LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71423\
Data File : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc :

ALS vial : 6 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@16220.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.575 63 66 75 rVB2 13701 21806 0.28% 0.037%
2 3.852 109 113 122 rBV6 7763 20542 0.26% 0.035%
3 3.940 125 128 136 rVB3 12211 23819 0.30% 0.041%
4 4,052 143 147 156 rVB 30196 54180 0.69% 0.092%
5 4.305 185 190 200 rvB2 101831 184589 2.36% 0.314%
6 4.593 234 239 254 rVB 144403 269116 3.44% 0.458%
7 5.152 329 334 342 rVB3 10374 18743 0.24% 0.032%
8 5.376 365 371 377 rBV 127519 218258 2.79% 0.371%
9 5.417 377 379 387 rVB 21090 35818 0.46% 0.061%
106 5.558 397 403 419 rBV 86758 248578 3.18% 0.423%
11 5.793 438 443 444 rBV 116574 133647 1.71% 0.227%
12 5.828 444 449 458 rVWV 933338 1717390 21.98% 2.923%
13 5.905 458 462 474 rVB2 81546 252288 3.23% 0.429%
14 6.199 506 512 523 rVB 256284 435709 5.58% 0.742%
15 6.352 531 538 544 rVB6 11763 23706 0.30% 0.040%
16 6.581 570 577 602 rBV 1781388 3732774 47.77%  6.354%
17 7.181 671 679 696 rBv2 117202 474828 6.08% 0.808%
18 7.305 696 700 724 rVB 136898 356077 4.56% 0.606%
19 7.511 730 735 748 rBV2 176768 470449 6.02% 0.801%
20 7.687 760 765 778 rVW 47552 98358 1.26% 0.167%
21 7.899 793 801 804 rBV7 8370 20970 0.27% 0.036%
22 7.963 804 812 823 rBV 564297 1217135 15.58% 2.072%
23 8.058 823 828 838 rVB 153694 350739 4.49% 0.597%
24 8.169 838 847 853 rBvV2 150515 424937 5.44% 0.723%
25 8.228 853 857 858 rW 46703 60434 0.77% 0.103%
26 8.275 858 865 879 rVB 4617820 7814621 100.00% 13.301%
27 8.611 918 922 927 rVWW3 25207 44341 0.57% 0.075%
28 8.669 927 932 944 rVB 55393 120268 1.54% 0.205%
29 8.775 944 950 957 rBV3 78327 230792 2.95% 0.393%
30 8.852 957 963 974 rVV3 158825 531436 6.80% 0.905%
31 8.952 974 980 989 rVW 254137 521899 6.68% 0.888%
32 9.022 989 992 998 rVWV5 22772 52823 0.68% 0.090%
33  9.075 998 1001 1007 rVB 29276 50274 0.64% 0.086%
34 9.199 1014 1022 1029 rBV2 117482 309185 3.96% 0.526%
35 9.281 1029 1036 1047 rVvB2 111108 289922 3.71% 0.493%
36 9.552 1076 1082 1086 rBV9 8821 18610 0.24% 0.032%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71423\
Data File : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc :

ALS vial : 6 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 9.605 1088 1091 1097 rVV3 14066 22689 0.29% 0.039%
38 9.669 1097 1102 1110 rVV6 24236 51938 0.66% ©0.088%
39 9.805 1121 1125 1132 rVB2 14942 26315 0.34% 0.045%
40 9.934 1139 1147 1169 rBVe6 62784 345780 4.42% 0.589%
41 10.181 1182 1189 1196 rVB9 17136 49309 0.63% 0.084%
42 10.252 1196 1201 1203 rBV6 11309 19415 0.25% 0.033%
43 10.357 1213 1219 1228 rVBS8 8072 22418 0.29% 0.038%
44 10.546 1244 1251 1275 rBV3 79653 394559 5.05% 0.672%
45 10.740 1276 1284 1285 rVV3 33341 58623 ©0.75% 0.100%
46 10.787 1286 1292 1318 rVB 794789 2145570 27.46% 3.652%
47 11.281 1370 1376 1385 rVB 10767 28311 0.36% 0.048%
48 11.422 1394 1400 1406 rBvie 14435 34547 0.44% 0.059%
49 11.716 1442 1450 1459 rBvV1e 11553 35570 0.46% 0.061%
50 12.204 1527 1533 1539 rVB8 8135 21392 0.27% 0.036%
51 12.734 1614 1623 1633 rBV2 58150 128239 1.64% 0.218%
52 12.816 1633 1637 1640 rVvV 36616 59530 0.76% 0.101%
53 12.851 1640 1643 1651 rVB2 36141 62053 0.79% 0.106%
54 13.416 1733 1739 1744 rBV 44141 80656 1.03% 0.137%
55 13.498 1749 1753 1762 rVB5 13908 29843 0.38% 0.051%
56 13.804 1798 1805 1810 rBV2 8471 18278 ©0.23% 0.031%
57 14.051 1840 1847 1858 rBV 409084 916900 11.73% 1.561%
58 14.322 1876 1893 1912 rBV2 618309 1442217 18.46%  2.455%
59 14.622 1937 1944 1963 rBV 1623861 3007538 38.49% 5.119%
60 15.028 2007 2013 2017 rBV5 58434 128343 1.64% 0.218%
61 15.381 2069 2073 2077 rVV5 12390 19744 0.25% 0.034%
62 15.440 2078 2083 2091 rVB3 33665 79619 1.02% 0.136%
63 15.634 2107 2116 2133 rBV 659562 1580169 20.22% 2.690%
64 15.881 2148 2158 2166 rBV7 75840 303534 3.88% 0.517%
65 16.010 2174 2180 2193 rVB 215952 414017 5.30% 0.705%
66 16.169 2201 2207 2208 rBV5 35001 53989 0.69% 0.092%
67 16.275 2222 2225 2228 rBV2 19126 21877 0.28% 0.037%
68 16.557 2268 2273 2277 rBV 45947 68264 0.87% 0.116%
69 16.616 2278 2283 2287 rVB2 27905 40567 0.52% 0.069%
70 17.004 2345 2349 2354 rBV8 14002 27366 0.35% 0.047%
71 17.098 2361 2365 2367 rBV3 22310 30384 0.39% 0.052%
72 17.128 2367 2370 2376 rVB6 25308 46397 0.59% 0.079%
73 17.281 2389 2396 2404 rVB7 28096 79033 1.01% 0.135%
74 17.381 2407 2413 2419 rBV 2199376 3688330 47.20% 6.278%
75 17.434 2419 2422 2429 rVW 278748 533713 6.83% 0.908%

76 17.504 2429 2434 2453 rVVW2 482985 1364408 17.46% 2.322%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71423\
Data File : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc :

ALS vial : 6 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 17.645 2455 2458 2465 rVB4 32812 49644 0.64% 0.084%
78 18.016 2517 2521 2530 rVB 189807 260226  3.33% 0.443%
79 18.239 2554 2559 2564 rBV2 282880 455345 5.83% 0.775%
80 18.328 2570 2574 2582 rVB4 56804 115835 1.48% 0.197%
81 18.469 2594 2598 2601 rBvV2 33491 50024 0.64% 0.085%
82 18.757 2643 2647 2652 rBV 58342 89807 1.15% 0.153%
83 18.928 2673 2676 2681 rVB4 26868 35986 0.46% 0.061%
84 19.004 2686 2689 2691 rVB2 36622 37491 0.48% 0.064%
85 19.051 2694 2697 2701 rVWV 49764 59563 0.76% 0.101%
86 19.110 2705 2707 2709 rBV2 36336 33487 0.43% 0.057%
87 19.145 2709 2713 2716 rVV 222291 235550 3.01% 0.401%
88 19.275 2731 2735 2737 rBV3 91983 132512 1.70%  0.226%
89 19.398 2752 2756 2764 rVB 458643 631616 8.08% 1.075%
90 19.463 2764 2767 2775 rBV2 145489 229756 2.94% 0.391%
91 19.722 2806 2811 2826 rBV2 1459116 2958113 37.85% 5.035%
92 19.904 2839 2842 2848 rVB2 63535 83048 1.06% 0.141%
93 21.169 3053 3057 3063 rVB3 255510 421284 5.39% 0.717%
94 21.333 3082 3085 3093 rVB 507464 581189 7.44%  0.989%
95 21.480 3105 3110 3123 rBV 2616472 4850002 62.06%  8.255%
96 22.563 3289 3294 3303 rVB 1508079 2169717 27.76%  3.693%
97 23.110 3383 3387 3393 rVB 484952 724791  9.27%  1.234%
98 23.757 3493 3497 3501 rBV 223954 331060 4.24% 0.564%
99 23.810 3501 3506 3513 rBV2 634361 1193406 15.27% 2.031%
100 23.974 3527 3534 3553 rVB 1738388 4690591 60.02% 7.984%

