LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71423\
Data File : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc :

ALS Vvial : 16 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@16231.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 12 16 21 rBV 44904 68948 0.95% 0.093%
2 3.734 91 93 115 rBV 453797 1035649 14.33% 1.399%
3  4.052 143 147 157 rVB 24570 45886 0.63% 0.062%
4 4,305 184 190 199 rBV2 91549 173499 2.40% 0.234%
5 4.593 234 239 255 rVB 122640 232828 3.22% 0.315%
6 5.369 365 371 377 rBV2 106582 179155 2.48% 0.242%
7 5.416 377 379 391 rVB 22443 39931 ©0.55% 0.054%
8 5.558 397 403 416 rBV 81296 220801 3.06% 0.298%
9 5.793 438 443 445 rBv2 126218 194153 2.69% 0.262%
10 5.828 445 449 456 rW 911425 1566624 21.68% 2.117%
11 5.893 456 460 472 rVB2 153288 411104 5.69% 0.556%
12 6.199 506 512 522 rVB 245659 408433 5.65% 0.552%
13 6.581 570 577 601 rBV 1750466 3481849 48.18% 4.705%
14 7.152 668 674 692 rVV 513893 1546938 21.40% 2.090%
15 7.293 692 698 722 rVWW 600832 1229146 17.01% 1.661%
16 7.493 726 732 757 rVWW 738593 1559366 21.58% 2.107%
17 7.687 760 765 772 rBV 45393 81664 1.13% 0.110%
18 7.957 804 811 823 rBV 447949 911826 12.62% 1.232%
19 8.057 823 828 838 rvB2 120215 289608 4.01% 0.391%
20 8.146 838 843 851 rBvV3 51823 108675 1.50% 0.147%
21 8.275 857 865 879 rBV 4234688 7227443 100.00% 9.766%
22 8.510 901 905 910 rVB2 13901 26810 0.37% 0.036%
23 8.604 912 921 928 rBv6 35661 80257 1.11% 0.108%
24 8.669 928 932 936 rBV 41865 71493 0.99% 0.097%
25 8.716 936 940 946 rBvV2 238216 553825 7.66% 0.748%
26 8.834 956 960 971 rVB 145680 270531 3.74% 0.366%
27 8.952 974 980 988 rVB 226938 413362 5.72% ©.559%
28 9.063 995 999 1005 rVB2 26155 44576 0.62% 0.060%
29 9.157 1008 1015 1027 rBV 583269 1385846 19.17% 1.873%
30 9.275 1027 1035 1045 rVB2 107724 264640 3.66%  0.358%
31 9.657 1095 1100 1110 rVB3 24274 56101 0.78% 0.076%
32 9.804 1120 1125 1132 rVB2 16236 26487 0.37% 0.036%
33 9.893 1132 1140 1158 rBV 391123 1230521 17.03% 1.663%
34 10.057 1165 1168 1177 rVB8 17621 31415 0.43% 0.042%
35 10.157 1181 1185 1191 rVvB7 13111 21944 0.30% 0.030%
36 10.251 1194 1201 1206 rBV1e 13380 32231 0.45% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71423\
Data File : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc :

ALS Vvial : 16 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 10.481 1228 1240 1272 rBV2 378922 1822115 25.21%  2.462%
38 10.728 1272 1282 1285 rVVW3 42173 117772 1.63% ©.159%
39 10.787 1285 1292 1310 rVB 675918 1545222 21.38% 2.088%
40 10.957 1316 1321 1332 rVB 10410 26955 0.37% ©.036%

