LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc :

ALS Vvial : 15 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@10155.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 3.311 32 38 45 rVV 3235959 4208655 2.47% 0.327%
2 3.423 49 57 65 rvV 3741058 6108862 3.59% 0.475%
3 3.511 65 72 86 rVB 9219471 14870596 8.73% 1.157%
4 3.852 123 130 146 rVB 23835842 39640805 23.28% 3.083%
5 4.128 166 177 185 rBV 25773836 51125723 30.03% 3.977%

6 4,193 185 188 202 rVB 638338 1163096 0.68% 0.090%
7 4,399 202 223 227 rBV3 37905267 170243308 100.00% 13.242%
8 4.428 227 228 232 rVV 1297911 1179392 0.69% 0.092%
9 4.752 277 283 285 rBV 3046881 4804022 2.82% 0.374%

4

10 .946 311 316 322 rVW 689255 1089217 0.64% 0.085%
11 5.187 351 357 361 rBV 1726265 2366518 1.39% ©.184%
12 5.246 361 367 372 rVV 10927540 17532695 10.30% 1.364%
13 5.317 375 379 383 rVV 1356720 1928024 1.13% 0.150%
14 5.522 408 414 420 rVV 3589702 5206747 3.06% ©0.405%
15 5.775 452 457 461 rVV 843284 1221747 0.72% ©.095%
16 5.817 461 464 473 rVB2 619714 1121006 0.66% 0.087%
17 6.005 480 496 503 rBV2 1744764 4174232 2.45% ©.325%
18 6.087 503 510 516 rVB 9881187 16032035 9.42%  1.247%
19 6.611 590 599 610 rVB2 8335337 14884305 8.74%  1.158%
20 6.928 648 653 659 rVB 1897642 2909629 1.71% 0.226%
21 7.175 689 695 702 rVB3 3800167 6615903 3.89% ©.515%
22 7.264 705 710 717 rVB 633941 1055519 0.62% 0.082%
23 7.352 717 725 731 rBV 3928513 6147069 3.61% 0.478%
24 7.505 740 751 763 rBV 9328379 19616644 11.52% 1.526%
25 7.893 804 817 820 rBV2 486852 1174228 0.69% 0.091%
26 7.928 820 823 829 rVB 736423 1049604 0.62% 0.082%
27 8.016 831 838 846 rVB2 1988631 3680306 2.16% ©.286%
28 8.258 866 879 884 rBV 24462882 57529704 33.79% 4.475%
29 8.340 884 893 901 rVB2 9648693 20383357 11.97% 1.585%
30 8.540 916 927 934 rBv4 2319497 5601029 3.29% 0.436%
31 8.616 935 940 946 rBV 688353 1200327 0.71% 0.093%
32 8.705 946 955 959 rBV2 909493 1728822 1.02% 0.134%
33 8.758 959 964 969 rVB 1032853 1833734 1.08% 0.143%
34 8.816 969 974 979 rVB 2487248 3821832 2.24%  ©.297%
35 8.905 984 989 0995 rVB 1332772 2046169 1.20% ©.159%

36 9.040 995 1012 1016 rBV 14441371 47346001 27.81% 3.683%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc :

ALS Vvial : 15 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 9.099 1016 1022 1027 rVB 819316 1406740 0.83% 0.109%
38 9.310 1054 1058 1066 rVB2 1038271 1822461 1.07% 0.142%
39 9.434 1072 1079 1086 rBV 9993483 16801730 9.87% 1.307%
40 9.763 1125 1135 1142 rVV2 19681017 42963652 25.24% 3.342%

41 9.828 1142 1146 1149 rVV2 659381 1285891 0.76% ©.100%
42  9.869 1149 1153 1161 rVB 1240125 2145743 1.26% 0.167%
43 10.005 1167 1176 1186 rBV 2646849 6674741 3.92% 0.519%
44 10.387 1206 1241 1245 rBV2 24288796 152512048 89.58% 11.863%
45 10.752 1293 1303 1314 rVV2 4278476 9131583 5.36% ©.710%

46 10.928 1323 1333 1337 rBV 4466472 8398485 4.93% 0.653%
47 11.057 1337 1355 1359 rVB2 14368242 53505436 31.43% 4.162%
48 11.275 1379 1392 1395 rBV2 13244252 34806730 20.45% 2.707%
49 11.340 1395 1403 1408 rVB2 28315473 71718209 42.13% 5.578%
50 11.616 1443 1450 1457 rBV 1798594 3308213 1.94% 0.257%

