LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc :

ALS Vvial : 52 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@16294.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 19 rBV2 13555 16189 ©0.35% 0.039%
2 3.311 19 21 30 rVBS 13267 21203 0.45% 0.051%
3 3.564 61 64 74 rBV6 9098 16032 0.34% 0.039%
4 3.764 96 98 106 rBV 36311 81723 1.74% 0.197%
5 3.828 107 109 117 rVB5 16033 28856 0.62% 0.069%
6 3.940 124 128 135 rVB2 18953 34146 0.73% 0.082%
7 4.040 142 145 151 rBV 18418 27171 ©0.58% 0.065%
8 4.299 183 189 198 rVB3 70998 143740 3.07%  0.346%
9 4.581 232 237 252 rVB2 98748 207479 4.43% 0.499%
106 4.993 302 307 315 rVB 14993 29483 0.63% 0.071%
11 5.364 363 370 375 rBV 73261 126651 2.70% 0.305%
12 5.405 375 377 384 rVB2 12829 21657 0.46% 0.052%
13 5.546 395 401 414 rBV 52171 147753  3.15% ©.355%
14 5.781 436 441 444 rBV 145379 234955 5.01% 0.565%
15 5.822 444 448 455 rVWW 527060 941425 20.08% 2.264%
16 5.887 455 459 472 rVB2 89730 268722 5.73% 0.646%
17 6.187 504 510 520 rVB 157685 265503 5.66% 0.638%
18 6.422 543 550 553 rBV1e 8720 16348 0.35% 0.039%
19 6.569 569 575 597 rBv 1113557 2359610 50.34% 5.674%
20 6.887 623 629 640 rVB3 31641 57441 1.23% 0.138%
21 7.181 672 679 694 rBV 76014 331246 7.07% 0.797%
22 7.299 694 699 712 rVB 100087 226118 4.82% 0.544%
23 7.505 728 734 752 rBV2 149516 424946 9.06% 1.022%
24 7.681 759 764 769 rBvV2 31797 52051 1.11% 0.125%
25 7.952 804 810 822 rBV 440503 967428 20.64%  2.326%
26 8.052 822 827 837 rVB 94041 227230 4.85% 0.546%
27 8.140 837 842 846 rBV3 62490 130305 2.78% 0.313%
28 8.263 856 863 877 rVB 2783737 4687779 100.00% 11.272%
29 8.605 914 921 926 rW7 17404 45981 0.98% 0.111%
30 8.657 926 930 940 rVB2 31806 67975 1.45% 0.163%
31 8.769 942 949 955 rBV6 40553 123207 2.63% 0.296%
32 8.846 955 962 973 rVV3 99216 348437 7.43% 0.838%
33  8.940 973 978 987 rVWW 160422 326126 6.96% 0.784%
34 9.022 988 992 995 rVW6 15654 30149 0.64% 0.072%
35 9.063 995 999 1007 rVB2 17769 36353 0.78% 0.087%

36 9.181 1012 1019 1027 rBV 97807 267627 5.71% ©0.644%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc :

ALS Vvial : 52 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 9.269 1029 1034 1042 rVV4 68852 153956 3.28% 0.370%
38 9.587 1084 1088 1094 rvVB6 7161 14804 0.32% 0.036%
39 9.657 1094 1100 1107 rBV7 11995 27854 0.59% 0.067%
40 9.793 1113 1123 1129 rVB2 19324 36635 0.78% 0.088%
41  9.922 1137 1145 1158 rBV7 56901 269650 5.75% 0.648%
42 10.157 1180 1185 1193 rVB7 14090 37855 0.81% 0.091%
43 10.246 1193 1200 1201 rBV7 10837 18867 0.40% 0.045%
44 10.457 1227 1236 1242 rBV3 27517 79538 1.70% ©0.191%
45 10.534 1242 1249 1271 rVW3 69264 373183 7.96% 0.897%
46 10.722 1275 1281 1284 rVWV3 24547 53582 1.14% 0.129%
47 10.775 1284 1290 1314 rVB 631380 1598567 34.10%  3.844%
48 11.263 1367 1373 1380 rVV 6694 15717 ©0.34% 0.038%
49 12.110 1510 1517 1523 rBv2 32949 54810 1.17% 0.132%
50 12.722 1615 1621 1630 rVV2 38130 77064 1.64% 0©.185%
51 12.804 1630 1635 1638 rvVv 24508 40715 0.87% ©0.098%
52 12.840 1638 1641 1648 rVB2 23041 38513 0.82% 0.093%
53 13.404 1731 1737 1743 rBV 27110 49304 1.05% 0.119%
54 13.487 1747 1751 1759 rVB5 10479 21871 0.47% 0.053%
55 14.040 1838 1845 1862 rBV 369900 834450 17.80% 2.007%
56 14.310 1875 1891 1912 rBV 519934 1119544 23.88% 2.692%
57 14.610 1935 1942 1961 rVV 1291687 2257310 48.15% 5.428%
58 14.751 1961 1966 1973 rVvB3 23133 47085 1.00% ©0.113%
59 15.010 2005 2010 2016 rVV6 14727 36671 0.78% 0.088%
60 15.369 2067 2071 2076 rBVS8 8430 14771 0.32% 0.036%
61 15.428 2078 2081 2084 rBV3 13194 19733 0.42% 0.047%
62 15.622 2106 2114 2132 rBV 576614 1334622 28.47% 3.209%
63 15.875 2152 2157 2163 rVWV 32903 56985 1.22% 0.137%
64 15.934 2163 2167 2172 rVV5 19051 29710 0.63% 0.071%
65 16.004 2174 2179 2192 rVB 89766 179482 3.83% 0.432%
66 16.181 2200 2209 2215 rBV1e® 25878 86657 1.85% 0.208%
67 16.551 2268 2272 2276 rVB5 14221 19348 0.41% 0.047%
68 16.769 2302 2309 2318 rBV5 12853 41383 0.88% 0.100%
69 17.086 2359 2363 2366 rBVS5 16541 25975 0.55% 0.062%
70 17.116 2366 2368 2374 rVB6 17163 28362 0.61% ©0.068%
71 17.257 2388 2392 2400 rVB3 32416 62087 1.32% 0.149%
72 17.381 2407 2413 2428 rBV 1642946 3062118 65.32% 7.363%
73 17.498 2428 2433 2449 rVB2 385778 920020 19.63% 2.212%
74 18.010 2515 2520 2525 rVB 119351 147673  3.15% ©.355%
75 18.116 2534 2538 2542 rVB6 14942 24210 ©0.52% 0.058%

76 18.228 2553 2557 2567 rBV 274247 472288 10.07% 1.136%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc :

ALS Vvial : 52 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 18.751 2643 2646 2650 rBvV2 27035 37461 0.80% 0.090%
78 18.822 2652 2658 2666 rBvie 28982 91093 1.94% 0.219%
79 18.922 2671 2675 2681 rVB7 30043 52216 1.11% 0.126%
80 18.992 2684 2687 2691 rBvV4 25658 28536 0.61% 0.069%
81 19.045 2692 2696 2699 rBV 50257 71461 1.52% 0.172%
82 19.104 2703 2706 2708 rBV3 28008 35849 0.76% 0.086%
83 19.133 2708 2711 2714 rVB 136751 141115 3.01% 0.339%
84 19.263 2730 2733 2736 rBV 55424 77516 1.65% ©.186%
85 19.398 2752 2756 2762 rVB 195135 270692 5.77% 0.651%
86 19.457 2763 2766 2773 rBV 167090 224337 4.79% 0.539%
87 19.716 2805 2810 2826 rBV 778707 1471655 31.39%  3.539%
88 19.833 2827 2830 2837 rVV5 51288 99416  2.12% 0.239%
89 19.892 2838 2840 2846 rVB2 38798 47319 1.01% 0.114%
90 20.180 2886 2889 2897 rBV2 86390 147429 3.14% 0.355%
91 20.663 2968 2971 2974 rBV 81844 86738 1.85% 0.209%
92 21.116 3046 3048 3052 rVvV2 135502 129276 2.76% 0.311%
93 21.163 3053 3056 3066 rVB5 135550 216056 4.61% ©0.520%
94 21.327 3081 3084 3089 rVB 372853 409992 8.75% ©.986%
95 21.469 3104 3108 3121 rBV2 1977711 3601177 76.82% 8.659%
96 22.021 3199 3202 3207 rVB 413827 509832 10.88% 1.226%
97 22.551 3287 3292 3300 rVB2 956989 1459164 31.13% 3.509%
98 23.098 3380 3385 3393 rVB 814794 1273703 27.17% 3.063%
99 23.963 3525 3532 3547 rVB 1317495 3274571 69.85% 7.874%
100 24.480 3617 3620 3629 rVB 375788 708274 15.11% 1.703%

Sum of corrected areas: 41586892
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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: BP016294.D\data.ms
8.263

2500000
2000000
1500000
6.569

1000000

500000

1288 563606 29925 4,003 L3 ocemPRRRn AR Y22 11263
T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T

]
Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: BP016294.D\data.ms

2500000

2000000
17.381

1500000

14.610

1000000

500000

12110 120880 133047 63628 (LO0H : i
L R R R e e e e e e e e e
Time-> 1200 1250 13.00 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP016294.D\data.ms

2500000 21469

2000000 23.963

1500000

1000000

500000

0\ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T
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\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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 1,3-Pentadiene, (Z)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.299 2.97 ng/ul 143740  1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 87
2 1,4-Pentadiene 68 C5H8 000591-93-5 80
3 1,4-Pentadiene 68 C5H8 000591-93-5 80
4 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 72
5 Cyclopentene 68 C5H8 000142-29-0 59
Abundance Scan 189 (4.299 min): BP016294.D\data.ms (-183) (-) m/z 66.95 100.00%
67.0
R T T R
‘ ‘ 1470 I ) 4.00 4.20 4.40 4.60
Lol | 1470 2169 2951 368.74310 8451 L, cg e o1.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #521: 1,3-Pentadiene, (2)-
67.0
5000 L B L R B R
4.00 4.20 4.40 4.60
m/z 39.00 91.40%
1‘1(\%\“{11"\1[\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #512: 1,4-Pentadiene
67.0
R
4.00 4.20 4.40 4.60
5000 m/z 41.00 69.02%
_Jn?HH‘_‘H“H‘_"W‘H‘,H‘W“H‘H“_‘H“H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #510: 1,4-Pentadiene R A RARE R
39.0 4.00 4.20 4.40 4.60
m/z 95.95 53.45%
h \WJ\JL
p””@AH‘_“W‘H“H‘W“H‘H“M‘H“H‘_“W‘H“‘ 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\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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 Aziridine, 1-(1-propenyl)-,... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.364 2.62 ng/ul 126651 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 72
2 7-Oxabicyclo[4.1.0]heptane 98 C6H100 000286-20-4 59
3 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 43
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 25
5 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 25
Abundance Scan 370 (5.364 min): BP016294.D\data.ms (-363) (-) m/z 82.95 100.00%
83.0

5000

e

| 146.8 222.0281.6342.1 432.0492.4 >005.20 540569
e T T o T o m/z 42.00  83.72%

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

-

5000
5.00 5.20 5.40 5.60

m/z 41.00 83.65%

.