41 11.063 1332 1339 1349 rBv4 30681 112328 1.55% ©.152%

42 11.263 1368 1373 1381 rVB1le 12276 27946 ©0.39% 0.038%
43 11.416 1391 1399 1405 rBVv1ioe 14463 36154 0.50% 0.049%
44 11.598 1424 1430 1439 rBVlie 10868 31518 0.44% 0.043%
45 11.704 1442 1448 1453 rBV8 12319 30553 0.42% 0.041%
46 12.187 1521 1530 1538 rBV8 12448 47369 0.66% 0.064%
47 12.440 1568 1573 1584 rVV5 10654 25829 ©.36% ©0.035%
48 12.728 1616 1622 1631 rVWV 57168 111655 1.54% ©.151%
49 12.816 1631 1637 1640 rVV 33717 59215 0.82% 0.080%
50 12.851 1640 1643 1650 rVB 31901 49328 0.68% 0.067%
51 13.410 1730 1738 1743 rBV 44090 71649 ©.99% 0.097%
52 13.492 1747 1752 1757 rVB 25225 39111 0.54% 0.053%
53 14.034 1838 1844 1866 rVB 1515626 2888970 39.97%  3.904%
54 14.310 1879 1891 1913 rBV 2043218 3759356 52.02% 5.080%
55 14.616 1936 1943 1957 rBV 1338110 2134982 29.54%  2.885%
56 14.939 1990 1998 2008 rBV3 206029 800281 11.07%  1.081%
57 15.116 2023 2028 2032 rBV8 20883 40607 0.56% 0.055%
58 15.381 2068 2073 2077 rBV8 11680 21646 ©.30% ©0.029%
59 15.434 2079 2082 2091 rVB2 30902 62759 0.87% 0.085%
60 15.616 2105 2113 2130 rBV 2244460 4506281 62.35% 6.089%
61 15.804 2139 2145 2165 rBV 367514 1147131 15.87%  1.550%
62 15.998 2173 2178 2192 rVB 99870 200698 2.78% 0.271%
63 16.163 2200 2206 2208 rBV6 34453 65019 ©.90% 0.088%
64 16.275 2221 2225 2231 rVB3 25064 42817 ©.59% 0.058%
65 16.339 2234 2236 2243 rVB8 12642 20652 ©.29% ©0.028%
66 16.545 2268 2271 2276 rVB3 20386 28171 ©.39% ©0.038%
67 16.928 2331 2336 2345 rVB7 20243 48757 0.67% 0.066%
68 16.998 2345 2348 2353 rBV7 11241 21545 ©.30% ©0.029%
69 17.122 2366 2369 2375 rVB5 17862 26844 0.37% 0.036%
70 17.263 2390 2393 2402 rVB8 11598 25014 ©.35% 0.034%
71 17.381 2407 2413 2425 rVV 1787385 2734085 37.83%  3.694%
72 17.486 2425 2431 2454 rVV 1611569 3528331 48.82% 4.768%
73 17.645 2455 2458 2463 rVB6 32257 50100 ©.69% ©0.068%
74 18.016 2516 2521 2526 rBV 181818 228914  3.17% ©.309%
75 18.092 2530 2534 2544 rVV7 28068 68780 ©.95% 0.093%

76 18.239 2554 2559 2569 rBV3 159473 288383 3.99% ©.390%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71423\
Data File : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc :

ALS Vvial : 16 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 18.322 2569 2573 2581 rVB2 33063 62082 0.86% ©0.084%
78 18.416 2586 2589 2593 rBV4 31470 50624 0.70% 0.068%
79 18.539 2607 2610 2615 rVB3 25121 34881 0.48% 0.047%
80 18.645 2623 2628 2634 rBV9 20539 51801 0.72% 0.070%
81 18.757 2643 2647 2650 rBV 41013 57891 0.80% 0.078%
82 18.804 2651 2655 2656 rBV2 34340 44563 0.62% 0.060%
83 18.927 2672 2676 2678 rBV2 20976 25941 0.36% 0.035%
84 18.963 2680 2682 2685 rVv4 23588 34007 0.47% 0.046%
85 18.998 2685 2688 2693 rVB6 51880 67157 ©0.93% 0.091%
86 19.045 2694 2696 2700 rBV2 24276 29746 0.41% 0.040%
87 19.104 2702 2706 2709 rBV2 61621 80769 1.12% 0.109%
88 19.139 2709 2712 2716 rVVW 216799 219835 3.04% 0.297%
89 19.269 2730 2734 2736 rBV2 79172 106952 1.48% 0.145%
90 19.463 2764 2767 2774 rBV3 120397 184986 2.56% 0.250%
91 19.716 2804 2810 2827 rBV 3694207 6219454 86.05%  8.404%
92 19.898 2838 2841 2845 rBV 65979 71645 0.99% 0.097%
93 20.051 2865 2867 2871 rBV3 31050 32140 0.44% 0.043%
94 20.127 2878 2880 2884 rVB3 46641 46773 0.65% 0.063%
95 21.333 3081 3085 3091 rBV 472251 568155 7.86% 0.768%
96 21.480 3105 3110 3123 rBV 1726241 3291076 45.54% 4.447%
97 22.557 3288 3293 3302 rBV 1507435 2145470 29.69% 2.899%
98 23.104 3382 3386 3392 rVB2 243831 374096 5.18% 0.505%
99 23.804 3498 3505 3525 rVB2 1869689 4449861 61.57% 6.013%
100 23.974 3527 3534 3552 rVB 1210374 3337171 46.17% 4.509%