51 11.704 1457 1465 1469 rBV2 4553340 7633874  4.48% 0.594%
52 11.763 1469 1475 1482 rVB2 2742328 5965842 3.50% 0.464%
53 11.963 1499 1509 1516 rBV6 453296 1569668 ©.92% 0.122%
54 12.393 1574 1582 1585 rBV2 487507 1033389 0.61% 0.080%
55 12.510 1585 1602 1605 rVB 35034241 121994441 71.66% 9.489%

56 12.616 1610 1620 1625 rBV 13050042 28204985 16.57% 2.194%

57 12.693 1625 1633 1637 rBV 2730071 4796321 2.82% ©.373%
58 12.793 1644 1650 1657 rVB5 896382 2378322 1.40% ©.185%
59 12.887 1657 1666 1671 rBV 8770323 15473943 9.09%  1.204%
60 12.940 1671 1675 1679 rVB 854899 1172866 ©.69% 0.091%
61 13.004 1679 1686 1689 rBV 7452929 13144928 7.72% 1.022%
62 13.046 1689 1693 1710 rVB4 6142243 16204493 9.52% 1.260%
63 13.281 1723 1733 1746 rVB5 2611595 8476941 4.98% 0.659%
64 13.393 1746 1752 1757 rBV 1470609 2404744  1.41% 0.187%
65 13.504 1765 1771 1777 rBV4 4889448 9058664 5.32% 0.705%
66 13.563 1777 1781 1783 rBV2 871650 1299816 0.76% 0.101%
67 13.693 1799 1803 1807 rVB 886609 1190636 0.70%  0.093%
68 13.863 1827 1832 1840 rBV2 862744 1539551 ©.90% 0.120%
69 13.993 1847 1854 1868 rVB2 9556365 15940031 9.36%  1.240%
70 14.110 1868 1874 1876 rBV3 1025911 1822679 1.07% 0.142%
71 14.140 1876 1879 1888 rVB2 2148088 3251970 1.91% ©.253%
72 14.263 1895 1900 1904 rVB 1783687 2522563 1.48% 0.196%
73 14.322 1904 1910 1918 rVB 3449779 5380954 3.16% 0.419%
74 14.563 1946 1951 1955 rBV 1328489 2152405 1.26% ©.167%
75 14.610 1955 1959 1965 rVB3 736537 1467441 0.86% 0.114%

76 14.693 1965 1973 1977 rBV 664949 1069305 0.63% 0.083%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc :

ALS Vvial : 15 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 14.745 1977 1982 1985 rBV 892880 1137601 0.67% ©0.088%
78 14.875 1998 2004 2008 rBV2 1993963 2798024 1.64% 0.218%
79 15.340 2077 2083 2088 rBV2 1403619 2186351 1.28% 0.170%
80 15.440 2092 2100 2109 rVB 2182407 3967412 2.33% 0.309%
81 15.557 2109 2120 2123 rBV 2563005 4814681 2.83% 0.374%
82 15.616 2128 2130 2136 rVB3 1130483 1417497 0.83% 0.110%
83 15.675 2136 2140 2147 rVB2 966494 1447770 0.85% 0.113%
84 15.763 2150 2155 2160 rVB 1155959 1629210 0.96% 0.127%
85 15.851 2164 2170 2176 rBV3 2258875 5049647 2.97% 0.393%
86 16.351 2251 2255 2258 rVV 1014844 1343954 0.79% 0.105%
87 16.434 2264 2269 2282 rVB 864611 1818469 1.07% 0.141%
88 16.798 2326 2331 2341 rVB5 571172 1283469 0.75% 0.100%
89 17.051 2366 2374 2376 rBV2 1192485 2645013 1.55% 0.206%
990 17.081 2376 2379 2385 rVB 2674345 3803006 2.23% 0.296%
91 17.316 2415 2419 2426 rVB 1238235 1791373 1.05% 0.139%
92 17.416 2430 2436 2447 rBV 2390967 3739890 2.20% 0.291%
93 17.539 2451 2457 2463 rVB2 1524687 2529110 1.49% 0.197%
94 17.834 2502 2507 2512 rBV 731255 1250793 0.73% 0.097%
95 18.069 2542 2547 2552 rVB3 1202474 2143950 1.26% 0.167%
96 18.122 2552 2556 2560 rBV 891669 1068240 0.63% 0.083%
97 19.645 2810 2815 2819 rBV 3072995 3938201 2.31% 0.306%
98 21.398 3108 3113 3119 rVB 1410963 1878070 1.10% 0.146%
99 23.692 3495 3503 3511 rBV 1915893 3836467 2.25% 0.298%
100 23.845 3523 3529 3539 rVB2 892246 1851011 1.09% 0.144%

Sum of corrected areas: 1285642505
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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