[T (OLALALL L B I B B L L AL B R RN LA B BB B

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

-

Abundance #3657: 7-Oxabicyclo[4.1.0]heptane
41.0
T SRR
5.00 5.20 5.40 5.60
5000 m/z 39.00 72.51%
| “&#0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1484: Pyridine, 2,3,4,5-tetrahydro- R e BRREEE
55.0 5.00 5.20 5.40 5.60
m/z 53.95 51.55%
5000 JJ\
‘YTY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TV

gl L
fir

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

e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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 9
R.T. EstConc Area Relative to ISTD R.T.
5.781 4.86 ng/ul 234955 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methoxy- 112 C7H120 000931-57-7 38

2 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 37

3 Thiophene, 2,3-dimethyl- 112 C6H8S 000632-16-6 25

4 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 16

5 Furan, 2,3-dihydro-3-methyl- 84 C5H80 001708-27-6 16
Abundance Scan 441 (5.781 min): BP016294.D\data.ms (-436) (-) m/z 83.95 100.00%

84.0
5000

I ———
L “\ e J00 5.40 5.60 5.80 6.00 6.20
Ak 114682009 280.9341.6401.0 L 489.2549. ./, 68 95  65.49%

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

Abundance #7371: Cyclohexene, 1-methoxy-
84.0
5000 "j\\‘\\\\‘\\u‘um‘uu‘m
5.40 5.60 5.80 6.00 6.20
m/z 41.00 64.92%
ZAJA’IJ‘IH’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7406: Cyclopentanone, 2-ethyl-
84.0

5.40 5.60 5.80 6.00 6.20
5000 m/z 97.00 58.72%

4

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

Abundance #7294 Thiophene, 2,3-dimethyl- R A RESEERE o)
97.0 5.40 5.60 5.80 6.00 6.20

m/z 78.95 57.41%

5000

Zq'ﬁﬂ,ﬂm N

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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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP071723\

Data File : BP@16294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU
Sample : 03458-18

Misc
ALS vial : 52

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 6 2-Cyclohexen-1-ol Concentration Rank 3

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

5.822 19.46 ng/ul 941425 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 91
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 80
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 52
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 47
5 2-Methylene cyclopentanol 98 C6H100 020461-31-8 40

Abundance Scan 448 (5.822 min): BP016294.D\data.ms (-444) (-) m/z 70.00 100.00%

70.0
5000
SRS S
h | ‘ 5.40 5.60 5.80 6.00 6.20
ol il [134.0  221.0282.1 3558 4494 5188 ./, g3 00  44.80%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 [TT T T T T T

5.40 5.60 5.80 6.00 6.20
m/z 39.00 33.11%

LZJ,MIH.. \‘

‘\\f\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3585: 2-Cyclohexen-1-0

70.0

-

5.40 5.60 5.80 6.00 6.20
5000 m/z 55.00 32.71%

“l 1 ‘ !l l‘\ ’

e M**vH*w‘*H\*H*w‘*w**www‘*w**w*w*\w**w

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3588: 2-Cyclohexen-1-ol T T
70.0 5.40 5.60 5.80 6.00 6.20

m/z 69.00 30.18%

ﬁ

5000

—

NMMW

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

Library Search Compound Report

Data File : BP@16294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS vial : 52

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 7 2,4-Dimethylfuran Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
5.887  5.56 ng/ul 268722 1,4-Dichlorobenzene-d4  7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylfuran o ceHso 003710-43-8 64

001120-73-6 64
001001-93-0 50
000763-30-4 47
003710-43-8 47

yclopenten-1-one, 2-methyl- 96 C6H80
-Pentadiene, 5-bromo- 146 C5H7Br
-Pentadiene, 2-methyl- 82 C6H1e
-Dimethylfuran 96 C6H80

ubhwNneR

NRFRRPNMNN
-

AP won b

Abundance Scan 459 (5.887 min): BP016294.D\data.ms (-455) (-) m/z 67.00 100.00%
67.0

5000

—

P T TR
5.60 5.80 6.00 6.20
Il 11329  220.9 295.1355.2 429.0 539.3 m/z 95.95 55.17%

