LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc :

ALS Vvial : 12 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-BP042122.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10152.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.305 32 37 44 rVB4 194613 337571  1.55% 0.249%
2 3.417 49 56 66 rvB2 194804 378398 1.73% 0.279%
3  3.505 66 71 81 rVB 136486 199649 0.91% 0.147%
4 3,705 98 105 116 rVB5 157499 328838 1.51% 0.242%
5 3.787 116 119 123 rBV 149106 213769 ©.98% 0.157%
6 3.840 123 128 137 rVB 2223211 2942368 13.47% 2.167%
7 4.111 169 174 182 rVV2 3802786 5554386 25.44% 4.091%
8 4.328 201 211 218 rVV 2458196 3526220 16.15% 2.597%
9 4.675 264 270 276 rBV 186665 274177 1.26% 0.202%
10 4.770 276 286 295 rBV 3344686 5366624 24.58%  3.953%
11 4.940 304 315 324 rVB 874415 1310160 6.00% 0.965%
12 5.111 335 344 352 rVB3 160018 320601 1.47% 0.236%
13 5.240 359 366 376 rBV 14046594 21836215 100.00% 16.083%
14 5.381 385 390 392 rBV2 149673 206076 ©.94% 0.152%
15 5.934 475 484 488 rBV2 128170 233276 1.07% 0.172%
16 6.511 575 582 588 rVB2 165882 308962 1.41% 0.228%
17 6.593 590 596 603 rBv3 381127 783317 3.59% 0.577%
18 6.905 641 649 658 rBv2 191305 506775 2.32% 0.373%
19 7.016 663 668 674 rVB 140958 223041 1.02% 0.164%
20 7.093 674 681 688 rBV5 150808 324528 1.49% 0.239%
21 7.169 688 694 702 rVWW4 372770 732907 3.36% 0.540%
22 7.252 702 708 716 rVB 483236 762383 3.49% 0.562%
23 7.340 716 723 730 rBvV4 162955 300470 1.38% 0.221%
24 7.464 737 744 745 rBV 496617 747778  3.42%  0.551%
25 7.493 745 749 754 rVV2 982553 1723779 7.89% 1.270%
26 7.928 816 823 828 rBV 475437 791682 3.63% 0.583%
27 8.011 831 837 841 rVB3 155802 278930 1.28% 0.205%
28 8.222 866 873 879 rBV 2425655 3892141 17.82% 2.867%
29 8.546 918 928 932 rBV4 202011 482661 2.21% 0.355%
30 8.640 939 944 949 rBV 355774 552852 2.53% 0.407%
31 8.699 949 954 958 rvB4 111018 199280 ©.91% 0.147%
32 8.852 969 980 984 rBv4 167539 426498 1.95% 0.314%
33 8.905 984 989 994 rBV 337728 590165 2.70% 0.435%
34 9.081 1008 1019 1024 rBV 543240 1033503 4.73% 0.761%
35 9.269 1039 1051 1055 rBV 299716 844116 3.87% 0.622%
36 9.487 1083 1088 1092 rBV2 130151 228071 1.04% 0.168%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc :

ALS Vvial : 12 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-BP042122.M
Title : SVOA CALIBRATION
37 9.810 1136 1143 1148 rBV 522651 985586 4.51% 0.726%
38 9.893 1153 1157 1167 rVV5 212914 464222  2.13% 0.342%
39 10.146 1194 1200 1206 rBV2 247536 436049 2.00% 0.321%
40 10.234 1206 1215 1222 rBV 1341733 2448842 11.21% 1.804%
41 10.357 1230 1236 1250 rVB 757179 1413813 6.47% 1.041%
42 10.634 1274 1283 1293 rBV3 117836 332789 1.52% 0.245%
43 10.734 1293 1300 1304 rVV 915373 1603613 7.34% 1.181%
44 10.775 1304 1307 1315 rVB2 260997 429307 1.97% 0.316%
45 10.863 1315 1322 1326 rBV2 485380 1007163 4.61% 0.742%
46 10.904 1326 1329 1332 rVV3 307564 491130  2.25% 0.362%
47 10.957 1332 1338 1349 rVB 1228251 2158491 9.88% 1.590%
48 11.181 1368 1376 1380 rBV 466275 824847 3.78% 0.608%
49 11.234 1380 1385 1388 rvVv 661596 1216929 5.57% 0.896%
50 11.281 1388 1393 1403 rVB 3207643 5484512 25.12% 4.039%
51 11.446 1411 1421 1432 rVB2 217077 649441  2.97% 0.478%
52 11.569 1438 1442 1446 rBV 149946 233748 1.07% 0.172%
53 11.622 1447 1451 1456 rVV 205036 365094 1.67% 0.269%
54 11.916 1496 1501 1508 rBV2 236698 480635 2.20% ©.354%
55 12.151 1537 1541 1551 rVB5 99509 243529 1.12% 0.179%
56 12.440 1584 1590 1600 rVB4 383931 879017 4.03% 0.647%
57 12.634 1614 1623 1632 rVV6 707850 2120674 9.71% 1.562%
58 12.851 1655 1660 1669 rBv4 271880 576160 2.64% 0.424%
59 12.969 1675 1680 1684 rVV2 428068 736805 3.37% 0.543%
60 13.010 1684 1687 1694 rVV7 199622 395586 1.81% 0.291%
61 13.075 1695 1698 1707 rVV3 111494 217956 1.00% 0.161%
62 13.163 1707 1713 1719 rVV5 186311 344244 1.58% 0.254%
63 13.404 1749 1754 1764 rVB5 358144 754152 3.45% 0.555%
64 13.498 1764 1770 1775 rBV2 461257 766439  3.51% 0.565%
65 13.610 1785 1789 1797 rVB4 190202 351395 1.61% 0.259%
66 13.851 1825 1830 1838 rBV 513525 883747 4.05% 0.651%
67 13.969 1844 1850 1858 rVB 2146773 3026105 13.86% 2.229%
68 14.128 1873 1877 1883 rVB6 121270 220294 1.01% 0.162%
69 14.251 1893 1898 1904 rBV 1500524 2273836 10.41% 1.675%
70 14.310 1904 1908 1915 rVv4 139415 273942 1.25% 0.202%
71 14.381 1917 1920 1928 rVB2 133118 227564 1.04% 0.168%
72 14.457 1929 1933 1940 rBV2 114197 265999 1.22% 0.196%
73 14.557 1945 1950 1956 rBV 989221 1530727 7.01% 1.127%
74 14.616 1956 1960 1969 rVB5 190623 360554 1.65% 0.266%
75 14.745 1978 1982 1986 rBV 202731 406962 1.86% 0.300%