Sum of corrected areas: 74005483
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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: BP016231.D\data.ms
8.275
4000000

3500000
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1000000 5.828
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Abundance TIC: BP016231.D\data.ms
4000000 19.716

3500000
3000000
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14.034 17.
1500000 14.6
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Abundance TIC: BP016231.D\data.ms
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\

Data File : BP@
Acqg On : 14
Operator : MA/
Sample : 034
Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Library Search Compound Report

16231.D

Jul 2023 17:57
Ju

37-21

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 1 1,4-Pentadiene Concentration Rank 14

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

4.305 3.81 ng/ul 173499 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene 68 C5H8 000591-93-5 72
2 Bicyclo[3.1.0]hexan-3-one 96 C6H80 001755-04-0 72
3 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 72
4 1,3-Pentadiene 68 C5H8 000504-60-9 64
5 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 64
Abundance Scan 190 (4.305 min): BP016231.D\data.ms (-184) (-) m/z 66.95 100.00%

67.0
5000 i

4.00 4.20 4.40 4.60

L1129.9 207.9268.0 354.8418.3 486.3547.1

0- Wi b eET ST AREY L TR A AR R m/z 39.00  90.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #512: 1,4-Pentadiene
67.0
5000 L B LR B B
4.00 4.20 4.40 4.60
m/z 68.00 86.73%
O ‘\\Jl\l\“l\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3167: Bicyclo[3.1.0]hexan-3-one
68.0
TR T
4.00 4.20 4.40 4.60
5000 m/z 41.00 71.87%

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

Abundance #521: 1,3-Pentadiene, (2)- R R
67.0 4.00 4.20 4.40 4.60

m/z 95.95 57.69%

:

5000

=

L M 7

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

o

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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 10
R.T. EstConc Area Relative to ISTD R.T.
4.593 5.11 ng/ul 232828 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 96
5 2,4-Dichloro-6-fluoropyrimidine 166 C4HC12FN2 003833-57-6 35
Abundance Scan 239 (4.593 min): BP016231.D\data.ms (-234) (-) m/z 165.75 100.00%
165.8
5000 93.8 /&
T
5 L | t 2670 4.20 4.40 4.60 4.80 5.00
ol 2Pl A L 2670 3561 4291 4964 'y 7 128.90  76.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39853: Tetrachloroethylene
166.0
5000 940 [T T T T[T T T[T T T T T
4.20 4.40 4.60 4.80 5.00
35r m/z 163.80  73.09%
OlWJJ!;Wh‘II’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39854: Tetrachloroethylene
166.0
R R EE R
4.20 4.40 4.60 4.80 5.00
m/z 130.90  72.50%
5000 94.0
yiill
o_‘M‘u““l”‘m_‘“‘,‘1‘WHww_‘H_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39850: Tetrachloroethylene RERRNE S
166.0 4.20 4.40 4.60 4.80 5.00
m/z 167.80  47.55%
5000
94.0
5 | |
o_H‘uﬂmMum,‘!‘w‘HWm_‘H_m_wmww_ RS, T N ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 3.93 ng/ul 179155 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 86
2 7-Oxabicyclo[4.1.0]heptane 98 C6H100 000286-20-4 83
3 7-Oxabicyclo[4.1.0]heptane 98 C6H100 000286-20-4 64
4 Propanenitrile, 3,3'-iminobis- 123 C6H9N3 000111-94-4 53
5 Propanenitrile, 3,3'-iminobis- 123 C6HON3 000111-94-4 50
Abundance Scan 371 (5.369 min): BP016231.D\data.ms (-365) (-) m/z 82.95 100.00%
83.0
5000 J\
T
| I’J | 14872070 2020 36014289  sazg | 0 220540500
obdilbi | 14872070 202.9 36914289  542& .., 49 95  83.68%
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 \‘\\(WTTT/\%H\’\
5.00 5.20 5.40 5.60
‘ ’ m/z 42.00 76.24%
O‘\\\MJ‘J\j\“ﬁ\ﬁ-\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3656: 7-Oxabicyclo[4.1.0]heptane
83.0 A