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

Abundance #3149: 2,4-Dimethylfuran
96.0

N

5000 TR T T T T
5.60 5.80 6.00 6.20
27.&?‘
LA

m/z 39.00 40.28%
‘\\

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

Abundance #3177: 2-Cyclopenten-1-one, 2-methyl-
67.0

-

5.60 5.80 6.00 6.20
5000 m/z 41.00 31.31%

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

-

Abundance #25178: 1,3-Pentadiene, 5-bromo- e AR aN
67.0 5.60 5.80 6.00 6.20
m/z 95.00  25.05%
5000
146.0
Iwﬂm ‘

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 Wed Jul 19 07:42:15 2023 Page: 9



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47

Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ 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 8 Cyclohexene,3-(2-propenyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.187 5.49 ng/ul 265503 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 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 72
3 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 59
4 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 53
5 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 53

Abundance Scan 510 (6.187 min): BP016294.D\data.ms (-504) (-)
81.0

m/z 80.95 100.00%

5000
~jYﬁ#‘_“w“u,‘u“‘
“ “ ‘ 280.8 5.80 6.00 6.20 6.40 6.60
ol bdily 1 1768 230.8341.74009 471.2 8393 n/z 79.00  48.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11443: Cyclohexene,3-(2-propenyl)-
81.0
5000 ‘\\\\‘\\\\‘\\\\’\\\%

5.80 6.00 6.20 6.40 6.60
m/z 79.95 30.24%

N

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

-

Abundance #36451: Cyclohexene, 3-bromo-
81.0
[T P T
5.80 6.00 6.20 6.40 6.60
5000 m/z 53.00 22.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36450: Cyclohexene, 3-bromo-
81.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 20.37%
5000
isfl],|__e00 e

m/z--> 0 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 Wed Jul 19 07:42:16 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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.
6.569 48.78 ng/ul 2359610 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 91
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
5 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 50
Abundance Scan 575 (6.569 min): BP016294.D\data.ms (-569) (-) m/z 67.95 100.00%
68.0

—

5000
R A ERRRE S
M ‘ ) 6.20 6.40 6.60 6.80
obdid 11360 207.0 2828 3561 420848825461 ., 39.0p  27.25%
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 L B A B I

6.20 6.40 6.60 6.80
L m/z 95.95 25.36%
il ‘

|

‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3152: 2-Cyclohexen-1-one

68.0

—

6.20 6.40 6.60 6.80
5000 m/z 40.00 19.50%

i

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

Abundance #3153: 2-Cyclohexen-1-one EEEEE s RARAN
68.0 6.20 6.40 6.60 6.80

m/z 42.00 9.75%

—

5000

—

L

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 Wed Jul 19 07:42:17 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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 10
R.T. EstConc Area Relative to ISTD R.T.
8.052 4.70 ng/ul 227230 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 90
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 76
3 3-Ethyl-3-hexene 112 C8H16 016789-51-8 59
4 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 56
5 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 50
Abundance Scan 827 (8.052 min): BP016294.D\data.ms (-822) (-) m/z 55.00 100.00%

58.0
5000

H ;1#0.0 Lo26 7.80 8.00 8.20 8.40
by iffe” 1929 281.9341.0 4159 5100 n/z 38.95  30.21%

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 R ERRRRRERVARS SR S
7.80 8.00 8.20 8.40

m/z 112.00  23.48%

‘\\\\"\‘I\\AJ\W%\E\.Q‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
M

7.80 8.00 8.20 8.40
5000 m/z 57.00 21.35%

|k

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7522: 3-Ethyl-3-hexene e  AREEERENEaS
55.0 7.80 8.00 8.20 8.40

m/z 41.00 21.04%

5000

U”Jm 11%

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 Wed Jul 19 07:42:17 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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 Limonene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.140 2.69 ng/ul 130305 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Limonene 136 C1OH1l6 000138-86-3 55
2 Limonene 136 C1OH16 000138-86-3 49
3 D-Limonene 136 C1OH16 005989-27-5 49