Abundance TIC: BP010155.D\data.ms

3.5e+07

3e+07 11.340

4.128
2.5e+07 3.852 8.258 10.387

26407 9.763

1.5e+07 9.040 1198775

5.246 6.087 7.505 1340 9.434

1e+07 6.611

5000000 7.1785 10.763, 11.7¢

Lt Lot ot | %o a0 iBhneme ol R

Time--> 350 400 450 5.00 550 6.00 650 700 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP010155.D\data.ms

3.5e+07
3e+07
2.5e+07
2e+07

1.5e+07 2616

13.993
1le+07 12I ;%) fa
13 504
5000000 19.645
Loszias i T e S A

(lasseattai “‘ R e e e e e e e e
Time-> 1200 1250 1300 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 1800 1850 19.00 19.50 20.00

Abundance TIC: BP010155.D\data.ms

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
1le+07

5000000
21.398 2389845

0 L ‘ L ‘ L ‘ L ‘ L ’ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 Furan, tetrahydro-2,5-dimet... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
3.311 80.20 ng/ul 4208660 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 94
2 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 80
3 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 002144-41-4 78

4 2H-Pyran-2-ol, tetrahydro- 102 C5H1002 000694-54-2 72
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 59

Abundance  Scan 38 (3.311 min): BP010155.D\data.ms (-32) (-) m/z 56.05 100.00%

56.0
B w
H ‘ 320 3.40 3.60
ol il 1 229.9 20692666 354.9415.6474.15323 1/, g5.05  78.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Furan, tetrahydro-2,5-dimethyl-
56.0
5000 L L

3.20 3.40 3.60
m/z 41.05 77.92%

‘\\H“\H\“HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘\

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

Abundance #4215: 2(3H)-Furanone, dihydro-5-methyl-
56.0

=

3.20 3.40 3.60
5000 m/z 43.00 55.64%

l

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

-

Abundance #4454: Furan, tetrahydro-2,5-dimethyl-, cis-
56.0 3.20 3.40 3.60
m/z 57.05 27.63%
5000
_J“L‘_‘H‘;HH_m_m‘w‘w_WWWWH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 2 Furan, tetrahydro-2,5-dimet... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.423 116.40 ng/ul 6108860 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 91
2 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 91
3 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 90

4 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 002144-41-4 90
5 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 038484-59-2 86

Abundance  Scan 57 (3.423 min): BP010155.D\data.ms (-49) (-) m/z 56.05 100.00%

56.0

e

- M

O S U
‘ 3.20 3.40 3.60 3.80

134.7192.8251.0 340.9400.9  494.8 o

S8 22802020 o 2 A A8 m/z 85.00  83.27%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4436: Furan, tetrahydro-2,5-dimethyl-
56.0
5000 \‘\\\\‘\\\\’\\\\’\\\

3.20 3.40 3.60 3.80
m/z 41.10  83.15%

Il

BB ‘I\\\l\“l\\\\‘H\\‘\\H‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘

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

Abundance #4438: Furan, tetrahydro-2,5-dimethyl-
56.0

-

3.20 3.40 3.60 3.80
5000 m/z 43.00 63.79%

A 11

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

-

Abundance #4439: Furan, tetrahydro-2,5-dimethyl-
56.0 3.20 3.40 3.60 3.80
m/z 57.05 29.95%
5000
. N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60 3.80
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\

Data File : B
Acqg On )
Operator : C
Sample I\
Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

PO10155.D

9 Apr 2022 17:16
G/JU

2587-19

5 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 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 3 Thietane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
3.511 283.36 ng/ul 14870600 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thietane 74 C3H6S 000287-27-4 91
2 Thietane 74 C3He6S 000287-27-4 91
3 Oxirane, (fluoromethyl)- 76 C3H5FO 000503-09-3 38
4 Thiirane, methyl- 74 C3H6S 001072-43-1 37
5 Allyl mercaptan 74 C3H6S 000870-23-5 25
Abundance  Scan 72 (3.511 min): BP010155.D\data.ms (-65) (-) m/z 46.00 100.00%
46.0
5000 /L
R A A
l 3.20 3.40 3.60 3.80
ol lli1058 1910 2810339.4402446245204 1y 7305  62.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #952: Thietane
46.0
5000 L B B R

3.20 3.40 3.60 3.80
m/z 45.00  29.21%

N

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

Abundance #951: Thietane
46.0

=

3.20 3.40 3.60 3.80
5000 m/z 39.05 13.24%

ll AU i
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1076: Oxirane, (fluoromethyl)-