Sum of corrected areas: 58750548
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Jul 2023 11:40
: MA/JU
: 03418-20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
BP016220.D

: 6 Sample Multiplier: 1

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

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP016220.D\data.ms
8.275
4000000
3000000
2000000 6.581
1000000 5828 10.787
7.963
\/\‘\\3‘5\7\3\37‘7\?\3(?‘%_?\\9\3\\5\1%\?’\7‘\\\\‘\\735:_)%\\\\‘7\./1\@‘;-%?&11?;\\‘?“%"?/\\\\ \\\8\ \\\\‘\g.g\@@\\(\)‘:\[]\-\\‘z%?%(
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BP016220.D\data.ms
4000000
3000000
17.381
2000000
14.622 19.722
1000000 15,634
14.322 . 504
14.051 171484
g@ | 18.
12.204 120785 13:41@83.8%/L 15.02855840'L 6@5@56161@@% 645
e B e e T T L I e e o e e e e e e e e T T R e e e e SRS LA A e e o
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP016220.D\data.ms
4000000
21.480
3000000
23.974
22.563 3.9
2000000
23.81
21.33 23.110
1000000 ZIﬁfﬁ
M
0\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
BP016220.D

: 14 Jul 2023 11:40
: MA/JU
: 03418-20

: 6 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 1 Cyclopropane, ethylidene- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
4.305 3.03 ng/ul 184589 1,4-Dichlorobenzene-d4 7.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 83
2 1,4-Pentadiene 68 C5H8 000591-93-5 74
3 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 72
4 3(2H)-Pyridazinone 96 C4H4N20 000504-30-3 68
5 1,3-Pentadiene 68 C5H8 000504-60-9 64
Abundance Scan 190 (4.305 min): BP016220.D\data.ms (-185) (-) m/z 67.00 100.00%
67.0
5000 WNWMNWW/\¥W$~M
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_YT
m . 4.00 4.20 4.40 4.60
ol A 11280 221.1282.0 356,0417.04804 549. /7 39.00  87.16%
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 B
4.00 4.20 4.40 4.60
‘ m/z 67.95 76.50%
O ‘\\\‘\J‘\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #512: 1,4-Pentadiene
67.0
TR
4.00 4.20 4.40 4.60
5000 m/z 41.00 68.55%
0 ‘HLHW‘H‘H“_‘H,‘H‘_‘H,‘H‘_“W‘H“H‘W‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #521: 1,3-Pentadiene, (2)- At A AR S RS
67.0 4.00 4.20 4.40 4.60
m/z 96.00 54.56%
) JU\\
ol M{UHWm_m‘w‘w‘w_Mwwww_ P el 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 : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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 4.42 ng/ul 269116 1,4-Dichlorobenzene-d4 7.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 96
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): BP016220.D\data.ms (-234) (-) m/z 165.80 100.00%

165.8

%

5000 93.8
Ramas e aaEEE T
‘ 1 ‘ 4.20 4.40 4.60 4.80 5.00
Ol bbbl 2651 3409 4291 5146 /7 163.80  78.83%
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 T T T
94.0 4.20 4.40 4.60 4.80 5.00

m/z 128.90  71.36%

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 130.90 71.06%

35.r
0 lJJ’W,\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39850: Tetrachloroethylene RRRREE SR RS
166.0 4.20 4.40 4.60 4.80 5.00
m/z 167.80  51.77%
5000
94.0