76 14.998 2019 2025 2029 rBV 752439 1098485 5.03% ©0.809%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc :

ALS Vvial : 12 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-BP042122.M

Title : SVOA CALIBRATION

77 15.193 2053 2058 2063 rBvV2 480139 669508 3.07% 0.493%
78 15.551 2113 2119 2125 rVB 2027411 3205962 14.68% 2.361%
79 15.610 2126 2129 2134 rVV5 121948 232349 1.06% 0.171%
80 15.669 2134 2139 2145 rVB 776944 1086415 4.98% 0.800%
81 16.104 2209 2213 2218 rVB2 173632 263967 1.21% 0.194%
82 16.275 2239 2242 2246 rBV2 168517 224991 1.03% 0.166%
83 16.381 2256 2260 2264 rBV3 261460 369110 1.69% 0.272%
84 16.822 2330 2335 2340 rVB 796712 1123854 5.15% 0.828%
85 17.075 2374 2378 2384 rVB2 289163 472994  2.17% ©.348%
86 17.316 2414 2419 2424 rVB 966504 1390619 6.37% 1.024%
87 17.410 2430 2435 2442 rBV 1997734 2994852 13.72%  2.206%
88 17.834 2503 2507 2511 rVB 207124 274909 1.26% 0.202%
89 18.151 2558 2561 2566 rVB4 176232 254226 1.16% 0.187%
90 18.210 2567 2571 2575 rBV2 304613 472825 2.17% 0.348%
91 18.257 2576 2579 2584 rVB3 146781 238459 1.09% 0.176%
92 18.416 2602 2606 2612 rBV 292303 441286 2.02% 0.325%
93 18.739 2657 2661 2667 rBV 904368 1165824 5.34% 0.859%
94 19.645 2810 2815 2818 rBV 2677589 3404552 15.59%  2.508%
95 19.692 2818 2823 2830 rVB 8759814 12045530 55.16% 8.872%
96 19.880 2852 2855 2862 rVB2 245991 313474 1.44% 0.231%
97 21.098 3059 3062 3076 rVB 476809 606330 2.78% 0.447%
98 21.398 3109 3113 3123 rVB 1272077 1723826 7.89% 1.270%
99 23.692 3496 3503 3510 rBV2 1659747 3388092 15.52% 2.495%
100 23.851 3524 3530 3542 rVB2 773504 1666554 7.63% 1.227%

Sum of corrected areas: 135773058
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Apr 2022 15:35
: CG/JU
: N2587-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
BP010152.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07
le+07
8000000
6000000
4000000

2000000

o

Time-->

TIC: BP010152.D\data.ms
5.240

4111
4.770 11.281

40 4.328 8.222
4.940 10,53 0, U957
oo | | oo _sou oG 1600 coseniorcr i I S e

P DANDN
\\\\\\\\\\\\\\\’\\\\\\\\‘\\\\‘\\\\ R L L L L A L B

350 400 450 500 550 6.00 650 7. 00 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance
1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BP010152.D\data.ms

19.692

19.645

13. 96 15.551 17.410

Time-->

14 557
(L1032 AR ﬁl@@é@ﬁ”l 6@%&@% L togso

12.00 12.50 1300 13.50 14.00 1450 1500 15.50 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1.4e+07

1.2e+07
le+07
8000000
6000000
4000000
2000000

0

TIC: BP010152.D\data.ms

21.398 23.692

21.098 3.851
b A

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\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
3.305 8.53 ng/ul 337571 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfide, allyl methyl 88 C4H8S 010152-76-8 46
2 Sulfide, allyl methyl 88 C4H8S 010152-76-8 38
3 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 038484-59-2 38
4 Tetrahydropyran Z-10-dodecenoate 282 C17H3003 1000130-96-5 32
5 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 32
Abundance  Scan 37 (3.305 min): BP010152.D\data.ms (-32) (-) m/z 41.05 100.00%
41.0

5000

-

” h0.1 320 340 3.60
. C
ob MEPOT 1648 2532 3211 3004  4863544F . 56 o5 go.16%

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

Abundance #2337: Sulfide, allyl methyl
88.0
5000 e e
3.20 3.40 3.60
m/z 85.05 72.90%

\?IEJ“H\H‘w‘H‘w*H\H‘W‘H‘M*H\H‘ww‘w‘w‘w

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

Abundance #2338: Sulfide, allyl methyl
88.0

-

3.20 3.40 3.60
5000 m/z 87.95 52.99%

27.
RS AR AR AR SRS AR AR SRR AR ARAR Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #4457: Furan, tetrahydro-2,5-dimethyl-, trans-(.+/-.)- R EmEE s e
56.0 3.20 3.40 3.60

m/z 43.00 51.09%

N

5000

M‘ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 3 unknown-02 Concentration Rank 29

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

3.705 8.31 ng/ul 328838 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 38
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 35
3 Di-tert-butyl peroxide 146 C8H1802 000110-05-4 23
4 3-Buten-2-ol 72 C4H80 000598-32-3 22

5 Butan-2-one, 1-(5-benzofurazanyl... 234 C12H14N203 329933-46-2 17

Abundance  Scan 105 (3.705 min): BP010152.D\data.ms (-98) (-) m/z 57.00 100.00%
57.0
5000
M |,/134.9 206.9 280.9342.0 9 340 360 3.80 4.90
Ol My} 134.9 2009 200.9342.0 414.14795 249, m/z 43.00  77.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4345: Methyl Isobutyl Ketone
43.0
5000 L B R B R
3.40 3.60 3.80 4.00
m/z 58.00  31.80%
|| Lioro
‘\\\ ‘Yf\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4355: Methyl Isobutyl Ketone
43.0
R RaaE AR
3.40 3.60 3.80 4.00
5000 m/z 39.05 29.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25547: Di-tert-butyl peroxide
57.0 3.40 3.60 3.80 4.00
m/z 41.10 25.50%
5000
‘ UL a0
P e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42922\

Data File : BP@10152.D

Acqg On : 29 Apr 2022 15:35

Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 4 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
3.840 74.33 ng/ul 2942370  1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 94
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 91
3 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 90
4 Oxetane, 2-ethyl-3-methyl- 100 C6H120 053778-62-4 80

5 Furan, tetrahydro-2,4-dimethyl-,... 100 C6H120 039168-01-9 64

Abundance Scan 128 (3.840 min): BP010152.D\data.ms (-123) (-) m/z 85.05 100.00%

85.0

5000
S Y S ——
“\J 3.60 3.80 4.00 4.20
ol 1| 147.1206,9267.1327.0 400845965216 1/, 41.e5 62.51%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
88.0
5000 LB B R I LA
3.60 3.80 4.00 4.20
27. m/z 43.00 56.46%
‘L IJL.
\WT\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

‘\\! ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4434: 2H-Pyran, tetrahydro-2-methyl-

83.0

=

3.60 3.80 4.00 4.20
5000 m/z 56.10 31.97%

27.