5.00 5.20 5.40 5.60
5000 m/z 39.00 62.57%

4l
o15U L |

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

Abundance #3659: 7-Oxabicyclo[4.1.0]heptane R e R o R
83.0 5.00 5.20 5.40 5.60

m/z 53.95 49.94%

5000 J\
0 14-% ! ..H“

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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 Benzene, 1,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.558 4.84 ng/ul 220801 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 95
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
4 o-Xylene 106 C8H10 000095-47-6 95
5 p-Xylene 106 C8H10 000106-42-3 95
Abundance Scan 403 (5.558 min): BP016231.D\data.ms (-397) (-) m/z 90.95 100.00%
91.0

-

5000
R e S REERNREREE
‘ 2070 5.20 5.40 5.60 5.80
O kAL LL 148,8207.0 282.8 3550 4315 5354 /7 106.00  46.91%
m/z--> 0 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
m/z 105.00 23.47%

27\ﬂ| 1

O‘\\\\‘W\fH\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5724 p-Xylene
91.0
5.20 5.40 5.60 5.80
5000 m/z 76.95 12.52%

27\ﬂ| 1

.

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5747: Benzene, 1,3-dimethyl- R e RARERE

91.0 5.20 5.40 5.60 5.80
m/z 51.00 9.86%
B J
27. ‘

o_mP‘L«““L L T e

m/z--> 0 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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.793 4.26 ng/ul 194153  1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methoxy- 112 C7H120 000931-57-7 38
2 Thiophene, 2,3-dimethyl- 112 C6H8S 000632-16-6 25
3 Thiophene, 2,5-dimethyl- 112 C6H8S 000638-02-8 22
4 3-Cyclopropenoic acid,1-butyl, m... 154 C9H1402 067500-40-7 18
5 Thiophene, 2,5-dimethyl- 112 C6H8S 000638-02-8 14
Abundance Scan 443 (5.793 min): BP016231.D\data.ms (-438) (-) m/z 84.00 100.00%

84.0

-

5000
R ARARA A
‘H 2908 5.40 5.60 5.80 6.00 6.20
of A1 11538 220.9281.6 35504161 5142 ./, 49,95  73.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7371: Cyclohexene, 1-methoxy-
84.0

5.40 5.60 5.80 6.00 6.20
m/z 96.95 68.91%

Z%uiﬂ

O‘\\\\[\T \“%‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7298: Thiophene, 2,3-dimethyl-
97.0
RRaE RRARESERREEES S
5.40 5.60 5.80 6.00 6.20
5000 m/z 69.00 64.33%
3910 |
O R T B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7302: Thiophene, 2,5-dimethyl- R R
111.0 5.40 5.60 5.80 6.00 6.20
m/z 78.95 61.70%
5000

=

45.
ol | Hﬁw .