—

SSLﬂ L ‘\ \

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 : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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.
5.370 3.59 ng/ul 218258 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane 98 C6H100 000286-20-4 64
2 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 58
3 7-Oxabicyclo[4.1.0]heptane 98 C6H100 000286-20-4 40
4 Propanenitrile, 3,3'-iminobis- 123 C6H9N3 000111-94-4 40
5 1,3-Benzodioxol-2-one, hexahydro... 142 C7H1003 019456-20-3 38
Abundance Scan 371 (5.370 min): BP016220.D\data.ms (-365) (-) m/z 83.00 100.00%
83.0
5000
T
‘ ' ‘ 5.00 5.20 5.40 5.60
o AllL] 14622079 294.93567 45085259 ./, 4100 79.61%
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 \‘\\J\\\T\‘ﬁ/\\r\\u‘uu’\
5.00 5.20 5.40 5.60
m/z 41.95 70.85%
O‘JJ\'%Q'O’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)-
41.0
R e e m Rt
5.00 5.20 5.40 5.60
5000 m/z 39.00 61.12%
oty e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3656: 7-Oxabicyclo[4.1.0]heptane e e S RRRAR
83.0 5.00 5.20 5.40 5.60
m/z 53.95 46.80%
5000 J\
OLS-LJJMI,
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 : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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 o-Xylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.558 4.08 ng/ul 248578 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 o-Xylene 106 C8H1e0 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 p-Xylene 106 C8H10 000106-42-3 97
Abundance Scan 403 (5.558 min): BP016220.D\data.ms (-397) (-) m/z 91.00 100.00%
91.0

-

5000
AR REE SR e
1 5.20 5.40 5.60 5.80
O Ll 1909 26690 3551 46728322 ./, 1p6.00 47.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5719: o-Xylene
91.0
5.20 5.40 5.60 5.80
m/z 105.00  22.48%
O‘\ZZ\.PIL\‘“\J! [“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5727: 0-Xylene
91.0
R T TR Y
5.20 5.40 5.60 5.80
5000 m/z 77.00 12.26%

27.
| PL 1

—

O et e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5724: p-Xylene PR R T
91.0 5.20 5.40 5.60 5.80
m/z 50.95 12.13%
B Aﬂj\‘J\/\
27.
o_ﬂﬂ'«““l L e 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 : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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 18

R.T. EstConc Area Relative to ISTD R.T.
5.793 2.20 ng/ul 133647 1,4-Dichlorobenzene-d4 7.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methoxy- 112 C7H120 000931-57-7 27
2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 27
3 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 22
4 Thiophene, 2,4-dimethyl- 112 C6H8S 000638-00-6 22
5 Thiophene, 2,3-dimethyl- 112 C6H8S 000632-16-6 22

Abundance Scan 443 (5.793 min): BP016220.D\data.ms (-438) (-)
84.0

m/z 84.00 100.00%

-

5000
R
“I 6.9207.0 2820 5.40 5.60 5.80 6.00 6.20
ol AMRR 1469550 2820 3558 4456 S317 m/z 41.00  60.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7371: Cyclohexene, 1-methoxy-
84.0
5000 \j\ﬁwu‘uu‘uu‘uu’u

5.40 5.60 5.80 6.00 6.20
m/z 97.00 56.88%

20, A|l | \‘ |

O‘\\\\’\f\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1631: Furan, 2,3-dihydro-4-methyl-
84.0

%

5.40 5.60 5.80 6.00 6.20
5000 m/z 69.00 56.04%

24‘; )

—

0 e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl- R e
84.0 5.40 5.60 5.80 6.00 6.20
m/z 78.95 55.77%
5000

m/z-->

0 24' 1o

0 50 100 150 200 250 300 350 400 450 500 550

=

5.40 5.60 5.80 6.00 6.20

SFAM-EPA-BP071223.MA.M Mon Jul 17 04:10:33 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 6 2-Cyclohexen-1-o0l Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.828  28.22 ng/ul 17173960 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 94
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 89
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 58
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 53
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 43
Abundance Scan 449 (5.828 min): BP016220.D\data.ms (-444) (-) m/z 69.95 100.00%

70.0
5000

T T
5.60 5.80 6.00 6.20

'Huwl“v,zs&o356-9414-7531-8 n/z 83.00 43.41%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3586: 2-Cyclohexen-1-0
70.0

5000 e
5.60 5.80 6.00 6.20

” m/z 55.00  32.32%

‘m}!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3579: 2-Cyclohexen-1-0
70.0
A

5.60 5.80 6.00 6.20
5000 m/z 39.00 29.85%

lZJ,UJL \

e e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 J&
Abundance #3588: 2-Cyclohexen-1-0