4 D-Limonene 136 C1OH16 005989-27-5 42
5 D-Limonene 136 C10H1l6 005989-27-5 42

Abundance Scan 842 (8.140 min): BP016294.D\data.ms (-837) (-) m/z 57.00 100.00%

57.0

5000

—

136.1 7.80 8.00 8.20 8.40
Ll

AW Ll 22302816 3551 4292 5289 ./, 69.95 96.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17995: Limonene
68.0
5000 U R N R R
7.80 8.00 8.20 8.40
m/z 68.00 60.02%
}H ‘ } 136.0
‘\\h\\’”‘\\‘\l\“\\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17991: Limonene
68.0
R T T
7.80 8.00 8.20 8.40
5000 m/z 67.00 57.52%
136.0

A0

}\ ‘Jl
m/z> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #18005: D-Limonene R AAREEENNEEN
68.0 7.80 8.00 8.20 8.40

m/z 39.00 55.77%

-

5000

=
w
(o]
o

nim

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 Wed Jul 19 07:42:17 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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.
8.263 96.91 ng/ul 4687780 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 94
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 93
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 58
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 49
5 Cyclohexanol, 2-chloro-, trans- 134 C6H11Cl10 006628-80-4 45
Abundance Scan 863 (8.263 min): BP016294.D\data.ms (-856) (-) m/z 57.00 100.00%

57.0
5000

WIJ AR AR AR

8.00 8.20 8.40 8.60

134.0
o_m‘H‘,‘w“1‘%9”‘,%8%‘9"3“5‘2‘94‘197417‘4‘4&‘5%3‘8‘ n/z 79.95  26.52%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #17288: 2-Chlorocyclohexano
57.0
5000 L B R I R B R

8.00 8.20 8.40 8.60
m/z 41.00 18.98%

134.0
‘\\”#m”““u\lh\’l‘\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17285: 2-Chlorocyclohexano
57.0

8.00 8.20 8.40 8.60

5000 m/z 81.00 18.66%
134.0
_‘“Jm“‘“"““\,‘Hww_H‘,‘m_‘H_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17286: 2-Chlorocyclohexanol o ARAEEEEE RN E
57.0 8.00 8.20 8.40 8.60

m/z 44.00 17.94%

“J W Li “ 1340 /L

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\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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.
8.940 6.74 ng/ul 326126 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 90
2 Cyclohexane, 1,2-dichloro- 152 C6H1eC12 001121-21-7 87
3 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 83
4 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 81
5 trans-1,4-Cyclohexanediol, bis(p... 408 C12H10F1004 1000384-30-6 72

Abundance Scan 978 (8.940 min): BP016294.D\data.ms (-973) (-) m/z 81.00 100.00%
81.0
5000 J\
R
H 1520 8.60 8.80 9.00 9.20
Orrotlilll, 1520 2209280.9 3540 4241 5175 ., gp.0p 56.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29709: Cyclohexane, 1,2-dichloro-, trans-
81.0
5000
8.60 8.80 9.00 9.20
m/z 78.95 20.12%
ls.b‘f'““f“’\“J{[fL1152.0’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29699: Cyclohexane, 1,2-dichloro-
81.0
ST e
8.60 8.80 9.00 9.20
5000 m/z 41.00 17.58%
X NS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29712: Cyclohexane, 1,2-dichloro-, trans- R m
81.0 8.60 8.80 9.00 9.20
m/z 39.00 15.99%
h M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

SFAM-EPA-BP071223.MA.M Wed Jul 19 07:42:18 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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 1,3-Butadiene, 2,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.269 3.18 ng/ul 153956 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 2,3-dimethyl- 82 C6H1e0 000513-81-5 59
2 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 45
3 Cyclohex-2-enone, 3-(2H-tetrazol... 179 C7H9N50 1000311-07-7 42
4 1-Pentene, 5-nitro- 115 C5H9NO2 023542-51-0 42
5 Cyclopropane, 1,1-dibromo-2,2-di... 226 C5H8Br2 032264-50-9 42