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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16

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-o0l Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.828 34.36 ng/ul 1566620 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 91
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 64
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 64
4 2-Methylene cyclopentanol 98 C6H100 020461-31-8 40
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 40

Abundance Scan 449 (5.828 min): BP016231.D\data.ms (-445) (-) m/z 70.00 100.00%

70.0

——

5000
R AAERAEREEEEE
h ‘ 5.60 5.80 6.00 6.20
0l M4} 113501948  282.03407402.1 475.1534.1 ./, g3 9o  44.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3586: 2-Cyclohexen-1-0
70.0
5000 L B I L I LR I
5.60 5.80 6.00 6.20
‘ m/z 55.00  33.44%
O‘\\\\\‘”\Jn\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3585: 2-Cyclohexen-1-0
70.0
R SARAREEE S
5.60 5.80 6.00 6.20
5000 m/z 97.00 31.75%
0“““’“”,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3579: 2-Cyclohexen-1-ol  AREERSEEE S o
70.0 5.60 5.80 6.00 6.20
m/z 39.00 31.33%
5000

lzlll\lm \}‘

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

=

o

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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 7 2,4-Dimethylfuran Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.893 9.02 ng/ul 411104  1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylfuran 96 C6H80 003710-43-8 90
2 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 45
3 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 45

4 1,4-Pentadiene, 2-methyl- 82 C6H1e 000763-30-4 43
5 1,3-Pentadiene, 5-bromo- 146 C5H7Br 001001-93-0 43

Abundance Scan 460 (5.893 min): BP016231.D\data.ms (-456) (-) m/z 67.00 100.00%

67.0

—

5000
e
207.0 5.60 5.80 6.00 6.20
. 2
by | 146920702669 3420 4302  542% /7 96.00  50.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3144: 2,4-Dimethylfuran
96.0
5000 LA R R R B B B

5.60 5.80 6.00 6.20
m/z 39.00 35.92%

s,

0‘\\‘\‘\’1\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3231: Cyclopentene, 3-ethyl-
67.0
‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y*
5.60 5.80 6.00 6.20
5000 ITI/Z 41.00 32.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3225: Cyclopentene, 3-ethyl- T e
67.0 5.60 5.80 6.00 6.20
m/z 94.95  25.29%
5000 J\/L
0"“‘U,"‘H\M‘mwm‘mWm‘HH‘HH“m“m‘mw R ARaEEE R
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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 Cyclopropane, 1-chloro-2-(1... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.199 8.96 ng/ul 408433  1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 64
2 Cyclohexene, 1-chloro- 116 C6HOC1 000930-66-5 59
3 Cyclohexane, 1,4-dichloro-, cis- 152 C6H1eC12 016749-11-4 47
4 2,3-Dimethyl-1,4-pentadiene 96 C7H12 000758-86-1 45
5 3-Methyl-1-penten-4-yn-3-ol 96 C6H80 003230-69-1 43
Abundance Scan 512 (6.199 min): BP016231.D\data.ms (-506) (-) m/z 81.00 100.00%
81.0
5000
LA

R Ramasn AR maaa
\ } 5.80 6.00 6.20 6.40 6.60
—Apad 142.2207.92669 3411 4292 4985 ./, 78.95  45.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9436: Cyclopropane, 1-chloro-2-(1-propenyl)-

o

81.0
5000 BEEEA AR R
5.80 6.00 6.20 6.40 6.60
‘ m/z 79.95 25.88%
()Iﬂ’“lllJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9427: Cyclohexene, 1-chloro-
81.0

5.80 6.00 6.20 6.40 6.60
5000 m/z 52.95 21.23%

1‘57 H’ th‘.m‘ L

T “ TrTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 M
Abundance #29705: Cyclohexane, 1,4-dichloro-, cis- T

81.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 19.02%

o

5000

0 11520
R S S

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 76.37 ng/ul 3481850 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): BP016231.D\data.ms (-570) (-) m/z 67.95 100.00%