'u\l
SN e U A

70.0 5.60 5.80 6.00 6.20
m/z 97.00 29.54%

5000 JL
0 JW”M]

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

o

o

o

SFAM-EPA-BP071223.MA.M Mon Jul 17 04:10:34 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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 1,3-Pentadiene, 5-bromo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.905 4.15 ng/ul 252288 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, 5-bromo- 146 C5H7Br 001001-93-0 50
2 Palladium, [1,2-ethanediylbis[bi... 506 C24H50P2Pd 138234-16-9 43
3 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 40
4 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 38
5 1,3-Butadiene, 2-(bromomethyl)- 146 C5H7Br 023691-13-6 33
Abundance Scan 462 (5.905 min): BP016220.D\data.ms (-458) (-) m/z 67.00 100.00%
67.0

=

5000
SHRP A S RA NS
‘ ‘ 5.60 5.80 6.00 6.20
ob—Ajdpl, 1649 2668 3560 4260 5156 = n/z 96.00  48.60%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25178: 1,3-Pentadiene, 5-bromo-
67.0
5000 T T [ TT T T i T riiT]
5.60 5.80 6.00 6.20
m/z 39.00 42.32%
146.0
0 JHIH " “
‘\\\\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #338908: Palladium, [1,2-ethanediylbis[bis(1,1-dimethyle
67.0

=

5.60 5.80 6.00 6.20
5000 m/z 41.00 26.55%

147.0205.0267.0  366.0424.0 504.0

—

(PR E IS {£Unht et LA AL R i a2 M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3231: Cyclopentene, 3-ethyl- T e
67.0 5.60 5.80 6.00 6.20
m/z 95.00 23.85%
5000 L
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 Mon Jul 17 04:10:36 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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-bromo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.199 7.16 ng/ul 435709  1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 72
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 59
3 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 59
4 Cyclopropane, 1-chloro-2-ethenyl... 116 C6H9C1 062337-93-3 53
5 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 53
Abundance Scan 512 (6.199 min): BP016220.D\data.ms (-506) (-) m/z 81.00 100.00%
81.0
5000

2 RN § N

‘ } 5.80 6.00 6.20 6.40 6.60
olprr Hiwhw | 471 2210283.1342.9 4291 5218 m/z 79.e0  49.89%

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

Abundance #36451: Cyclohexene, 3-bromo-

81.0
5000 BEEEE R
5.80 6.00 6.20 6.40 6.60
m/z 80.00  29.39%
O ’\\L‘”‘IL\“\ !‘\1\]\-?\0\-\0\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36450: Cyclohexene, 3-bromo-
81.0
R AR R RS S
5.80 6.00 6.20 6.40 6.60
5000 m/z 53.00 21.93%
Sl w0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3253: 3,5-Dimethylcyclopentene A REEEaRREES S
81.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 19.90%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40 6.60

SFAM-EPA-BP071223.MA.M Mon Jul 17 04:10:37 2023 Page: 12



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

Library Search Compound Report

Data File : BP@16220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6

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 9 2-Cyclohexen-1-one Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.581 61.34 ng/ul 3732776  1,4-Dichlorobenzene-d4 7.963
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 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 45
Abundance Scan 577 (6.581 min): BP016220.D\data.ms (-570) (-) m/z 67.95 100.00%
68.0
5000 /&
T
. ’ ‘ 6.20 6.40 6.60 6.80 7.00
Olrrdieh 11850 206.9264.9  368.8430.4490.9549.  n/7 95.95  26.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3153: 2-Cyclohexen-1-one
68.0
5000 T T T T T[T T T[T T [TTTT]T1
6.20 6.40 6.60 6.80 7.00
’ m/z 38.95 25.42%
O‘\\L\l‘”\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3151: 2-Cyclohexen-1-one
68.0
A
6.20 6.40 6.60 6.80 7.00
5000 m/z 40.00 18.11%
0"wwﬂuu"H“,H“_“W“‘W“H“H“‘H“H“_“‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3152: 2-Cyclohexen-1-one R e e  RRRE o
68.0 6.20 6.40 6.60 6.80 7.00
m/z 41.95 9.49%
5000 ‘/k
o‘HMI'HW_‘H,mwmww_m_MHH‘WWW SIS -

