3506 3522 rVB2 1355196 3132598 49.45% 5.111%
100 23.980 3528 3535 3556 rVB 1162808 3252628 51.34% 5.307%

Sum of corrected areas: 61286913
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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

Abundance TIC: BP016227.D\data.ms
3500000 8.27%

3000000
2500000

2000000

6.581
1500000

1000000 5.828

10.786
7 24493 9 163
500000 3.740 5108 7.15 7.957 9.898 10. 486

MSQ 304.593 5 gafE3PHEST 6.40: 7.687 %@Eﬁ} ﬁaws daaoss 81.06 63 1BTA

- e
\\‘\\\\\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\

Time--> 350 4.00 4.50 5.00 5.50 .0 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP016227.D\data.ms

3500000

o

3000000 19.715

2500000

2000000

15.622
14.316 17.380
1500000
14.033 | 14616 17.492

1000000

500000 5810

| 12.192.4437888 1333408 75155 60407244 16 ARIGY

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 TIC: BP016227.D\data.ms

3500000

3000000

2500000
22.562

21.486 23.809
2000000 3.980
1500000
1000000 21 33

500000

0\ T T ‘ T T ‘ L ‘ T T ’ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ L ‘ T
Time--> 21.00 2150 22.00 2250 23.00 2350 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\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 Cyclopropane, ethylidene- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.304 3.26 ng/ul 139029 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 74
2 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 72
3 1,4-Pentadiene 68 C5H8 000591-93-5 72
4 1,4-Pentadiene 68 C5H8 000591-93-5 72
5 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 72
Abundance Scan 190 (4.304 min): BP016227.D\data.ms (-185) (-) m/z 67.00 100.00%
67.0
R TR
V 146 9207.0 4.00 4.20 4.40 4.60
ol Al d 2221 295.1358.9 4307 5282 nm/z 38.95  94.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #535: Cyclopropane, ethylidene-
67.0
5000 L B L B R
4.00 4.20 4.40 4.60
‘ m/z 68.00  82.88%
O ‘\\‘\‘\J‘\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #521: 1,3-Pentadiene, (2)-
67.0
R
4.00 4.20 4.40 4.60
5000 m/z 41.00 68.79%
MU
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #512: 1,4-Pentadiene R R
67.0 4.00 4.20 4.40 4.60
m/z 95.95 55.72%
) MAJ\U]L
0 ‘HkhMMH“H‘_“W‘H“H‘W“H‘H“M‘H“H‘_“W‘ A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 Tetrachloroethylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.593 3.73 ng/ul 159045 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97

4 Tetrachloroethylene 164 C2Cl4 000127-18-4 94
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 16

Abundance Scan 239 (4.593 min): BP016227.D\data.ms (-234) (-) m/z 165.80 100.00%

165.8

—

93.9
5000
R e R
3 ’ ‘ ’ 2810 356.0 042 4.20 4.40 4.60 4.80 5.00
ol S3PLLL L L 2810 3560 4288 504.2 ./, 163,75 82.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39854: Tetrachloroethylene
166.0
5000 [T T T[T T T T T T T
94.0 4.20 4.40 4.60 4.80 5.00

m/z 128.90  73.33%

3S'F |

O‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39853: Tetrachloroethylene
166.0

%

4.20 4.40 4.60 4.80 5.00
5000 94.0 m/z 130.80 68.61%

35.F
L “ ‘ ’\ h ‘ “ ‘

—

o'ttt
m/z--> é) Sb 160 1E‘>0 260 25‘>0 360 35‘0 460 4%0 560 5%0
Abundance #39850: Tetrachloroethylene EERRRE RS SRR EEE RS
166.0 4.20 4.40 4.60 4.80 5.00
m/z 93.90  52.28%
5000
94.0

?