HMHJ

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

-

Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0 3.60 3.80 4.00 4.20
m/z 55.05 24.12%
5000
ﬂw
il
e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42922\
Data File : BP@10152.D

Acqg On : 29 Apr 2022 15:35

Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
: 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 unknown-03 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4,328 89.08 ng/ul 3526220 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allyl chloride 76 C3H5C1 000107-05-1 46
2 3-Methylpenta-1,3-diene-5-01, (E)- 98 C6H100 001572-08-3 43
3 2-Hexenal, (E)- 98 C6H100 006728-26-3 38
4 2-Hexenal, (E)- 98 C6H100 006728-26-3 38
5 Allyl chloride 76 C3H5C1 000107-05-1 38

Abundance Scan 211 (4.328 min): BP010152.D\data.ms (-201) (-)
41.1

m/z 41.10 100.00%

5000

L aLssamm—y,

“VL 4.00 4.20 4.40 4.60
ol AMAHLLS 190.9  280.9340.9399.0457.75178 /7 76.00  66.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1064: Allyl chloride

41.0

5000 L masmass
4.00 4.20 4.40 4.60

m/z 39.05 56.30%

'y \l
‘\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 3-Methylpenta-1,3-diene-5-ol, (E)- (k
41.0

4.00 4.20 4.40 4.60
5000 m/z 83.00 52.96%

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

Abundance #3574: 2-Hexenal, (E)- R RER R
41.0 4.00 4.20 4.40 4.60

m/z 42.05 34.72%

o= LM

m/z-->

e
0

50 100 150 200 250 300 350 400 450 500 550

4.00 4.20 4.40 4.60
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP042922\

Data File : BP@10152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 8 Butane, 1-bromo- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.770 135.57 ng/ul 5366620 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-bromo- 136 C4H9Br 000109-65-9 58
2 Butane, 1-bromo- 136 C4H9Br 000109-65-9 50
3 2,2,7,7-Tetramethyl-4,5-dimethyl... 194 C14H26 090822-63-2 36
4 Butane, 1-bromo- 136 C4H9Br 000109-65-9 12

5 1-Butanesulfinic acid, methyl ester 136 C5H1202S 000673-80-3 7

Abundance Scan 286 (4.770 min): BP010152.D\data.ms (-276) (-) m/z 57.00 100.00%

57.0
5000

e A RERARE AR ey
4.40 4.60 4.80 5.00

137.8
“Hdﬂ‘wguul_‘?994w?§%PH35?94%4@??%35%3% m/z 39.05 15.09%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18329: Butane, 1-bromo-

57.0 ' '
5000

4.40 4.60 4.80 5.00
m/z 55.00 11.12%

‘ 1360
i bl
‘\\\\’\\\\‘\1\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18332: Butane, 1-bromo-
57.0

4.40 4.60 4.80 5.00

o

5000 m/z 137.85 8.13%
136.0
L14 I
et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #69418: 2,2,7,7-Tetramethyl-4,5-dimethyleneoctane e ARAREARERE
57.0 4.40 4.60 4.80 5.00

m/z 135.90 8.09%

5000
123.0
MAHMLﬂlJ 194.0

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

SFAM-EPA-BP042122.M Mon May 09 07:12:24 2022 Page: 9



Data Path :
Data File :
: 29 Apr 2022 15:35
: CG/JU

: N2587-15

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\

BP010152.D

: 12 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 9 Oxepane Concentration Rank 8

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

4.940 33.10 ng/ul 1310160 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxepane 100 C6H120 000592-90-5 95
2 Oxepane 100 C6H120 000592-90-5 81
3 Oxepane 100 C6H120 000592-90-5 76
4 Oxepane 100 C6H120 000592-90-5 64
5 3-Ethyltetrahydrofuran 100 C6H120 093716-28-0 59
Abundance Scan 315 (4.940 min): BP010152.D\data.ms (-304) (-) m/z 42.05 100.00%

42.0
5000
100.1

' ’ 4.60 4.80 5.00 5.20
by | 1932 282.0 35484158 5204 . 5595  45.12%

0l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4243: Oxepane
42.0
5000
4.60 4.80 5.00 5.20
100.0 m/z 41.05 40.76%

Lil 'h I \‘

(L B B B L B I I R R IR IR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4247: Oxepane

42.0

=

4.60 4.80 5.00 5.20
5000 m/z 67.00 25.08%

100.0

Ll "I I ‘

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

-

Abundance #4246: Oxepane
42.0 4.60 4.80 5.00 5.20
m/z 39.05 24.64%
5000
100.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

SFAM-EPA-BP042122.M Mon May 09 07:12:24 2022

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 2H-Thiopyran, tetrahydro-2-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.593 19.79 ng/ul 783317 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 94
2 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 70
3 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 64
4 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 60
5 Benzene, bromo- 156 C6H5Br 000108-86-1 55
Abundance Scan 596 (6.593 min): BP010152.D\data.ms (-590) (-) m/z 101.00 100.00%

101.0
5000 41.1

6.20 6.40 6.60 6.80 7.00

ol MY | 2071 282.0 354.9417.8479.5539.1 /7 76.95  65.19%
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #9360: 2H-Thiopyran, tetrahydro-2-methyl-
101.0
5000 [T T T (T T [T T iTfrT

6.20 6.40 6.60 6.80 7.00

a1 0\ m/z 116.00  62.55%
‘ T \L\ m“”\l \A\‘i\ ‘\ l\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9347: cis-2,3-Dimethylthiophane
101.0 f/\‘
REmmmma e R
41.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.95 44.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9363: 2H-Thiopyran, tetrahydro-2-methyl- R e RhanEns:
101.0 6.20 6.40 6.60 6.80 7.00

m/z 41.10 38.11%

HHH Ww

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-BP042122.M Mon May 09 07:12:24 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 Benzene, 1-chloro-2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.905 12.80 ng/ul 506775 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 96
2 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 94
3 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 94
4 Benzene, 1l-chloro-2-methyl- 126 C7H7C1 000095-49-8 93
5 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 91
Abundance Scan 649 (6.905 min): BP010152.D\data.ms (-641) (-) m/z 90.95 100.00%
91.0
5000 M
T e
l \ 6.60 6.80 7.00 7.20
Obrrohill d, J157.7 221.1282.1340.9  429.5_ 5108 /7 126.00  31.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12918: Benzene, 1-chloro-2-methyl-
91.0
5000 L L R R B
6.60 6.80 7.00 7.20
m/z 89.00 18.72%
‘\2\7\.‘91‘“}1\“\ IL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12916: Benzene, 1-chloro-2-methyl-
91.0
Y/ A VATA VIS
6.60 6.80 7.00 7.20
5000 m/z 62.95 14.97%
‘\2\7\'9{‘\11\“\ ‘,\\Hu‘u\\‘\u\‘\u\‘\\H‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12914: Benzene, 1-chloro-3-methyl- “”mﬁ‘u“u“W“‘_“w
91.0 6.60 6.80 7.00 7.20
m/z 86.95 13.15%
5000 K
27-9M%,L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20