46.0 3.20 3.40 3.60 3.80

m/z 41.05 8.77%

-

5000

,M

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

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

-

3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 4 Butanoic acid, 2-propenyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,128 974.19 ng/ul 51125700 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 53
2 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 50
3 2-Ethyltetrahydrofuran 100 C6H120 1010431-64-0 50
4 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 47
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 45

Abundance Scan 177 (4.128 min): BP010155.D\data.ms (-166) (-) m/z 71.05 100.00%

71.0
5000
A R R
1 3.80 4.00 4.20 4.40
ob- d);1350192.9251.13131 3770 4469 5147 1y 4310  51.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14081: Butanoic acid, 2-propenyl ester
43.0
5000 T T T T[T T T[T T
3.80 4.00 4.20 4.40
m/z 41.10 30.82%
Ll .
‘\\\‘\!1‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #4380: Cyclopentanol, 1-methyl-
71.0

3.80 4.00 4.20 4.40
5000 m/z 42.05 20.40%

I

I
RERRA AR SRR RS SRR SRR AN SRRAL AR SR RRRARUREAAS

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

Abundance #4349: 2-Ethyltetrahydrofuran Rl RAEEaE e
71.0 3.80 4.00 4.20 4.40

m/z 39.05 16.10%

5000

' |

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

3.80 4.00 4.20 4.40
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Data Path : Z:\
Data File : BP@

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP042922\
10155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Propane, 1,3-dichloro- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4,399 3243.95 ng/ul 170243000 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 90
2 Propane, 1,3-dichloro- 112 C3He6C12 000142-28-9 87
3 Propane, 1,3-dichloro- 112 C3HeC12 000142-28-9 64
4 Allyl chloride 76 C3H5C1 000107-05-1 59
5 1-Propene, 2-chloro- 76 C3H5C1 000557-98-2 59

Abundance Scan 223 (4.399 min): BP010155.D\data.ms (-202) (-) m/z 76.10 100.00%

76.1
5000
‘ | 4.00 4.20 4.40 4.60 4.80
Ob bl 1789 287.8347.0406.946565272 1/, 41.95  85.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7005: Propane, 1,3-dichloro-
76.0
5000

4.00 4.20 4.40 4.60 4.80
m/z 77.95 47.27%

15.L |

‘\\\1[\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6999: Propane, 1,3-dichloro-

76.0

>

4.00 4.20 4.40 4.60 4.80
5000 m/z 39.05 35.81%

15-LH |

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

—
>

Abundance #7006: Propane, 1,3-dichloro- ““W“‘W““_fJ\ﬁf
76.0 4.00 4.20 4.40 4.60 4.80
m/z 49.00  23.80%
5000

>

150,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 8 1-Penten-3-one, 2-methyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
4.752 91.54 ng/ul 4804020 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Penten-3-one, 2-methyl- 98 C6H100 025044-01-3 83
2 1-Propanone, 1l-cyclopropyl- 98 C6H100 006704-19-4 83
3 Methacrylic anhydride 154 C8H1e03 000760-93-0 78
4 2-Hexene, 4-methyl-, (E)- 98 C7H14 003683-22-5 64
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 64

Abundance Scan 283 (4.752 min): BP010155.D\data.ms (-277) (-) m/z 69.00 100.00%

69.0
5000
RN A e R e
“ 4.40 4.60 4.80 5.00
Olrrrhied | 137.9 207.0 280.9340.7401.3462.55208  n/7 41.10  60.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3636: 1-Penten-3-one, 2-methyl-
41.0
5000
4.40 4.60 4.80 5.00
m/z 39.05 28.94%
A m‘ 9 0
‘\\\ ‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3663: 1-Propanone, 1-cyclopropyl-
69.0
R N BARREREERE
4.40 4.60 4.80 5.00
5000 m/z 57.00 20.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31853: Methacrylic anhydride M A e
69.0 4.40 4.60 4.80 5.00
m/z 98.05 14.67%
5000
| ]\J\

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 07:12:35 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 13 Propane, 1-bromo-3-chloro- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.522  99.21 ng/ul 5206750 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 97
2 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 97
3 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 94

4 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 76
5 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 43

Abundance Scan 414 (5.522 min): BP010155.D\data.ms (-408) (-) m/z 41.10 100.00%

41.1

E.

5000
157.8
‘ H 5.20 5.40 5.60 5.80
ol b 0. | 21902808 374143564940 n/z 76.95 54.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33201: Propane, 1-bromo-3-chloro-
41.0
158.0
5000

5.20 5.40 5.60 5.80
m/z 39.05 36.33%

l! .

‘\‘\\‘\\\\‘\11\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33196: Propane, 1-bromo-3-chloro-

41.0

%.