Abundance Scan 1034 (9.269 min): BP016294.D\data.ms (-1029) ()  m/z 41.00 100.00%

41.0
5000
10.009.209.40 9.60
50 190.9 266.9327.0 e om o4 ££o
e D SRS ST oA 402.2463.1 8333 /7 57.00  94.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1426: 1,3-Butadiene, 2,3-dimethyl-
67.0
5000 UL L B I B AL LN
9.00 9.20 9.40 9.60
m/z 39.00 82.37%
1.‘J J‘“f‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #534: 1,2-Dimethyl cyclopropene
39.0
R R ERERREEE
9.00 9.20 9.40 9.60
5000 m/z 97.00 69.02%
“ﬂ,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54049: Cyclohex-2-enone, 3-(2H-tetrazol-5-ylamino)- O ERARRAREREE SRR
39.0 9.00 9.20 9.40 9.60
m/z 67.00 64.46%
5000
’ 179.0
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS vial : 52

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 15 n-Hexadecanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.228 3.08 ng/ul 472288  Phenanthrene-d10 17.381
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 95
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2557 (18.228 min): BP016294.D\data.ms (-2553) (-
73.0

m/z 73.00 100.00%

%

5000
2132
‘M PL 18.00 18.50
o LML | Hu"??%?3‘4‘1?““9‘21“““7?9‘75‘4‘?“ m/z 43.00 87.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
e
43.0 256.0
5000 — —

129.0 18.00 18.50
m/z 60.00 84.53%
JM mm”hu\ ‘%?ﬂ'b

Tt T H\!‘H\\‘H\\‘HH‘HH‘\\H‘\\H‘\\H‘\\H‘\

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

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

Abundance #143509: n-Hexadecanoic acid

43.0
— =
18.00 18.50

5000 256.0 m/Z 41.00 73.48%
129.0

N “I I L H%ﬁ

— —

Abundance #143510: n-Hexadecanoic acid
60.0 18.00 18.50
m/z 55.00 68.37%
5000 129.0
“ 213.0
A “whWWJHH_m_HW_HW_ A ] P
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\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
22.022 2.83 ng/ul 509832  Chrysene-d12 21.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 3202 (22.021 min): BP016294.D\data.ms (-3199) (- m/z 57.00 100.00%

57.0
5000
T T T
‘ H 1271 207.0 283.0 355.0417.0 491.1549. 22,90
oH‘wh_m‘uHw‘W‘H‘mww_wwww m/z 43.00 67.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 — ‘

22.00
m/z 71.00 66.51%

JLJE[& 197.0 267,0 3380

Ll |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #228592: Tetradecane, 1-iodo-
57.0
22.00
5000 ITI/Z 85.05 49,54%
155.0
A 8240
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- —— ‘
57.0 22.00
m/z 41.00 25.81%
- KAW\/A/\\/\/\/\J
F
N j 1“;970 267.0 3650
P A A S e e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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 17 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.551 8.10 ng/ul 1459160  Chrysene-d12 21.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 99
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83

Abundance Scan 3292 (22.551 min): BP016294.D\data.ms (-3287) (- m/z 59.00 100.00%

59.0
5000
T T
‘ 22.50
owx’,‘ ‘HMHMM 2211 29413550 429.0491.7549! 1/, 73,00  69.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 — :
22.50
‘ m/z 55.00 48.64%
126.0
337.0
u’ f\ih\m}!ﬂfu\f\\1\‘\2f4\.f0"\0\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
T
22.50
5000 ITI/Z 41.00 34.15%
B T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245083: 13-Docosenamide, (2)- —— ‘
59.0 22.50
m/z 69.00 26.11%
5000
‘ 337.0
i ese e -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP071723\