SFAM-EPA-BP042122.M Mon May 09 07:12:24 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 18 5-Chlorovaleric acid, nonyl... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
7.340 7.59 ng/ul 300470 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Chlorovaleric acid, nonyl ester 262 C14H27Cl02 052893-18-2 50
2 Succinic acid, monochloride, 2-c... 212 C7H10C1203 1010349-38-1 40
3 Succinic acid, monochloride pent... 204 C9H13C1l03 1000353-45-9 37
4 Butanedioyl dichloride 154 C4HA4C1202 000543-20-4 33
5 5-Benzylidene-3-(p-toluoyl)rhoda... 339 C18H13N02S2 1000222-61-3 25

Abundance Scan 723 (7.340 min): BP010152.D\data.ms (-716) (-) m/z 55.05 100.00%

55.0
119.0
5000
 AEESE SRR e
m 7.00 7.20 7.40 7.60
ob o L. 2070 2060 374543574930 /7 118.95 65.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #150508: 5-Chlorovaleric acid, nonyl ester
119.0
5000 L R R R L R
55.0 7.00 7.20 7.40 7.60
m/z 41.10 29.37%
\J“Il“\"\\lw““‘\ ‘\L\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90334: Succinic acid, monochloride, 2-chloropropy! este
119.0
R BBARNRESES
7.00 7.20 7.40 7.60
5000 m/z 43.00 22.77%
55.0
EU 2
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80936: Succinic acid, monochloride pent-4-en-2-yl este R S
119.0 7.00 7.20 7.40 7.60
m/z 121.00 21.69%
5000
SS.T
HJ“"‘LH_ M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 20 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.222 98.33 ng/ul 3892140 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N'-(But-2-enylidene)-2,2,3,3,4,4... 438 C11H7F13N20 330591-15-6 47
2 Tetrahydrocyclopenta[1,3]dioxin-... 142 C7H1003 124898-85-7 36
3 1,5-Cyclooctadiene, 3,4-dimethyl- 136 C10H16 021284-05-9 36
4 Cycloheptane, 1-methyl-4-methylene- 124 C9H16 023799-25-9 36
5 1,6-Octadiene 110 C8H14 003710-41-6 35
Abundance Scan 873 (8.222 min): BP010152.D\data.ms (-866) (-) m/z 68.05 100.00%
68.0
5000 J\
R e
} Ll 133.9 7.80 8.00 8.20 8.40 8.60
oMby 1 207.0 295.1355.1413.7470.45286 17 41.10  62.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #317821: N'-(But-2-enylidene)-2,2,3,3,4,4,5,5,6,6,7,7,7-tr
68.0
5000
7.80 8.00 8.20 8.40 8.60
m/z 55.05 33.18%
ily 1801020 430.0
\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22469: Tetrahydrocyclopenta[1,3]dioxin-4-one
68.0
‘rY_Y_Y_Y—rY_Y_Y_Y—rY_Y_Y_Y—rY_Y_Y_Y—rY_Y_Y
7.80 8.00 8.20 8.40 8.60
5000 m/z 39.10 29.78%
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18112: 1,5-Cyclooctadiene, 3,4-dimethyl- REERER R R i
68.0 7.80 8.00 8.20 8.40 8.60
m/z 67.10 28.79%
5000 Lj\
TR YT, N, I DU, G | S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BP042122.M Mon May 09 07:12:25 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 21 unknown-05 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.546 12.19 ng/ul 482661 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,5-dihydro-2,5-dimethyl- 98 C6H100 059242-27-2 35
2 Cycloheptane 98 C7H14 000291-64-5 30
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 27
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 27
5 Cycloheptane 98 C7H14 000291-64-5 22
Abundance Scan 928 (8.546 min): BP010152.D\data.ms (-918) (-) m/z 57.05 100.00%
57.0
o «Jwﬂwmxww)\JJ\W/v\Aw
e RARAARRRE
h 1801 8.20 8.40 8.60 8.80
ol MUA1}301192.9  2808343.1401.34895 5304 1/, g3.00  69.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3680: Furan, 2,5-dihydro-2,5-dimethyl-
83.0
5000 LI L N LA BN BN R I
8.20 8.40 8.60 8.80
m/z 41.10 66.35%
i H L \h |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3710: Cycloheptane

55.0

»

8.20 8.40 8.60 8.80
5000 m/z 55.05 60.90%

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

Abundance #3755: Cyclohexane, methyl- e BARRNEREEE SER
83.0 8.20 8.40 8.60 8.80

m/z 68.10  59.28%

N

5000

S

150, l |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 22 D-Leucine Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.852 10.77 ng/ul 426498 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Leucine 131 C6H13NO2 000328-38-1 50
2 5-Diethylamino-1-pentanol 159 CS9H21NO 002683-57-0 46
3 N-tert-Butylethylamine 101 C6H15N 004432-77-3 46

4 alanine, N,N,2-trimethyl-, ethyl... 159 C8H17N0O2 1000404-38-4 43
5 1-Propanamine, N,N-diethyl- 115 C7H17N 004458-31-5 43

Abundance Scan 980 (8.852 min): BP010152.D\data.ms (-969) (-) m/z 86.05 100.00%

86.0

N

5000
s RIEEeR
\}\ ‘ \ 1%7 220702670 8.60 8.80 9.00 9.20
Ol il J87.2207.0267.0 341.04031 4960 /7 74.e0 51.05%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15910: D-Leucine
86.0
5000 I L R B R