5.20 5.40 5.60 5.80
5000 m/z 76.00  36.05%

‘ 158.0

11 DY

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

Abundance #33200: Propane, 1-bromo-3-chloro-
41.0 5.20 5.40 5.60 5.80

m/z 79.00 20.18%

F.

5000

[ay
a1
T [s¢]
o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 2-Propanol, 1,3-dichloro- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
6.005 79.54 ng/ul 4174230 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 78
2 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 78
3 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 78

4 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 72
5 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 64

Abundance Scan 496 (6.005 min): BP010155.D\data.ms (-480) (-) m/z 79.00 100.00%

79.0
5000 J\
i

RN S S e e
5.60 5.80 6.00 6.20 6.40

147.8207.1267.0326.7  426.3484.5545.] )
ol 4, 147.8207.1267.0326.7 426348455450 1/, 43 pp  38.83%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13729: 2-Propanol, 1,3-dichloro-
79.0

5000 A ASREARIL SRR
5.60 5.80 6.00 6.20 6.40

15.0 m/z 81.00 31.95%

“ Lull
‘\\f\[\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13728: 2-Propanol, 1,3-dichloro-
79.0
A

5.60 5.80 6.00 6.20 6.40
5000120 m/z 49.60 11.71%

”\HL
R AR R R e N R RRARE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13724: 2-Propanol, 1,3-dichloro-

79.0 5.60 5.80 6.00 6.20 6.40
m/z 39.05 5.06%

5000 R—‘/\
50, il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20 6.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 (DEL) Alkane: Cyclic6.087 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.087 305.49 ng/ul 16032000 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-ethyl-2-methyl-,... 84 C6H12 019781-68-1 25
2 Cyclopropane, 1l-ethyl-1-methyl- 84 C6H12 053778-43-1 9
3 1-Propene, 3-(ethenyloxy)- 84 C5H80 003917-15-5 9
4 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 9
5 1-Butene 56 C4H8 000106-98-9 9
Abundance Scan 510 (6.087 min): BP010155.D\data.ms (-503) (-) m/z 41.10 100.00%
41.1
5000
e
h 5.80 6.00 6.20 6.40
ol Al 11301720 2671  382.3 45165145 ./, 55 o5  39.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1711: Cyclopropane, 1-ethyl-2-methyl-, cis-
41.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\
5.80 6.00 6.20 6.40
m/z 39.10 33.34%
‘\‘\‘\ “
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1710: Cyclopropane, 1-ethyl-1-methyl-
41.0
P e
5.80 6.00 6.20 6.40
5000 m/z 56.10 26.57%
O M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1625: 1-Propene, 3-(ethenyloxy)- R s R
41.0 5.80 6.00 6.20 6.40
m/z 84.00 16.26%
5000
_ul \H“  RRRRRE AL e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40

SFAM-EPA-BP042122.M Mon May 09 07:12:36 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 Benzene, bromo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.611 283.62 ng/ul 14884300 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, bromo- 156 C6H5Br 000108-86-1 97
2 Benzene, bromo- 156 C6H5Br 000108-86-1 96
3 Benzene, bromo- 156 C6H5Br 000108-86-1 95
4 Benzene, bromo- 156 C6H5Br 000108-86-1 94
5 Benzene, bromo- 156 C6H5Br 000108-86-1 90
Abundance Scan 599 (6.611 min): BP010155.D\data.ms (-590) (-) m/z 77.00 100.00%

77.0
156.0
5000

6.20 6.40 6.60 6.80 7.00
| 216.8276.3 358.3416.3475.9534.4 m/z 156.00 62.49%

Ol b b GRS G012 998,00 20 9 - 9098.2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33307: Benzene, bromo-
77.0
156.0
5000 B B ELBLEL B I

6.20 6.40 6.60 6.80 7.00
m/z 158.00 61.24%

1, |
‘\\\1’\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33311: Benzene, bromo-

77.0

156.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 51.00 34.60%

|

A eas

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

Abundance #33310: Benzene, bromo- RREEE e e
77.0 6.20 6.40 6.60 6.80 7.00

m/z 50.00  28.78%

156.0
5000

12.0| |

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.175 126.07 ng/ul 6615900 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene-3,4-diamine 114 C4H6N2S 078637-85-1 38
2 1-Propene, 1,1'-thiobis- 114 C6H1es 033922-80-4 38
3 2-Methyl-3-furanthiol 114 C5H60S 028588-74-1 30

4 2-Methyl-3-furanthiol 114 C5H60S 028588-74-1 30
5 5-Isothiazolamine, 3-methyl- 114 C4H6N2S 024340-76-9 25