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

SFAM-EPA-BP071223.MA.M Mon Jul 17 04:10:40 2023 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
BP016220.D

: 14 Jul 2023 11:40

: MA/JU

. 03418-20

: 6 Sample Multiplier: 1

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

le : SVOA CALIBRATION

ry ¢ 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.
8.058 5.76 ng/ul 350739 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 91
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 91
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 58
4 Cyclopropane, pentamethyl- 112 C8H16 014172-83-9 47
5 3-Ethyl-3-hexene 112 C8H16 016789-51-8 45
Abundance Scan 828 (8.058 min): BP016220.D\data.ms (-823) (-) m/z 55.00 100.00%
55.0
T SO T
“ | 1#0 o 7.80 8.00 8.20 8.40
O ilba 700 2071 281.0341.8402.0 4900 - n/z 39.00  25.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000 L L L LA LN R L
7.80 8.00 8.20 8.40
m/z 112.00 22.32%
O‘\\\\““\‘A\VJ‘]\T‘]-\%\-R‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7244 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
R R
7.80 8.00 8.20 8.40
5000 m/z 41.00 20.76%
OH‘W'All'O,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7247: 7-Oxabicyclo[4.1.0]heptan-2-one REREEEERAE EEa e
55.0 7.80 8.00 8.20 8.40
m/z 56.95 19.01%
5000
o‘.H.n\mFO,“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40

SFAM-EPA-BP071223.MA.M Mon Jul 17 04:10:42 2023

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6

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 11 unknown-02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.169 6.98 ng/ul 424937  1,4-Dichlorobenzene-d4 7.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene 68 C5H8 000591-93-5 35
2 Cyclopentanemethanol 100 C6H120 003637-61-4 32
3 6-(1-Hydroxy-1-methylethyl)-3-me... 168 C10H1602 1000185-04-2 32
4 4-Penten-1-o0l 86 C5H100 000821-09-0 25
5 4-Heptyn-2-o0l 112 C7H120 019781-81-8 25
Abundance Scan 847 (8.169 min): BP016220.D\data.ms (-838) (-) m/z 57.00 100.00%

57.0
5000

i 7.80 8.00 8.20 8.40
L. 185.0 2069 280.9340.84008 5129 = ./, 69.95 98.79%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #512: 1,4-Pentadiene
67.0
A

5000 O RRRERARS RS SoR e
7.80 8.00 8.20 8.40

m/z 67.95 81.38%

L
O‘\\l\‘\“‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4325: Cyclopentanemethanol
67.0

o

7508608%08£0 |
5000 m/z 67.00 66.06%
O‘M|MIvv /\/VJ\N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43171: 6-(1-Hydroxy-1-methylethyl)-3-methylcyclohex-3 N RN
68.0 7.80 8.00 8.20 8.40

m/z 41.00  33.90%

0 ‘1 .\ uJ L 150 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 : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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.
8.275 128.41 ng/ul 7814620 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 95
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 83
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 58

Abundance Scan 865 (8.275 min): BP016220.D\data.ms (-858) (-) m/z 57.00 100.00%

57.0

—

5000
R R AREAR
m " 134.0 8.00 8.20 8.40 8.60
0 Adudl 134010829533 3448408846745271 1112 8o 00  26.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17285: 2-Chlorocyclohexanol
57.0
5000 L L B B BN R
8.00 8.20 8.40 8.60
m/z 80.95 18.55%
134.0
O‘\\”#A“A\MI\M\H\‘I‘\‘\\L\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17288: 2-Chlorocyclohexanol
57.0
R o mEan
8.00 8.20 8.40 8.60
5000 m/z 41.00 17 .60%
m ’ 134.0
o‘H”‘w‘“‘eﬂ!'vwmJu_m,‘m,u‘wH_ww_ww,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17287: 2-Chlorocyclohexanol R SRAREEEEE R e
57.0 8.00 8.20 8.40 8.60
m/z 44.00 17.23%
5000
T R | S—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60