68.0

—

5000
T
' ‘ 6.20 6.40 6.60 6.80 7.00
ob A4 [1313 2070 2049354.44152477.25368 1/, o595  26.03%
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 ]
6.20 6.40 6.60 6.80 7.00
m/z 39.00 25.11%
O‘\\‘\“H\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3153: 2-Cyclohexen-1-one
68.0
A e
6.20 6.40 6.60 6.80 7.00
5000 m/z 39.95 18.04%
o‘HL‘“HH‘WH_m,‘m,u‘wH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3151: 2-Cyclohexen-1-one BRRRREEEEEsEeEmsunsns o
68.0 6.20 6.40 6.60 6.80 7.00
m/z 42.00 9.39%
5000 /k

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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 6.35 ng/ul 289608 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 76
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 58
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 52

4 4-Octene, (E)- 112 C8H16 014850-23-8 50
5 4-Octene, (E)- 112 C8H16 014850-23-8 50

Abundance Scan 828 (8.057 min): BP016231.D\data.ms (-823) (-) m/z 55.00 100.00%

55.0
5000
R RS
“ |1 # 7.80 8.00 8.20 8.40
Ob LA 00 207.0260.1 3559 4302488.9547. /. 39,06  26.13%
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 LB L R L B L R U

7.80 8.00 8.20 8.40
m/z 111.95 22.49%

0\‘H‘“\“‘“‘"J‘]‘T\l‘%"‘o‘ww‘m\HH\HH\HHWHWHWH\‘
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
AN MRS
7.80 8.00 8.20 8.40
5000 m/z 57.00 22.13%
0"“'\"1\‘()!! /L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7247: 7-Oxabicyclo[4.1.0]heptan-2-one e ABEEEEREEE Sy
55.0 7.80 8.00 8.20 8.40

m/z 41.05 19.78%

oL so JL

‘\\‘\‘\“\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\’\\\\‘\\\

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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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.
8.146 2.38 ng/ul 108675 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 56
2 1-Cyclopropylpropan-1-amine 99 C6H13N 1000436-93-8 45
3 Heptanoic acid, 3-methylbutyl ester 200 C12H2402 000109-25-1 38
4 Bromoacetic acid, 2-ethylhexyl e... 250 C10H19Bro02 068144-73-0 28
5 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19C1l02 005345-58-4 28

Abundance Scan 843 (8.146 min): BP016231.D\data.ms (-838) (-) m/z 57.00 100.00%

57.0

—

5000
e e R aman
‘ 1 149 1927 280.6 7.80 8.00 8.20 8.40
. |
ol Al IS 1927 2805 3549 429.9490.8549. ./, 69,95  91.34%
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 /L\‘\\\\‘\\\\‘\\\\‘\\\\’\
7.80 8.00 8.20 8.40
m/z 57.95 43.93%
O‘\‘h\‘\‘\“\“‘“‘\h\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3998: 1-Cyclopropylpropan-1-amine
70.0
P T ey
7.80 8.00 8.20 8.40
5000 ITI/Z 41.00 36.52%
OH'H"
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75809: Heptanoic acid, 3-methylbutyl ester e RARESR SRS S EE
70.0 7.80 8.00 8.20 8.40
m/z 39.00 26.61%
5000
31.0
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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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.
8.275 158.53 ng/ul 7227440 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 91
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 64
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 50
Abundance Scan 865 (8.275 min): BP016231.D\data.ms (-857) (-) m/z 57.00 100.00%
57.0

—

5000
R Rm Rl
m ‘ 134.0 8.00 8.20 8.40 8.60
Ol =20 2089267.0 361.5419.9481.1539.3 1/, ge.00  26.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17288: 2-Chlorocyclohexano
57.0
5000 LI L B B BN R
8.00 8.20 8.40 8.60
m/z 81.00 18.50%
134.0
O‘\\”\JMH‘\“\!IU‘\“M‘\‘\\“\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17285: 2-Chlorocyclohexano
57.0
R o e
8.00 8.20 8.40 8.60
5000 m/z 41.00 18.20%
134.0
o"JhMﬁ'M!'u‘uhHm‘u,‘m"HwH_HWH_WWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17287: 2-Chlorocyclohexanol T T
57.0 8.00 8.20 8.40 8.60
m/z 44.00 17.15%
5000
o Ll 1300
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\BP071423\
Data File : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 5
R.T. EstConc Area Relative to ISTD R.T.
8.952 9.07 ng/ul 413362  1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 81
2 trans-1,4-Cyclohexanediol, bis(p... 408 C12H10F1004 1000384-30-6 64
3 Benzene, [(cyclohex-1-en-3-yl)me... 172 C13H16 004714-10-7 64