Abundance Scan 695 (7.175 min): BP010155.D\data.ms (-689) (-) m/z 55.10 100.00%

55.1
114.0

-

5000
R
6.80 7.00 7.20 7.40
0 . 1769 266.6327.1 427148585440 1/ 114.00  82.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8030: Thiophene-3,4-diamine
114.0
5000 U DL AL L B B
45.0 6.80 7.00 7.20 7.40

m/z 119.00 69.52%

iy I{Mh Il ll b

L O I B B L L L L B R B L LR R R AU R B

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

Abundance #8297: 1-Propene, 1,1'-thiobis-
41.0 114.0

-

6.80 7.00 7.20 7.40
5000 m/z 39.05 54.71%

L nulh‘l‘u‘

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

=

Abundance #8098: 2-Methyl-3-furanthiol S RRRRNERERS mEmEsuaEe s
114.0 6.80 7.00 7.20 7.40
m/z 41.10 46.22%
5000
43.0
i
et

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 5-Chlorovaleric acid, 4-cya... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.352 117.13 ng/ul 6147070  1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Chlorovaleric acid, 4-cyanophe... 237 C12H12C1INO2 1000307-97-8 53
2 Succinic acid, monochloride 3-he... 220 C10H17C103 1010349-46-1 33
3 Butanedioyl dichloride 154 C4H4C1202 000543-20-4 33
4 o-Toluic acid, 2-methylphenyl ester 226 C15H1402 023597-23-1 32
5 m-Toluic acid, oct-3-en-2-yl ester 246 C16H2202 1000292-61-2 28

Abundance Scan 725 (7.352 min): BP010155.D\data.ms (-717) (-) m/z 55.10 100.00%

55.1
119.0
5000
N AR R
m 7.00 7.20 7.40 7.60
okl L. 222:8281.0341.0397.6 48115440 /7 118 95  73.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #119382: 5-Chlorovaleric acid, 4-cyanophenyl ester
119.0
55.0
5000
7.00 7.20 7.40 7.60
m/z 41.05 29.08%
\”\\\l‘l\I\l\‘!“\ \\‘\\\\‘\2\3\?.‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #98190: Succinic acid, monochloride 3-hexyl ester
119.0
7.00 7.20 7.40 7.60
5000 m/z 39.05 24 .46%
55.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31541: Butanedioy! dichloride R ARRAREE
119.0 7.00 7.20 7.40 7.60
m/z 120.95  23.98%
55.0
5000
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 : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 Thiepane Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.016 70.13 ng/ul 3680310 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiepane 116 C6H12S 004753-80-4 91
2 1-Propene, 1-(ethylthio)-2-methyl- 116 C6H12S 027482-14-0 38
3 4-Imidazolidinone, 2-thioxo- 116 C3H4N20S 000503-87-7 27
4 Borinic acid, diethylthio-, meth... 116 C5H13BS 092276-84-1 27
5 Cyclopentanethiol, 2-methyl-, tr... 116 C6H12S 001638-93-3 27
Abundance Scan 838 (8.016 min): BP010155.D\data.ms (-831) (-) m/z 116.00 100.00%
116.0
41.1
5000
S § N -
‘ ‘ . 7.60 7.80 8.00 8.20 8.40
ol MG | L 201.9267.1327.0 407.7 4816547, n/z 87.e0  92.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9336: Thiepane
87.0
27.
5000 [T T[T T[T T[T T rT
7.60 7.80 8.00 8.20 8.40
m/z 67.00 90.14%
‘\J\‘\‘ l‘“{‘\‘"\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9361: 1-Propene, 1-(ethylthio)-2-methyl-
116.0
Rmaas e R AR
7.60 7.80 8.00 8.20 8.40
5000 45.0 m/z 41.10 69.40%
\J‘.lllwu,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8979: 4-Imidazolidinone, 2-thioxo-
116.0 7.60 7.80 8.00 8.20 8.40
m/z 54.05 49.28%
5000
46.?
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.258 1096.22 ng/ul 57529700 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptenal 112 C7H120 062238-34-0 42
2 Glutaric acid, monochloride, 3-m... 218 C10H15C103 1000359-96-0 38
3 Cyclobutane, 1,2-dipropenyl- 136 C1@H16 022769-00-2 36
4 1,5-Cyclooctadiene, 3,4-dimethyl- 136 C1OH16 021284-05-9 36
5 Cyclobutane, 1,2-diethenyl-3,4-d... 136 C10H16 1000034-00-1 36