ol { ‘

‘\\\\‘\\\\‘\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 7-Oxabicyclo[4.1.0]heptane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.369 3.54 ng/ul 151049 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane 98 C6H100 000286-20-4 91
2 7-Oxabicyclo[4.1.0]heptane 98 C6H100 000286-20-4 72
3 Aziridine, 1-(1-propenyl)-, (E)- 83 C5H9N 080839-91-4 52
4 Propanenitrile, 3,3'-iminobis- 123 C6H9N3 000111-94-4 47
5 2-Hexenal 98 C6H100 000505-57-7 43
Abundance Scan 371 (5.369 min): BP016227.D\data.ms (-364) (-) m/z 82.95 100.00%
83.0
5000
T
| 207.0 5.00 5.20 5.40 5.60
oAbl 1439717 2816 3547 43635028 ./, a1.60 80.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3657: 7-Oxabicyclo[4.1.0]heptane
41.0
5000 \‘\Hjm//\\‘?ﬁﬁu‘\
5.00 5.20 5.40 5.60
m/z 41.95 70.12%
Ollﬂjlélo“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3659: 7-Oxabicyclo[4.1.0]heptane
83.0 /\\

5.00 5.20 5.40 5.60
5000 m/z 39.00  58.31%

OMJL | .\H’ I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)- R e ERREE
41.0 5.00 5.20 5.40 5.60

m/z 53.95 44.60%

5000 J\
0 . ‘I A J\\

e e L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 p-Xylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.557 4.65 ng/ul 198530 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 Benzene, 1,3-dimethyl- 106 C8H1e0 000108-38-3 97
3 p-Xylene 106 C8H10 000106-42-3 95
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
5 p-Xylene 106 C8H10 000106-42-3 95
Abundance Scan 403 (5.557 min): BP016227.D\data.ms (-397) (-) m/z 91.00 100.00%

91.0
5000

T T T T
| 5.20 5.40 5.60 5.80
b, 193.0 281.0 354.8 429.1 501.5 m/z 106.10  48.41%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5724 p-Xylene
91.0

5000 R RESNABL_SSIvRUL S
5.20 5.40 5.60 5.80

m/z 104.95  22.87%

P7.
\J\PJ‘L\‘“\M\ ‘“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5749: Benzene, 1,3-dimethyl-
91.0

5.20 5.40 5.60 5.80

o

o

5000 m/z 76.95 15.76%
7.
0 mﬁM b e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5726: p-Xylene S AR EREEa T
91.0 5.20 5.40 5.60 5.80

m/z 51.00 11.91%

h MWJ\/\
Pl

Y o e S e
miz--> 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 5 wunknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.793 3.61 ng/ul 154153 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 38
2 Cyclohexene, 1-methoxy- 112 C7H120 000931-57-7 38
3 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 27
4 Sorbic Acid 112 C6H802 000110-44-1 27
5 Cyclopropanecarboxamidine 84 C4H8N2 054070-74-5 22
Abundance Scan 443 (5.793 min): BP016227.D\data.ms (-438) (-) m/z 83.95 100.00%
84.0

-

5000
S
H 160.9220.9283.3347.2 4417 534.4 >:405.60/5.80 600 6.20
owu',U‘;\ b P T T e T m/z 41.00 61.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7406: Cyclopentanone, 2-ethyl-
84.0
5000 J\ﬁm”‘uu‘uu‘u

5.40 5.60 5.80 6.00 6.20
m/z 69.00 60.85%

il

O‘\\1‘!’\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7371: Cyclohexene, 1-methoxy-
84.0
R e R
5.40 5.60 5.80 6.00 6.20
5000 m/z 96.95 60.48%
02',‘”“‘1",,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1631: Furan, 2,3-dihydro-4-methyl- Rmaas e RS
84.0 5.40 5.60 5.80 6.00 6.20
m/z 79.00 51.59%
5000
)]
0“\‘\‘\“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\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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 3

Peak Number 6 2-Cyclohexen-1-o0l

R.T. EstConc Area Relative to ISTD R.T.
5.828 32.96 ng/ul 1406470  1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 95
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 93
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 59
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 43
5 2-Methylene cyclopentanol 98 C6H100 020461-31-8 42
Abundance Scan 449 (5.828 min): BP016227.D\data.ms (-445) (-) m/z 70.00 100.00%

70.0
5000

T
5.60 5.80 6.00 6.20

M,“ﬂ \[“12‘5‘;“1””2_2‘1‘ 0280.9341.1399.94604 5262 'm/z 83.00 42.10%

mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #3579: 2-Cyclohexen-1-0
70.0

5000 .
5.60 5.80 6.00 6.20

m/z 97.00 30.88%

lz}rll\“‘lﬂ”\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3586: 2-Cyclohexen-1-0
70.0