4 Cyclohexane, 1,3-dichloro-, cis- 152 Ce6H10C12 024955-63-3 64
5 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 59

Abundance Scan 980 (8.952 min): BP016231.D\data.ms (-974) (-) m/z 81.00 100.00%

81.0

%

5000
R RREREIS TS
H 1520 8.60 8.80 9.00 9.20
O ohfilly 1520 2669 3561 4289489.9549: ./, 79 .95  56.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29711: Cyclohexane, 1,2-dichloro-, trans-
81.0
5000
8.60 8.80 9.00 9.20
m/z 78.95 22.21%
0 |-5Qﬂ AAIHJ . 152.0
‘\\\\’\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306397: trans-1,4-Cyclohexanediol, bis(pentafluoroprop!

N

81.0
SUSCARWITS
8.60 8.80 9.00 9.20
5000 m/z 41.00 18.27%
ol5.0 || 1470 2160
500 B4 2180
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #47474: Benzene, [(cyclohex-1-en-3-yl)methyl]- T T T T
81.0 8.60 8.80 9.00 9.20

m/z 39.00 15.70%

5000

-

172.0
0 u‘#““\“}“\““"w‘“‘w”‘wHwHw””w”w”w”w AN AR AR

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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.275 5.80 ng/ul 264640 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 5-nitro- 115 C5H9NO2 023542-51-0 37
2 2-Penten-1-0l, 4-methyl- 100 C6H120 005362-55-0 35
3 6-Nonynoic acid 154 C9H1402 056630-31-0 32
4 Oxirane, 2,2'-(1,4-butanediyl)bis- 142 C8H1402 002426-07-5 28
5 1-Pentanol, 4-methyl-2-methylene- 114 C7H140 121505-31-5 27
Abundance Scan 1035 (9.275 min): BP016231.D\data.ms (-1027) (-)| m/z 41.00 100.00%
41.0
R AR
’ ’ ‘ o8 206.9 9.00 9.20 9.40 9.60
ol MLIkG28  200.9266.0 3441 4288 5030 ./, s57.00 82.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8756: 1-Pentene, 5-nitro-
41.0
5000 LN L B BN AL
9.00 9.20 9.40 9.60
‘ m/z 96.95 64.60%
0‘\\“\l h“‘U\Ll\l\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4364: 2-Penten-1-ol, 4-methyl-
41.0
S S AABARAR s a
9.00 9.20 9.40 9.60
5000 m/z 39.00 59.17%
0“|ML“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32100: 6-Nonynoic acid AR R e
41.0 9.00 9.20 9.40 9.60
m/z 67.00 43.57%
o lliipooo
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 : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.239 2.11 ng/ul 288383  Phenanthrene-di10 17.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83

Abundance Scan 2559 (18.239 min): BP016231.D\data.ms (-2554) (- m/z 43.00 100.00%

43.0
5000
128.9

213.2 SR e
I\\'hl

| seio 18.00 18.50
ob AMRAAL L1, BL0339.1 4287 8a1€ .73 00 95.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0

5000 7 —
129.0 18.00 18.50
m/z 60.00 80.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
= =7
18.00 18.50
5000 1290 m/Z 57.69 74.5900
“ 213.0
(- HHMMWAm‘\w_‘H_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid 7 —
73.0 18.00 18.50

m/z 55.00 72.41%

256.0
5000
157.0
! mhhn\‘lL

LB E L L —— —
miz—> 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\BP071423\
Data File : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 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 16 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.557 13.04 ng/ul 2145470  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 78
4 9-Octadecenamide 281 C18H35NO 003322-62-1 64
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 59

Abundance Scan 3293 (22.557 min): BP016231.D\data.ms (-3288) (- m/z 59.00 100.00%