Abundance Scan 879 (8.258 min): BP010155.D\data.ms (-866) (-) m/z 68.05 100.00%

68.0
5000 A
AR AAREEaRE S
‘ { L 134.0 8.00 8.20 8.40 8.60
ob bbbl 11940 30413636421948015367 .0 41 05 53.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7311: 4-Heptenal
68.0
5000
8.00 8.20 8.40 8.60
m/z 55.10  29.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95819: Glutaric acid, monochloride, 3-methylbut-3-enyl
68.0
8.00 8.20 8.40 8.60
5000 m/z 67.05  29.24%
T&O
alh
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18079: Cyclobutane, 1,2-dipropenyl- e AEERRRRRESSTE
68.0 8.00 8.20 8.40 8.60
m/z 39.10 27.91%
5000
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 24 unknown-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.340 388.40 ng/ul 20383400 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, octyl 2-propyl e... 236 C11H2403S 1000309-11-9 25
2 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 17
3 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 17
4 Oxirane, (3-methylbutyl)- 114 C7H140 053229-41-7 12
5 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 10

Abundance Scan 893 (8.340 min): BP010155.D\data.ms (-884) (-) m/z 41.10 100.00%

41.1
5000
‘“ l# o ( 8.00 8.20 8.40 8.60
ol ML ALO 20782680  36854285486.6544.C 1/, 43,05 60.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117907: Sulfurous acid, octyl 2-propyl ester
43.0
5000 T T T T[T T it [irir]
8.00 8.20 8.40 8.60
m/z 71.00 38.85%
113.0
‘\\H\ ‘l\‘}\\h\‘\”\‘\\’]-\7\7.\0’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5039: 1-Butanol, 2,3-dimethyl-
43.0
P
8.00 8.20 8.40 8.60
5000 m/z 39.10 32.90%
M HIJ 101.0
e RISy,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5043: 1-Butanol, 2,3-dimethyl-
43.0 8.00 8.20 8.40 8.60
m/z 58.05 25.27%
5000 J\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
BP910155.D

: 29 Apr 2022 17:16
: CG/IU
: N2587-19

: 15  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 25 unknown-04 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.540 106.73 ng/ul 5601030 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropane, 2-chloro-1-ethyl-1... 118 C6H11Cl 343926-09-0 40

2 2-Heptene, 1-chloro-, (Z)- 132 C7H13C1 055638-53-4 38
3 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38
4 1-Hexene, 6-bromo- 162 C6H11Br 002695-47-8 35
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 25
Abundance Scan 927 (8.540 min): BP010155.D\data.ms (-916) (-) m/z 56.00 100.00%
56.0
5000
| h ’ H 8.20 8.40 8.60 8.80
Ol Al Ly Iy 2669 3430 4151476.2536.1 ./, 55,95  89.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #10002: Cyclopropane, 2-chloro-1-ethyl-1-methyl-
58.0
5000
8.20 8.40 8.60 8.80
m/z 41.10 66.80%
{ L 18.0
‘\\\‘ ‘\A\I\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16523: 2-Heptene, 1-chloro-, (2)-
41.0
8.20 8.40 8.60 8.80
5000 m/z 83.05 60.60%
“ 1320
_M‘1NMLM‘N“H‘_"W‘H“H‘W“H‘H“_‘H“H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0 8.20 8.40 8.60 8.80
m/z 39.05 33.06%
5000
_‘H‘H‘W‘H‘_‘H‘H“_‘H‘H‘W‘H‘_‘H‘H‘W“H“ **ﬂ[Lﬂf?%¥ﬁ+¥¥¥#lK
m/z--> 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\BP@42922\
Data File : BP@10155.D

Acqg On : 29 Apr 2022 17:16

Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 28 unknown-©5 Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
8.816 72.82 ng/ul 3821836  1,4-Dichlorobenzene-d4  7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 oxirane, dodecyl- 212 Clam80 003234-28-4 42
2 1-Hexene, 6-chloro- 118 C6H11C1 000928-89-2 38

3 Hexane, 1,6-dichloro- 154 C6H12C12
4 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18
5 3-Hexen-1-o0l, (E)- 100 C6H120

002163-00-0 38
053771-88-3 33
000928-97-2 25

Abundance Scan 974 (8.816 min): BP010155.D\data.ms (-969) (-)
55.1

m/z 55.10 100.00%

§

5000
e TR
‘ }1180 8.40 8.60 8.80 9.00 9.20
ol AL {1779 281.0340.8 415.0473.45333 /7 43,10 52.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90101: Oxirane, dodecyl-
41.0
5000
8.40 8.60 8.80 9.00 9.20
" m/z 82.10  45.70%
‘Iﬁ)ll“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9993: 1-Hexene, 6-chloro-
55.0
8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 67.00 44 ,32%
18.0
'l l)ﬂ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31627: Hexane, 1,6-dichloro- A T
55.0 8.40 8.60 8.80 9.00 9.20
m/z 69.10 32.55%
h A_\J\AVA/&J\//\NJ\,V
Moo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20
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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\BP042922\
BP910155.D