5.60 5.80 6.00 6.20
5000 m/z 55.00 30.62%

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

Abundance #3588: 2-Cyclohexen-1-ol e N RBAREE S
70.0 5.60 5.80 6.00 6.20

m/z 39.00  29.26%

) JM
0 n%hm‘

LA L I L B B B B LS U R R R (L R B B B

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

O

o

\“ | U ‘

o
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\

Library Search Compound Report

Data File : BP@16227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknown-02 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.893 13.09 ng/ul 558626 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 47
2 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 45
3 1,4-Pentadiene, 2-methyl- 82 CeH1e 000763-30-4 43
4 2,4-Dimethylfuran 96 C6H80 003710-43-8 43
5 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 42
Abundance Scan 460 (5.893 min): BP016227.D\data.ms (-456) (-) m/z 67.00 100.00%
67.0
- JJ\\HNAN

5.60 5.80 6.00 6.20

147.1207.0 282.0345.0 430.3 502.7

obdidy | 14722070 262.03450 4303 5027 m/z 95.95 52.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1396: 1-Butyne, 3,3-dimethyl-
67.0
5000 LB L L R B B B
5.60 5.80 6.00 6.20
m/z 39.00 37.98%
0‘\‘\\\1\""\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3231: Cyclopentene, 3-ethyl-
67.0
e e
5.60 5.80 6.00 6.20
5000 m/z 41.00 32.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1417: 1,4-Pentadiene, 2-methyl- T
67.0 5.60 5.80 6.00 6.20
m/z 95.00  27.54%
5000 /\j\\
o_w’ut{“w““wmwm‘HH‘w_m_wa‘w‘w_ S SRR LIS

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\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 Cyclohexene,3-(2-propenyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.198 8.22 ng/ul 350878 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 72
2 Cyclohexene, 3-chloro- 116 C6HIC1 002441-97-6 72
3 Cyclohexene, 3-chloro- 116 C6HIC1 002441-97-6 64

4 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 64

5 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 64

Abundance Scan 512 (6.198 min): BP016227.D\data.ms (-506) (-) m/z 81.00 100.00%

81.0
5000
N

5.80 6.00 6.20 6.40 6.60
MLMM 1929 280.8341.1 416.1 512.2

ol bty h 1929 28083411 4161 S122  m/z 78.95  47.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11443: Cyclohexene,3-(2-propenyl)-
81.0
5000 B
5.80 6.00 6.20 6.40 6.60
m/z 80.00 25.70%
0‘\\\“““\“\‘\h’\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9430: Cyclohexene, 3-chloro-
81.0
[ T
5.80 6.00 6.20 6.40 6.60
5000 m/z 52.95 20.79%
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 /\
Abundance #9428: Cyclohexene, 3-chloro- T T
81.0 5.80 6.00 6.20 6.40 6.60

m/z 39.00 18.06%

1~?Hl L J\k K

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 2-Cyclohexen-1-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.581 71.03 ng/ul 3030560 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
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 577 (6.581 min): BP016227.D\data.ms (-570) (-) m/z 68.00 100.00%
68.0

—

5000
AR e R
' ’ 6.20 6.40 6.60 6.80 7.00
Ol rrrdpd 11287192.9  281.9 3550417.14756534.1 /7 95.95  26.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3152: 2-Cyclohexen-1-one
68.0
5000 T T T T T[T T T[T T [TTTT [T
6.20 6.40 6.60 6.80 7.00
m/z 38.95 25.75%
0‘\\‘\\"A\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3153: 2-Cyclohexen-1-one
68.0
B EEaa Ty
6.20 6.40 6.60 6.80 7.00
5000 m/z 39.95 18.55%
0\1'1’,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3150: 2-Cyclohexen-1-one R N R
68.0 6.20 6.40 6.60 6.80 7.00
m/z 42.00 9.74%
5000 /\\
o‘H‘Mu';“um_m,mwmww_mwwwwww T 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.057 5.80 ng/ul 247632  1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 93
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 90
3 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 59
4 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 58
5 3-Heptene, 3-methyl- 112 C8H16 007300-03-0 53
Abundance Scan 828 (8.057 min): BP016227.D\data.ms (-823) (-) m/z 55.00 100.00%
55.0
5000