59.0
5000
‘ 22.50 |
126.0 ; :
ol ALUL§EP018a1 200138514170 48925081 u/y 75.00  69.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — ‘
22.50
‘ m/z 55.00 53.61%
126.0
Ot d\ ‘\“ ‘H}“\m\"m‘ '\'“\J‘\'\l “:\1\8\4\‘0\ T ‘2\\8\'1\.?\ T T T T T T T T[T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174777: 9-Octadecenamide, (Z2)-
59.0
T I
22.50
5000 ITI/Z 41.00 34.77%
126.0
281.0
- Nﬂ\‘mum{l!““‘w‘lhlﬁﬁ'ﬁ""m,‘H‘,w,w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174773: 9-Octadecenamide, (2)- —— :
59.0 22.50
m/z 43.00 31.23%
5000
126.0 281.0
ol !
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
23.104 2.24 ng/ul 374096  Perylene-d12 23.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tetracosane 338 (C24H50 000646-31-1 94
3 Tetracosane 338 (C24H50 000646-31-1 94
4 Tricosane 324 (C23H48 000638-67-5 93
5 Heneicosane 296 C21H44 000629-94-7 93

Abundance Scan 3386 (23.104 min): BP016231.D\data.ms (-3382) (- m/z 57.00 100.00%

57.0
5000

T
23.00 23.50

1 207.0
o‘HmH"fwwH"‘“2‘53?‘9,H?’ﬁ’?‘l““““‘?9‘9‘?‘2‘1‘9_ m/z 71.00  68.27%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
5000 —— —
23.00 23.50

m/z 43.05 60.98%

0 \‘ 1\ ﬂ 1 1 710 267.0 33\80
\\\‘\\\\‘\\\1‘\1\\‘\\\\‘\\f\’\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane

57.0

T
23.00 23.50

5000 m/z 85.05 49,33%
AL ara a0
S R A A A A AR LA AR SRR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246480: Tetracosane T T
57.0 23.00 23.50

m/z 41.00 21.71%

\‘ || 270 197.0 281.0338.0

L T

OF b bt i iy b v rg e e e — —
miz--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016231.D

Acqg On : 14 Jul 2023 17:57
Operator : MA/JU

Sample : 03437-21

Misc

ALS Vvial : 16 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|

1,4-Pentadiene 4.305 3.8 ng/ul 173499 1 7.957 911826 20.0
Tetrachloroethy... 4.593 5.1 ng/ul 232828 1 7.957 911826 20.0
7-Oxabicyclo[4.... 5.369 3.9 ng/ul 179155 1  7.957 911826 20.0
Benzene, 1,3-di... 5.558 4.8 ng/ul 220801 1 7.957 911826 20.0
unknown-01 5.793 4.3 ng/ul 194153 1 7.957 911826 20.0
2-Cyclohexen-1-0l 5.828 34.4 ng/ul 1566620 1 7.957 911826 20.0
2,4-Dimethylfuran 5.893 9.0 ng/ul 411104 1 7.957 911826 20.0
Cyclopropane, 1... 6.199 9.0 ng/ul 48433 1 7.957 911826 20.0
2-Cyclohexen-1-one  6.581 76.4 ng/ul 3481850 1 7.957 911826 20.0
7-Oxabicyclo[4.... 8.057 6.3 ng/ul 289608 1 7.957 911826 20.0
7-Oxabicyclo[4.... 8.146 2.4 ng/ul 108675 1 7.957 911826 20.0
2-Chlorocyclohe... 8.275 158.5 ng/ul 7227440 1 7.957 911826 20.0
Cyclohexane, 1,... 8.952 9.1 ng/ul 413362 1 7.957 911826 20.0
unknown-02 9.275 5.8 ng/ul 264640 1 7.957 911826 20.90
n-Hexadecanoic ... 18.239 2.1 ng/ul 288383 4 17.381 2734090 20.0
9-Octadecenamid... 22.557 13.0 ng/ul 2145470 5 21.480 3291080 20.0
(DEL) Alkane: S... 23.104 2.2 ng/ul 374096 6 23.974 3337170 20.0
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