8.60 8.80 9.00 9.20
m/z 58.10 35.83%

L L L L B B R B R R AU R R I

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

-

Abundance #35954: 5-Diethylamino-1-pentanol
86.0
T T T
8.60 8.80 9.00 9.20
5000 ITI/Z 43.10 33.42%
270-0’ 159.0
‘m‘ml""wlu_M‘,MWm‘mwm‘mWm‘mwm_
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4660: N-tert-Butylethylamine T ERRRmEEE
86.0 8.60 8.80 9.00 9.20
m/z 41.10 21.52%
h W\
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\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 23 1,4-Dithiane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.905 14.91 ng/ul 590165 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dithiane 120 C4H8S2 000505-29-3 98
2 1,4-Dithiane 120 C4H8S2 000505-29-3 96
3 1,4-Dithiane 120 C4H8S2 000505-29-3 96
4 1,4-Dithiane 120 C4H8S2 000505-29-3 95
5 1,3-Dithiane 120 C4H8S2 000505-23-7 58
Abundance Scan 989 (8.905 min): BP010152.D\data.ms (-984) (-) m/z 120.00 100.00%
120.0
46.0
5000
e
H ‘ 8.60 8.80 9.00 9.20
ol kL 1910 264.6327.1 4009 4802 549. ./, 45 95  74.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10496: 1,4-Dithiane
46.0 120.0
5000 L B R R R B
8.60 8.80 9.00 9.20
m/z 61.00 59.93%
L M\l\l

‘\\\“\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10495: 1,4-Dithiane

120.0

N

46.0

8.60 8.80 9.00 9.20
5000 m/z 45.00 43.88%

L H. | ‘ w

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

-

Abundance #10497: 1,4-Dithiane B ARaEE R
120.0 8.60 8.80 9.00 9.20

46.0 m/z 60.00 28.08%
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\BP@42922\
Data File : BP@10152.D

Acqg On : 29 Apr 2022 15:35

Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M

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 24 Hexanoic acid, 2-ethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.269 21.32 ng/ul 844116 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80

5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78

Abundance Scan 1051 (9.269 min): BP010152.D\data.ms (-1039) (-) m/z 73.00 100.00%
3.0

-

5000
R BRRREmE S
W ‘ ‘ ‘ 9.00 9.20 9.40 9.60
ol ki 1l4331 2030 2809 3561 42934911849. ./, gg gp  82.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 TIT [ T T[T T T rrrrprrot
29. 9.00 9.20 9.40 9.60

m/z 41.10 37.03%

‘HH’\M [T T [T T T[T T[T T [T T [ TT T[T T TT[TITT[TTTT]T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24093: Hexanoic acid, 2-ethyl-

73.0

3

9.00 9.20 9.40 9.60
5000 m/z 57.10 34.63%

|

}§7¢“ﬂw“”jwhAATQ**\****\H**\****\H‘*\****\*H‘\****\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24099: Hexanoic acid, 2-ethyl- EARAmmEEE R
73.0 9.00 9.20 9.40 9.60

m/z 55.10  25.46%

-

5000

=

| l“ i

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

9.00 9.20 9.40 9.60

SFAM-EPA-BP042122.M Mon May 09 07:12:26 2022

Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 27 unknown-06 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.234  30.54 ng/ul 2448840  Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dibromo-2,3-dimethylbutane 242 C6H12Br2 000594-81-0 25
2 Hexane, 1,5-dibromo- 242 C6H12Br2 000627-96-3 9
3 Propane, 1,2-dibromo- 200 C3H6Br2 000078-75-1 9
4 Oxirane, [(tetradecyloxy)methyl]- 270 C17H3402 038954-75-5 7
5 Pyrimidine, 5-formamido- 123 C5H5N30 056621-84-2 4

Abundance Scan 1215 (10.234 min): BP010152.D\data.ms (-1206) (- m/z 41.05 100.00%

41.0
5000
162.9 e —

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

. ” 10.00 10.50
o“ulﬂ‘%m‘u“ -2209282.9340.9 4216 4958 /7 39.10  28.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126515: 2,3-Dibromo-2,3-dimethylbutane
41.0 163.0
5000 e —
10.00 10.50
m/z 57.00 22.18%
‘\\h\ "J\l}\\‘\L\‘\\\\‘2\2\\9\.(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126511: Hexane, 1,5-dibromo-
41.0
= =
10.00 10.50
5000 m/Z 162.95 21.74%
165 0
| 1“ L il H h H

Abundance #76125: Propane, 1,2-dibromo- T ——
41.0 10.00 10.50
m/z 164.95 20.70%
5000 121.0
Ly 202.0
T T e e e e e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 29 unknown-07 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.957 26.92 ng/ul 2158490  Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexahydro-1,2,4,5-tetrazine-3,6-... 148 C2H4N4S2 036239-33-5 30
2 2-[(2-Aminoethyl)sulfanyl]acetic... 135 C4HINO2S 003335-52-2 14
3 2-Methyl-1,3-oxathiolane 104 C4H80S 017642-74-9 12
4 2,4-Thiazolidinedione 117 C3H3NO2S 002295-31-0 11
5 1,2-Hydrazinedicarbothioamide 150 C2H6N4S2 000142-46-1 10

Abundance Scan 1338 (10.957 min): BP010152.D\data.ms (-1332) (- m/z 117.00 100.00%
11y.0

5000

-

11.00
“'“ bh. 11930 2810342.7 43594957 ./, 148.00  85.64%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #26454: Hexahydro-1,2,4,5-tetrazine-3,6-dithione
148.0
60.0

o

-

5000
11.00

m/z 60.00 74.03%

“lhl'l‘ \”h. | ‘

L A R R R R R R L R U R I B B

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

-

Abundance #17663: 2-[(2-Aminoethyl)sulfanyl]acetic acid
117.0
11.00
5000| 46.0 m/z 99.60  73.18%
_HUN‘,'Auw_‘H_‘H_ww,w,m‘,w,w,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5336: 2-Methyl-1,3-oxathiolane ——
60.0 11.00
m/z 46.00 58.96%
_u‘w", ——— S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 30 unknown-08 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.181 10.29 ng/ul 824847  Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexahydro-1,2,4,5-tetrazine-3,6-... 148 C2H4N4S2 036239-33-5 38
2 .alpha.,.beta.-Methyl-2-deoxy-D-... 148 C6H1204 060134-26-1 27
3 3,27-Dioxa-2,28-disilanonacosane... 514 C30H6602Si2 056196-19-1 16
4 2-[(2-Aminoethyl)sulfanyl]acetic... 135 C4H9NO2S 003335-52-2 14
5 Methyl 2,2-dimethyl-3,6,9-trioxa... 250 C1OH2205Si 1000366-82-7 14
Abundance Scan 1376 (11.181 min): BP010152.D\data.ms (-1368) (- m/z 116.95 100.00%
117.0
60.0
5000
—— —
h 11.00 11.50
ol Mllddi L,y 2210282.93449 4162 5031 n/z 60.00  77.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #26454: Hexahydro-1,2,4,5-tetrazine-3,6-dithione
148.0
60.0
5000 A -
11.00 11.50
m/z 148.00 76.38%
}’\M'IJ“I"‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26616: .alpha.,.beta.-Methyl-2-deoxy-D-ribofuranoside
99.0
T —
11.00 11.50
m/z 98.95 70.79%
5000
29-}
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #340139: 3,27-Dioxa-2,28-disilanonacosane, 2,2,4,28,28 —— =3
117.0 11.00 11.50
m/z 41.10 62.98%
5000
J L J19¥0 367.0424.0 499.0
e e e e e e e e e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 31 1,3,5-Trithiane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.234 15.18 ng/ul 1216930 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trithiane 138 C3H6S3 000291-21-4 53
2 4-Methyl-1,2,3-trithiolane 138 C3H6S3 116664-29-0 52
3 1,3,5-Trithiane 138 C3H6S3 000291-21-4 40
4 1,3,5-Trithiane 138 C3H6S3 000291-21-4 25
5 3-Nitro-1H-pyrazole-4-carbonitrile 138 C4H2N402 1000303-22-7 17