’ ‘ 1#0 0 7.80 8.00 8.20 8.40
bl 77 19282528 355.0417.0 5121 m/z 39.00  30.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7244: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000 LB L R L I B I
7.80 8.00 8.20 8.40
‘ L m/z 111.95  23.54%
O““'H‘Af‘ll.“
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
e RRRRRREEST ISR
7.80 8.00 8.20 8.40
5000 m/z 56.95 21.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7551: 3-Heptene, 4-methyl- R EEREEREEE S
55.0 7.80 8.00 8.20 8.40
m/z 40.95 21.10%
5000

H H I \“1‘1£.0

R A e ERAR e
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\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 11 7-Oxabicyclo[4.1.0]heptan-2-o0l Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.151 2.47 ng/ul 105449 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 64
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 37
3 Aziridine, 1-(1,1-dimethylethyl)... 127 C8H17N 006125-02-6 28
4 Isoxazolidine-3,5-dicarboxylic a... 189 C7H11NOS 1000187-99-6 28
5 Pentanal, 3-(hydroxymethyl)-4,4-... 144 C8H1602 056805-31-3 28
Abundance Scan 844 (8.151 min): BP016227.D\data.ms (-838) (-) m/z 57.00 100.00%
57.0
5000 /\\
e AEEEREE RS na
' ‘ 210 2207281 7.80 8.00 8.20 8.40
ol My 210 22072810 3559 4289 5234 ./, 70.00 90.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0
5000 IL\‘HH‘HH‘HH‘HH,\
7.80 8.00 8.20 8.40
m/z 57.95 40.31%
O ‘\"\\‘\“d\““w\h\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7707: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
o ARERANNREES R
7.80 8.00 8.20 8.40
5000 m/z 39.00 33.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13673: Aziridine, 1-(1,1-dimethylethyl)-2,3-dimethyl-, tra T T
70.0 7.80 8.00 8.20 8.40
m/z 41.00 29.69%
) J
oz(q“"““‘“‘ R e aas e aad REERAE
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\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 2-Chlorocyclohexanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.275 148.47 ng/ul 6334940 1,4-Dichlorobenzene-d4 7.957

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 64
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 50
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 46
Abundance Scan 865 (8.275 min): BP016227.D\data.ms (-857) (-) m/z 57.00 100.00%
57.0

—

5000
RARERREEEE S S
m ' 133.9 8.00 8.20 8.40 8.60
ol =25-"192.8 2679 34894116471.1529.1 1/ 80.00  26.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17288: 2-Chlorocyclohexano
57.0
5000 LI L B B R
8.00 8.20 8.40 8.60
’ m/z 80.95 18.82%
134.0
0 ‘\\”\JM“A\‘A!I“\‘L‘J‘\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17285: 2-Chlorocyclohexano
57.0
R REE o
8.00 8.20 8.40 8.60
5000 m/z 41.00 18.17%
134.0
0 _JMMM!'MmJu‘w‘HH_‘H_m_m_m_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17286: 2-Chlorocyclohexanol R AR N RS
57.0 8.00 8.20 8.40 8.60
m/z 44.00 17.39%
5000
| HM || 1320
YN Y1 N () DU | S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Cyclohexane, 1,2-dichloro-,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.951 8.27 ng/ul 353009 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, cis- 152 C6H1eC12 010498-35-8 74
2 Cyclohexane, 1,3-dichloro-, cis- 152 C6H1eCl2 024955-63-3 64
3 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 56
4 Benzene, [(cyclohex-1-en-3-yl)me... 172 C13H16 004714-10-7 56
5 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 50
Abundance Scan 980 (8.951 min): BP016227.D\data.ms (-975) (-) m/z 81.00 100.00%
81.0

%

5000
e R R
“ N 1520 8.60 8.80 9.00 9.20
olrddilly 21520 2211 327.1390.9 457.2 5361 1/, gp.@0  55.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29704: Cyclohexane, 1,2-dichloro-, cis-
81.0
5000