Data File : BP@16294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.098 7.78 ng/ul 1273700  Perylene-di12 23.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 97
2 Heneicosane 296 C21H44 000629-94-7 96
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3385 (23.098 min): BP016294.D\data.ms (-3380) (- m/z 57.00 100.00%

57.0 ‘
5000

=
(| 1272 1972 2300 2350
AL 1972 267.0 341040114631 5350 ;71,00 67.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000 1
23.00 23.50
m/z 43.00 62.91%

7.0
‘\\\\“\I. \J\‘|FJEJ\\1‘1\“\]-\83.\‘(\)‘\‘\2‘6\\7.\0\‘\3\:\3?;(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

7
23.00 23.50
5000 m/z 85.10  48.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ﬂVAA,NﬁﬁJ\wﬂwwmﬂf~
Abundance

ALAPTO aomo_ 260
A T
#262017: Heptadecane, 9-octyl- 1
57.0 23.00 23.50
m/z 55.00 23.33%

- \/\vj\\k‘/
Lipre, . =y

[ 308.0

S e e e ‘

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.480 4.33 ng/ul 708274  Perylene-di2 23.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3620 (24.480 min): BP016294.D\data.ms (-3617) (- m/z 57.00 100.00%
57.0

%

5000
71 24.50
209.0
0 ‘HH}"umﬂ‘lﬂﬁmu‘wHH““‘3_2?‘?”""9‘2”1”‘f‘f"l_lm_wm m/z 71.00 71.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158597: Nonadecane
57.0
5000 L
24.50
m/z 43.00 60.31%
70
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—
24.50
5000 ITI/Z 85.10 47.03%

l 1 1270197.0267.0337.0407.0 491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #107220: Hexadecane
57.0 24.50
m/z 55.00 23.69%
o V/\M//\,/\/\
“ |]]|127.0 22600
e e e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016294.D

Acqg On : 18 Jul 2023 14:47
Operator : MA/JU

Sample : 03458-18

Misc

ALS Vvial : 52  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|

1,3-Pentadiene,... 4.299 3.0 ng/ul 143740 1 7.952 967428 20.0
Aziridine, 1-(1... 5.364 2.6 ng/ul 126651 1 7.952 967428 20.0
unknown-01 5.781 4.9 ng/ul 234955 1 7.952 967428 20.0
2-Cyclohexen-1-0l1 5.822 19.5 ng/ul 941425 1 7.952 967428 20.0
2,4-Dimethylfuran 5.887 5.6 ng/ul 268722 1 7.952 967428 20.0
Cyclohexene,3-(... 6.187 5.5 ng/ul 265503 1 7.952 967428 20.0
2-Cyclohexen-1-one  6.569 48.8 ng/ul 2359610 1 7.952 967428 20.0
7-Oxabicyclo[4.... 8.052 4.7 ng/ul 227230 1 7.952 967428 20.0
Limonene 8.140 2.7 ng/ul 130305 1 7.952 967428 20.0
2-Chlorocyclohe... 8.263 96.9 ng/ul 4687780 1 7.952 967428 20.0
Cyclohexane, 1,... 8.940 6.7 ng/ul 326126 1 7.952 967428 20.0
1,3-Butadiene, 9.269 3.2 ng/ul 153956 1 7.952 967428 20.0
n-Hexadecanoic ... 18.228 3.1 ng/ul 472288 4 17.381 3062120 20.0
(DEL) Alkane: S... 22.022 2.8 ng/ul 509832 5 21.469 3601180 20.0
13-Docosenamide... 22.551 8.1 ng/ul 1459160 5 21.469 3601180 20.0
(DEL) Alkane: S... 23.098 7.8 ng/ul 1273700 6 23.962 3274570 20.0
(DEL) Alkane: S... 24.480 4.3 ng/ul 708274 6 23.962 3274570 20.0
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