Abundance Scan 1385 (11.234 min): BP010152.D\data.ms (-1380) (- m/z 137.90 100.00%

137.9
73.0
5000
— —
l\{ 11.00 11.50
oLt | 206.0 2826 355.14151 490.9549. /. 73 09  64.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19589: 1,3,5-Trithiane
138.0
46.0
5000 T

‘ T
11.00 11.50
m/z 45.00 54.60%

| ‘|\ l ‘\‘ |

T T T LI L O O R I R O R R A I
I I I I I I I I | I I I

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

Abundance #19591: 4-Methyl-1,2,3-trithiolane
138.0
73.0

=

—= —
11.00 11.50
5000 m/z 41.05  32.39%

L

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

-

Abundance #19588: 1,3,5-Trithiane — —
138.0 11.00 11.50
46.0 m/z 63.95 26.33%
5000 //\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 32 unknown-09 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.281 68.40 ng/ul 5484510 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-4,6-difluoro-pyrimidine 150 C4HC1F2N2 038953-30-9 22
2 Silane, ethenylethoxydimethyl- 130 C6H140Si 005356-83-2 14
3 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 11
4 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 11
5 Benzene, 1,2,3,4-tetrafluoro- 150 C6H2F4 000551-62-2 10

Abundance Scan 1393 (11.281 min): BP010152.D\data.ms (-1388) (- m/z 115.00 100.00%

115.0
41.1
5000
T .
} . 11.00 11.50
0 1| 207.1 2809 3550 4298  544L .., 191 00  98.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27850: 2-Chloro-4,6-difluoro-pyrimidine
150.0
5000 1100 1150
70.0 : | o
m/z 150.00 86.38%
‘\\J\“\“\\\‘\\\‘\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15331: Silane, ethenylethoxydimethyl-
115.0
e “
11.00 11.50
5000 ITI z 67.05 67.95%
M\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4499: 1,3,4-Thiadiazol-2-amine
101.0 1100 1150

m/z 41.10 53.89%

5000
28.0
h M |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11 00 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 38 Propane, 2-(methylthio)- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.440 10.96 ng/ul 879017 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 58
2 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 38
3 Thiourea, methyl- 90 C2H6N2S 000598-52-7 38
4 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 38
5 Acrolein, 2-chloro- 90 C3H3ClOo 000683-51-2 37
Abundance Scan 1590 (12.440 min): BP010152.D\data.ms (-1584) (| m/z 41.10 100.00%
41.1103.0
5000
——
m Ig6.9 12.50
0 il 1069 28303411 4149 5125 ./, 67.00 96.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2633: Propane, 2-(methylthio)-
90.0
5000 ‘ ‘
12.50
27 m/z 103.00  85.09%
luf\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene
90.0
—=
12.50
5000 m/z 89.95 80.02%
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2515: Thiourea, methyl- ]
90.0 12.50
30.0 m/z 81.05 59.42%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 40 unknown-10 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.969 9.63 ng/ul 736805  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, potassium salt 98 C2H3KO02 000127-08-2 36
2 2,5-Pyrrolidinedione, 1-[(4-meth... 233 C12H11NO4 083039-57-0 14
3 2-Methyl-2-(4-methylbenzoyl)malo... 198 C12H10N20 1000326-92-9 12
4 1,3-Benzenediol, o-(2-methylbenz... 426 C24H17F304 1000330-74-2 10
5 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 10
Abundance Scan 1680 (12.969 min): BP010152.D\data.ms (-1675) (- m/z 39.10 100.00%
39.1
120.9
5000
198.9 —
I ’H i\ H 282.8 3871 4752 544 1300
oMb Ml o b 282.8  SSLL Aoz SA%: m/z 120.90  72.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3382: Acetic acid, potassium salt
39.0
5000 137.0 SR
13.00
m/z 118.90  72.27%
\1H‘l‘\\‘\‘\“\\\‘\‘\\\\‘\2\3\5\)"(?\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #114614: 2,5-Pyrrolidinedione, 1-[(4-methylbenzoyl)oxy]-
119.0
=
13.00
5000 m/z 57.00 34.38%
560 233.0
A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #73517: 2-Methyl-2-(4-methylbenzoyl)malononitrile P
119.0 13.00
m/z 79.00  29.46%
B WWJL\M
52“.0 199.0
e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 44 1,2,5-Trithiepane Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.404 9.85 ng/ul 754152  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,5-Trithiepane 152 C4H8S3 006576-93-8 99
2 1,2,5-Trithiepane 152 C4H8S3 006576-93-8 98
3 1,2,5-Trithiepane 152 C4H8S3 006576-93-8 98
4 1,3,5-Trithiocycloheptane 152 C4H8S3 081451-19-6 90
5 1,2,4-Trithiolane, 3,5-dimethyl- 152 C4H8S3 023654-92-4 76

Abundance Scan 1754 (13.404 min): BP010152.D\data.ms (-1749) (] | m/z 152.00 100.00%
152.0
60.0
5000
e
) 13.50
0 220.8280.9340.7400.9 476.9 546.. m/z 60.00 60.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29614: 1,2,5-Trithiepane
152.0
59.0
5000 T
13.50
m/z 59.00 58.70%
J“|
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29613: 1,2,5-Trithiepane
152.0
—
13.50
s000] 200 m/z 45.00  46.91%
AiJLl{l,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29615: 1,2,5-Trithiepane 7
152.0 13.50
m/z 87.00 44 .60%
"Il mjkﬁvmhww/\wAw\w/ﬂdu
Y1 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 45 unknown-11 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.499 10.01 ng/ul 766439  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 4-methoxy- 128 C7H1202 013482-23-0 10
2 1,1,2,2-Tetrakis(allyloxy)ethane 254 C14H2204 016646-44-9 10
3 cis,cis-2-Methyl-1-thiadecalin 170 C1eH18S 083349-26-2 9
4 1,1,2,2-Tetrakis(allyloxy)ethane 254 C14H2204 016646-44-9 9
5 1,11-Undecanediamine 186 C11H26N2 000822-08-2 9