SFAM-EPA-BP071223.MA.M Mon Jul 17 04:10:48 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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 8.58 ng/ul 521899 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 87
2 trans-1,4-Cyclohexanediol, bis(p... 408 C12H10F1004 1000384-30-6 72
3 Cyclohexane, 1,3-dichloro-, cis- 152 C6H1eC12 024955-63-3 64
4 cis-1,4-Cyclohexanediol, 0,0'-bi... 408 C12H10F1004 1000385-95-0 64
5 Cyclohexane, 1,3-dichloro-, trans- 152 C6H10Cl2 024955-62-2 64

Abundance Scan 980 (8.952 min): BP016220.D\data.ms (-974) (-) m/z 81.00 100.00%

81.0

>

5000
R RRNERE e AR
H 1519 8.60 8.80 9.00 9.20
ol dilly 1519 221.0280.93409 4479 5377 ., 79 95  54.19%
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 79.00 18.60%
0 1-50\\ AJ“ ‘J . 152.0
‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

5

81.0
TR
8.60 8.80 9.00 9.20
5000 m/z 39.00 16.02%
ol5.0 ||} 1470 2160
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29706: Cyclohexane, 1,3-dichloro-, cis- A AR AT
81.0 8.60 8.80 9.00 9.20
m/z 41.00 15.22%
h WM
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 : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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-03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.281 4.76 ng/ul 289922 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,2'-(1,4-butanediyl)bis- 142 C8H1402 002426-07-5 40
2 3-Tetradecyn-1-o0l 210 C14H260 055182-74-6 35
3 Z-1,9-Dodecadiene 166 C12H22 1000245-71-0 32
4 3,5-Hexadien-2-o0l, 2-methyl- 112 C7H120 000926-38-5 17
5 Aziridine, 1-(1-butenyl)-, (E)- 97 C6H11IN 080839-92-5 14

Abundance Scan 1036 (9.281 min): BP016220.D\data.ms (-1029) (-) m/z 41.00 100.00%

41.0
e AR AR At
M } 131 9 9.00 9.20 9.40 9.60
0l ”:U‘J“ Chp220.92800 3551 4567 5364 4 7 56.95  75.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22780: Oxirane, 2,2'-(1,4-butanediyl)bis-
41.0
5000 L L B L BN LR
9.00 9.20 9.40 9.60
W ’H m/z 39.08  59.95%
O‘\J\‘\ ‘“I“hiﬂ.llo’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87545: 3-Tetradecyn-1-0
41.0
B in m
9.00 9.20 9.40 9.60
5000 m/z 97.00 56.58%
0ly w‘“ﬂm,”:_HwH_Hww_ww_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41522; Z-1,9-Dodecadiene R AEAREaRE R
41.0 9.00 9.20 9.40 9.60
m/z 67.00 43.10%
- M
0 .H h 0167.0
Ran ‘H‘H“W“w‘H“H“_‘H“H“H‘w“u“u‘_ Copeoo T
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 : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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 Benzophenone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.010 2.25 ng/ul 414017  Phenanthrene-d10 17.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2180 (16.010 min): BP016220.D\data.ms (-2174) (|  m/z 105.00 100.00%
105.0
5000 182.0 J\\
I \
41L ) 16.00
Ofrrridiotli o A 2528 34104027 4804 548  n/; 77.00  71.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 el
16.00
m/z 182.00  49.91%
O \\\\‘\\”\\‘\\\\‘h\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
R \
16.00
5000 1820 m/z 51.00 31.15%
0 271.0\ Al " \
R B B B AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone T
105.0 16.00
m/z 181.05 10.05%
182.0
5000
0 27\0 | |
B e R L R L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6 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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.239 2.47 ng/ul 455345  Phenanthrene-d10 17.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2559 (18.239 min): BP016220.D\data.ms (-2554) (- m/z 73.00 100.00%

73.0
5000

2132 — ——
‘“ L 18.00 18.50
M.“luu

Ol H_H‘_me?*‘3‘1‘?"?"5‘5941“??7‘7‘5”9‘5‘3‘?‘9 m/z 43.00  88.69%

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 59.95 79.46%
0‘\\\‘““‘ Jmm‘mmlll}?ﬂ’.b\’l‘
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 72.13%
129.0
oMo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid 7 —
60.0 18.00 18.50

m/z 57.00 71.71%

5000 129.0
“ 213.0
¥ HHIM\H\ | ‘

0l H‘w_‘H,m‘,H‘wHH_m_m_ww“ —r —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Meth
Quant Titl