8.60 8.80 9.00 9.20
m/z 79.00  20.52%

5.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29706: Cyclohexane, 1,3-dichloro-, cis-
81.0
TR T
8.60 8.80 9.00 9.20
5000 ITI/Z 38.95 17.13%
L, s20
O‘H‘H“lu‘ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37912: Bi-2-cyclohexen-1-yl s AR R a Ea TR
81.0 8.60 8.80 9.00 9.20
m/z 41.00 16.11%
- M
of8OLL Y, 1820
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 unknown-©3 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.275 5.65 ng/ul 241245 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecyn-1-o0l 210 C14H260 055182-74-6 27
2 1-Pentene, 5-nitro- 115 C5H9NO2 023542-51-0 27
3 1,6-Octadiene, 3,7-dimethyl- 138 C1@H18 002436-90-0 25
4 Oxirane, 2,2'-(1,4-butanediyl)bis- 142 C8H1402 002426-07-5 25
5 2-Butynal 68 C4H40 001119-19-3 17

Abundance Scan 1035 (9.275 min): BP016227.D\data.ms (-1028) (-) m/z 41.00 100.00%

41.0
5000
B s
H ‘ 6o 2208 1 9.00 9.20 9.40 9.60
o M09 2e70281.09L1 4148 8194 m/z 57.00 81.13%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87545: 3-Tetradecyn-1-0
41.0
5000 UL L L I NI AL BN
9.00 9.20 9.40 9.60
m/z 96.95 59.71%
O‘\J\\ \\\\‘“\l\‘"\l\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #8756: 1-Pentene, 5-nitro-
41.0
 ERRE R S
9.00 9.20 9.40 9.60
5000 ITI/Z 39.00 58.40%
O‘HHJ\,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19439: 1,6-Octadiene, 3,7-dimethyl- AR AR REAR
41.0 9.00 9.20 9.40 9.60
m/z 67.00 47.19%
5000
o”‘n‘“ﬁpo,,‘ MR et il
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS vial : 13  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 15 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.562 13.36 ng/ul 2032650  Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 98
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 86
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 81

Abundance Scan 3294 (22.562 min): BP016227.D\data.ms (-3289) (- m/z 59.00 100.00%
59.0

—

5000
U \
\IJMPzal 221.1 294.1355.0416.1475.0535.0 22:50
O A ST EEDSOO9REIS T TRE /2 72.00  67.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 — :
22.50
J m/z 55.00 52.18%
126.0
337.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174777: 9-Octadecenamide, (Z2)-
59.0
T \
22.50
5000 ITI/Z 41.00 34.67%
‘ 126.0
281.0
o‘u‘JﬂmMmeww%gffu‘Mw‘m‘u“_“w“u‘u“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174775: 9-Octadecenamide, (2)- ——
59.0 22.50
m/z 43.00 32.45%
h wj\\”
126.0
om0 o !
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016227.D

Acqg On : 14 Jul 2023 15:40
Operator : MA/JU

Sample : 03437-19

Misc

ALS Vvial : 13  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|
Cyclopropane, e... 4.304 3.3 ng/ul 139029 1 7.957 853359 20.0
Tetrachloroethy... 4.593 3.7 ng/ul 159045 1 7.957 853359 20.0
7-Oxabicyclo[4.... 5.369 3.5 ng/ul 151049 1 7.957 853359 20.0
p-Xylene 5.557 4.7 ng/ul 198536 1 7.957 853359 20.0
unknown-01 5.793 3.6 ng/ul 154153 1 7.957 853359 20.0
2-Cyclohexen-1-0l 5.828 33.0 ng/ul 1406470 1 7.957 853359 20.0
unknown-02 5.893 13.1 ng/ul 558626 1 7.957 853359 20.0
Cyclohexene,3-(... 6.198 8.2 ng/ul 350878 1 7.957 853359 20.0
2-Cyclohexen-1-one  6.581 71.0 ng/ul 3030560 1 7.957 853359 20.0
7-Oxabicyclo[4.... 8.057 5.8 ng/ul 247632 1 7.957 853359 20.0
7-Oxabicyclo[4.... 8.151 2.5 ng/ul 105449 1 7.957 853359 20.0
2-Chlorocyclohe... 8.275 148.5 ng/ul 6334940 1 7.957 853359 20.90
Cyclohexane, 1,... 8.951 8.3 ng/ul 353009 1 7.957 853359 20.0
unknown-03 9.275 5.7 ng/ul 241245 1 7.957 853359 20.0
13-Docosenamide... 22.562 13.4 ng/ul 2032650 5 21.486 3043560 20.0
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