Abundance Scan 1770 (13.498 min): BP010152.D\data.ms (-1764) (- m/z 41.10 100.00%
41.1

-

5000
’ 127.1 1350
92.9 :
obr bl jal 1929 2668 34114012 477.15349 ) g1 o5 46.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14018: Cyclohexanone, 4-methoxy-
41.0
128.0
5000 T

13.50
m/z 39.10 22.14%

?H H‘ I ‘

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

Abundance #140359: 1,1,2,2-Tetrakis(allyloxy)ethane
41.0

-

1
13.50

5000 127.0 m/z 57.00 18.98%

i

‘\\\ ’\‘\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #45282: cis,cis-2-Methyl-1-thiadecalin ——
41.0 170.0 13.50
m/z 127.10 14.15%
h I M
1 v
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 47 Benzeneacetic acid, 4-chloro- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.851 11.55 ng/ul 883747  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, 4-chloro- 170 C8H7C102 001878-66-6 93
2 Benzeneacetic acid, 4-chloro- 170 C8H7Cl02 001878-66-6 92
3 Benzeneacetic acid, 4-chloro- 170 C8H7C102 001878-66-6 86
4 Benzeneacetic acid, 4-chloro- 170 C8H7C102 001878-66-6 86
5 m-Chlorophenylacetic acid 170 C8H7C102 001878-65-5 83

Abundance Scan 1830 (13.851 min): BP010152.D\data.ms (-1825) (- m/z 125.00 100.00%
125.0

N

5000
57.0
T T
\ h I L 1350 14.00
ol bl lli L §950 2669 340.9401.2 4892547« n/; 57.00  35.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46037: Benzeneacetic acid, 4-chloro-
125.0
5000 — ——
13.50 14.00
m/z 39.05 31.14%
63.0‘
‘\‘\l\l\““\‘h\‘h\‘\”‘h\\‘\H\‘HH’\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46038: Benzeneacetic acid, 4-chloro-
125.0
T [
13.50 14.00
5000 ITI/Z 127.00 30.99%
63.0

it 1\‘ I M |

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

N

Abundance #46032: Benzeneacetic acid, 4-chloro- o —
125.0 13.50 14.00
m/z 169.95  29.59%
5000
63.0
_"M‘I‘A‘M\mH‘HH,mwHH_HWH_MW_W , —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 52 Butanoic acid, 4-phenoxy- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
'14.998  14.35 ng/ul 1098499  Acenaphtheme-dio 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 4-phenoxy- 180 CleH1203 006303-58-8 94

2 3-Phenoxypropionic acid 166 CSH1003 007170-38-9 78
3 Allophanic acid, phenyl ester 180 C8H8N203 049615-54-5 74
4 Pentanenitrile, 5-phenoxy- 175 C11H13NO 016728-56-6 72
5 Benzene, butoxy- 150 C10H140 001126-79-0 72
Abundance Scan 2025 (14.998 min): BP010152.D\data.ms (-2019) (- m/z 94.00 100.00%
94.0
5000 ﬂ
— =
180.1 15.00
ol3RLLIL. PO 269.0327.0 401.04584515.1  n/; 77,00  10.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54296: Butanoic acid, 4-phenoxy-
94.0
5000 T
15.00
m/z 45.05 10.04%
\\\“\ﬂ\\\‘!‘\\\\‘]\-\8?\.(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #42096: 3-Phenoxypropionic acid
94.0
—
15.00
5000 ITI/Z 66.00 10.00%
166.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55462: Allophanic acid, phenyl ester ——
94.0 15.00
m/z 39.10 9.87%
- W\MJLM
27&‘ 180.0
P T T [ T e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 53 Methyl 2,3-dibromopropionate Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
15.193 8.75 ng/ul 669508  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2,3-dibromopropionate 244 C4H6Br202 001729-67-5 53
2 L-Cysteine, S-(diphenylmethyl)- 287 C16H17NO2S 005191-80-0 50
3 2,6-Dichloro-3-fluoropyridine 165 C5H2C12FN 052208-50-1 38
4 4-Hydroxy-m-tolyl thiocyanate 165 C8H7NOS 003774-53-6 35
5 5,8,11,14-Eicosatetraynoic acid,... 310 C21H2602 1000333-54-5 35

Abundance Scan 2058 (15.193 min): BP010152.D\data.ms (-2053) (- m/z 164.90 100.00%
1

64.9
5000 57.0

—
15.00 15.50
H\M | M" Ili1,12268288.9 356.0 4200 5358 i go o3 73

0‘\ mmm H‘\H\‘HH“HH‘\H\‘HH‘HH‘HH‘HH‘\ 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128670: Methyl 2,3-dibromopropionate
165.0
i
5000 LN

=
15.00 15.50
m/z 57.05 39.90%

‘\‘\‘\“\“““\\‘\‘\‘”’“\\”J\H“\‘\\\h\‘\‘\2\4\6‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #182691: L-Cysteine, S-(diphenylmethyl)-
16jr.0

—
15.00 15.50

5000 m/z 105.90 23.82%
44.0
ROV 2 M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40611: 2,6-Dichloro-3-fluoropyridine T T
165.0 15.00 15.50

m/z 107.90  23.21%

5000
94T‘
31719 uI‘H\ L \ L

‘\\\\‘\\\\’l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 58 But-3-en-1-ynyl methyl sulfide Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.822 16.16 ng/ul 1123850  Phenanthrene-d10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 But-3-en-1-ynyl methyl sulfide 98 C5H6S 1000298-90-8 64
2 1-Butene, 2-ethyl-3-methyl- 98 C7H14 007357-93-9 64
3 2-Hexenal, (E)- 98 C6H100 006728-26-3 59
4 Propanoic acid, 3-(2-propynyloxy)- 128 C6H803 055683-37-9 37
5 1,4-Bis(2-propyn-1-yloxy)benzene 186 C12H1002 034596-36-6 37

Abundance Scan 2335 (16.822 min): BP010152.D\data.ms (-2330) (- m/z 39.10 100.00%

39.1
98.0
5000
P P
163.0 2350 16.50 17.00
- 0298.1356.2 429.1489.1548. ./, g3 08  98.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3525: But-3-en-1-ynyl methyl sulfide
98.0
39.0
5000 - L
16.50 17.00
m/z 41.10 76.87%
‘\‘\\‘“‘IHW‘;\“\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3802: 1-Butene, 2-ethyl-3-methyl-
41.0
P P
16.50 17.00
5000 ITI/Z 98.05 71.27%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3573: 2-Hexenal, (E)- = —
41.0 16.50 17.00
m/z 120.90 62.07%
h ML
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\