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP071423\

BP016220.D

: 14 Jul 2023 11:40
: MA/JU
: 03418-20

. 6

od
e

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 17 13-Docosenamide, (Z)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.563 8.95 ng/ul 2169720  Chrysene-d12 21.480
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 90
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 87

Abundance Scan 3294 (22.563 min): BP016220.D\data.ms (-3289) (- m/z 59.00 100.00%

59.0

5000
=T T
HM 1930 2943 2250
oA WHMM,lw P 2203355.14150 4901548 4/, 72.00  70.50%
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 52.78%
126.0
337.0
0 | “ \‘ m‘ﬂ m m Jh gl 240.0 I
\\\1‘WY\‘YIWYI\\\\‘\\\!‘\\\!‘\!\1‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #174773: 9-Octadecenamide, (2)-
59.0
\ \
22.50
5000 ITI/Z 41.00 33.96%
0 281.0
oH‘A““Hlumw‘,u‘l?f?ﬂ"wH‘w‘Hwwww_w
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #174776: 9-Octadecenamide, (2)- ——
59.0 22.50
m/z 43.00 31.34%
5000
‘ 125.0 281.0
bbb bl 20025 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc

ALS vial : 6

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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
23.110 3.09 ng/ul 724791  Perylene-di2 23.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 9-Methylheneicosane 310 C22H46 070475-51-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3387 (23.110 min): BP016220.D\data.ms (-3383) (- m/z 57.00 100.00%

57.0
5000

-
{8272 1971 2670 2300 2350
Obr AL ALE 1971 2670 3410 416747505359 /7 7106 66.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0

5000 — -
23.00 23.50

m/z 43.05 61.50%

| 1|1F [0 2400
O‘\\‘Tg‘\Wf‘\‘f\ﬂ\f‘\\\\’\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212285: 9-Methylheneicosane
57.0

T
23.00 23.50
5000 m/z 85.10  48.98%

140.0
o illlliy] asso 2s0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #246481: Tetracosane T ——
57.0 23.00 23.50
m/z 55.00  23.26%
o \‘ | 1270 197.0 267.0 338.0
"H‘_‘H‘H‘w‘H‘W‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071423\
Data File : BP016220.D

Acqg On : 14 Jul 2023 11:40
Operator : MA/JU

Sample : 03418-20

Misc :

ALS vial : 6 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... 4.305 3.0 ng/ul 184589 1 7.963 1217140 20.0
Tetrachloroethy... 4.593 4.4 ng/ul 269116 1 7.963 1217140 20.0
7-Oxabicyclo[4.... 5.370 3.6 ng/ul 218258 1 7.963 1217140 20.0
o-Xylene 5.558 4.1 ng/ul 248578 1 7.963 1217140 20.0
unknown-01 5.793 2.2 ng/ul 133647 1 7.963 1217140 20.0
2-Cyclohexen-1-0l 5.828 28.2 ng/ul 1717390 1 7.963 1217140 20.0
1,3-Pentadiene,... 5.905 4.2 ng/ul 252288 1 7.963 1217140 20.0
Cyclohexene, 3-... 6.199 7.2 ng/ul 435709 1 7.963 1217140 20.0
2-Cyclohexen-1-one 6.581 61.3 ng/ul 3732770 1 7.963 1217140 20.0
7-Oxabicyclo[4.... 8.058 5.8 ng/ul 350739 1 7.963 1217140 20.0
unknown-02 8.169 7.0 ng/ul 424937 1 7.963 1217140 20.0
2-Chlorocyclohe... 8.275 128.4 ng/ul 7814620 1 7.963 1217140 20.0
Cyclohexane, 1,... 8.952 8.6 ng/ul 521899 1 7.963 1217140 20.0
unknown-03 9.281 4.8 ng/ul 289922 1 7.963 1217140 20.0
Benzophenone 16.010 2.3 ng/ul 414017 4 17.387 3688330 20.0
n-Hexadecanoic ... 18.239 2.5 ng/ul 455345 4 17.387 3688330 20.0
13-Docosenamide... 22.563 8.9 ng/ul 2169720 5 21.480 4850000 20.0

3.1 6 0

(DEL) Alkane: S... 23.110 ng/ul 724791 23.974 4690590 20.
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