Library Search Compound Report

BP010152.D
29
: CG/JU

: N2587-15

12

hod
le

ry

Apr 2022 15:35

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 62 n-Hexadecanoic acid Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
18.210 6.80 ng/ul 472825  Phenanthrene-d10 17.316
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 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2571 (18.210 min): BP010152.D\data.ms (-2567) (- m/z 43.05 100.00%

1 Wﬁ/\/\ﬂ/\A
5000

129.0

— —
18.00 18.50
ob Al 81.1340.9401.0 47535359 |/, 73 o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T UL
18.00 18.50
213.0 m/z 60.00 92.81%
‘ L \“‘ J“HJ m\“\\ 1“‘1 J \\\ ‘] \l\l\ T “‘\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
— —
256.0 18.00 18.50
5000 ' m/z 55.85 81.92%

L i

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

Abundance #143508: n-Hexadecanoic acid T ——

3
43.0 256.0 18.00 18.50

m/z 57.05 81.31%
5000
129.0

Ml o S
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\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 65 4,4'-Dichlorobenzophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.739 16.77 ng/ul 1165820  Phenanthrene-d10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Dichlorobenzophenone 250 C13H8C120 000090-98-2 99
2 4,4'-Dichlorobenzophenone 250 C13H8C120 000090-98-2 98
3 4,4'-Dichlorobenzophenone 250 C13H8C120 000090-98-2 98
4 Methanone, (3-chlorophenyl)(4-ch... 250 C13H8C120 007498-66-0 98
5 2,4'-Dichlorobenzophenone 250 C13H8C120 000085-29-0 98
Abundance Scan 2661 (18.739 min): BP010152.D\data.ms (-2657) (- m/z 139.00 100.00%
139.0
5000 Jk
75.0
249.9 A -
| h 18.50 19.00
Obrrpedisek AL 4 8188 414947235351 /7 111.00  44.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135463: 4,4'-Dichlorobenzophenone
139.0
5000 — —
75.0 18.50 19.00
250.0 m/z 141.00 31.20%
\\\‘\\\‘\‘J\\ “\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135465: 4,4'-Dichlorobenzophenone
139.0
= —
18.50 19.00
5000 m/z 75.00 31.10%
75.0 250.0
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135459: 4,4'-Dichlorobenzophenone 7 —
139.0 18.50 19.00
m/z 249.95 22.88%
5000
250.0
75.0
S PO O S N B POV S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 67 1-Heneicosyl formate Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
21.098 7.03 ng/ul 606330  Chrysene-di2 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 96
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3062 (21.098 min): BP010152.D\data.ms (-3059) (- m/z 55.10 100.00%

55.1
5000
W 2100 2150
1. 1.5
208.0 283.0
oHJ‘uu\“MuJH‘Mucwwm"“““?"55041514742‘5?’?‘1‘ m/z 57.85 99.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — —
21.00 21.50
1P5.0 m/z 43.10 97.53%
Ul gm0 220
\hl\lll
\\‘\11\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
— —
21.00 21.50
5000 m/z 83.05 86.75%

125.0
| H |, 1950 2040 07
Ilily 1980 2600 P7
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #292190: Trichloroacetic acid, hexadecyl ester —— ‘
43.0 21.00 21.50

m/z 97.05 76.57%

5000 JLA
111.0
AH ‘M“m} |1960

J

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010152.D

Acqg On : 29 Apr 2022 15:35
Operator : CG/JU

Sample : N2587-15

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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|
unknown-01 3.305 8.5 ng/ul 337571 1 7.928 791682 20.0
unknown-02 3.705 8.3 ng/ul 328838 1 7.928 791682 20.0
2H-Pyran, tetra... 3.840 74.3 ng/ul 2942370 1 7.928 791682 20.0
unknown-03 4.328 89.1 ng/ul 3526220 1 7.928 791682 20.0
Butane, 1-bromo- 4.770 135.6 ng/ul 5366620 1 7.928 791682 20.0
Oxepane 4.940 33.1 ng/ul 1310160 1 7.928 791682 20.0
2H-Thiopyran, t... 6.593 19.8 ng/ul 783317 1 7.928 791682 20.0
Benzene, 1-chlo... 6.905 12.8 ng/ul 506775 1 7.928 791682 20.0
5-Chlorovaleric... 7.340 7.6 ng/ul 300470 1 7.928 791682 20.0
unknown-04 8.222 98.3 ng/ul 3892140 1 7.928 791682 20.0
unknown-05 8.546 12.2 ng/ul 482661 1 7.928 791682 20.0
D-Leucine 8.852 10.8 ng/ul 426498 1 7.928 791682 20.0
1,4-Dithiane 8.905 14.9 ng/ul 590165 1 7.928 791682 20.0
Hexanoic acid, 9.269 21.3 ng/ul 844116 1 7.928 791682 20.0
unknown-06 10.234 30.5 ng/ul 2448840 2 10.728 1603610 20.0
unknown-07 10.957 26.9 ng/ul 2158490 2 10.728 1603610 20.0
unknown-08 11.181 10.3 ng/ul 824847 2 10.728 1603610 20.0
1,3,5-Trithiane 11.234 15.2 ng/ul 1216930 2 10.728 1603610 20.0
unknown-09 11.281 68.4 ng/ul 5484510 2 10.728 1603610 20.0
Propane, 2-(met... 12.440 11.0 ng/ul 879017 2 10.728 1603610 20.0
unknown-10 12.969 9.6 ng/ul 736805 3 14.557 1530730 20.0
1,2,5-Trithiepane 13.404 9.8 ng/ul 754152 3 14.557 1530730 20.0
unknown-11 13.499 10.0 ng/ul 766439 3 14.557 1530730 20.0
Benzeneacetic a... 13.851 11.6 ng/ul 883747 3 14.557 1530730 20.0
Butanoic acid, ... 14.998 14.4 ng/ul 1098490 3 14.557 1530730 20.0
Methyl 2,3-dibr... 15.193 8.8 ng/ul 669508 3 14.557 1530730 20.0
But-3-en-1-ynyl... 16.822 16.2 ng/ul 1123850 4 17.316 1390620 20.0
n-Hexadecanoic ... 18.210 6.8 ng/ul 472825 4 17.316 1390620 20.0
4,4'-Dichlorobe... 18.739 16.8 ng/ul 1165820 4 17.316 1390620 20.0
1-Heneicosyl fo... 21.098 7.0 ng/ul 606330 5 21.398 1723830 20.0

SFAM-EPA-BP042122.M Mon May @9 07:12:30 2022 35