: 29 Apr 2022 17:16
: CG/IU
: N2587-19

: 15  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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
8.905 38.99 ng/ul 2046170 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, (E)- 56 C4H8 000624-64-6 35
2 2-Butene 56 C4H8 000107-01-7 27
3 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 17
4 Isobutyl chloroformate 136 C5H9C102 000543-27-1 17
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 14
Abundance Scan 989 (8.905 min): BP010155.D\data.ms (-984) (-) m/z 41.10 100.00%
41.1
5000
164.9
h l ) 8.60 8.80 9.00 9.20
ol ABO40 | 1 28303437 4614 5480 /7 s6.e0  70.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #205: 2-Butene, (E)-
41.0
5000
8.60 8.80 9.00 9.20
m/z 57.00 54.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196: 2-Butene
41.0
8.60 8.80 9.00 9.20
5000 m/z 39.10 45.10%
||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3736: 1-Hexene, 4-methyl-
41.0 8.60 8.80 9.00 9.20
m/z 55,00  38.98%
: W
‘ J“‘ iy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

SFAM-EPA-BP042122.M Mon May 09 07:12:38 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 30 unknown-06 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.040 902.17 ng/ul 47346000 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Allylhydroxylamine 73 C3H7NO 006542-54-7 7
2 Acetic acid, chloro-, ethyl ester 122 C4H7Cl02 000105-39-5 4
3 1-Allyl-cyclohexane-1,2-diol 156 C9H1602 1000143-28-3 4
4 Phosphoric acid, ethenyl dimethy... 152 C4H904P 010429-10-4 4
5 N,N'-di-t-Butylethylenediamine 172 C1OH24N2 004062-60-6 4

Abundance Scan 1012 (9.040 min): BP010155.D\data.ms (-995) (-)
41.1

m/z 41.10 100.00%

5000

%

119.0

M 8.80 9.00 9.20 9.40
o_mw““1‘7‘9‘%2‘38_9‘”32‘9‘9339‘9‘44%%597‘9“‘ m/z 39.65 28.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #842: o-Allylhydroxylamine

41.0

%

5000
8.80 9.00 9.20 9.40

m/z 57.05 26.15%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11090: Acetic acid, chloro-, ethyl ester

.0

N
© L

8.80 9.00 9.20 9.40
5000 m/z 118.95 22.48%

m

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

Abundance #33788: 1-Allyl-cyclohexane-1,2-diol A
41.0 8.80 9.00 9.20 9.40
m/z 58.05 20.72%
5000
0
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 Benzene, 1-bromo-2-chloro- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
9.434  36.80 ng/ul 16801700 Naphthalene-d8 10.746

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97
5 4-Chlorophenylselenol 192 C6H5C1Se 016645-10-6 96

Abundance Scan 1079 (9.434 min): BP010155.D\data.ms (-1072) () | m/z 191.90 100.00%
191.9

111.0
5000
50.0
e
‘ 9.20 9.40 9.60 9.80
ob ekl | 250830003703429.1490.0549. 1/ 13900  77.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 L B I L LA BN B L
9.20 9.40 9.60 9.80
50.0 m/z 111.00  75.83%

ol

‘\\\1]\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65032: Benzene, 1-bromo-4-chloro-

111.0 192.0

—

9.20 9.40 9.60 9.80

50001 g m/z 75.00 55.37%

| 1 Jh.\\. I

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

Abundance #65028: Benzene, 1-bromo-4-chloro- e
192.0 9.20 9.40 9.60 9.80
111.0 m/z 50.00  30.85%
5000
50.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 33 Hexane, 1,6-dichloro- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.763 94.10 ng/ul 42963700 Naphthalene-d8 10.746

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 74
2 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 72
3 1-Hexene, 6-chloro- 118 C6H11Cl 000928-89-2 50
4 1,2,4-Triazol-1-ylacetic acid 127 C4HS5N302 028711-29-7 46
5 Glutaric acid, monochloride, tra... 232 C11H17Cl03 1000359-93-9 38
Abundance Scan 1135 (9.763 min): BP010155.D\data.ms (-1125) (-) m/z 55.10 100.00%
55.1
- L/
9 50 10 00
18.1 191 8
o HH'JF Forr ek 299, 326.9385.2443.4501.7  m/z 41.18  78.76%
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #31627: Hexane, 1,6-dichloro-
558.0
5000 — —
9.50 10.00
m/z 69.10 68.23%
1‘ L\\‘l\“\‘ip‘]\-\g\\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31626: Hexane, 1,6-dichloro-
55.0
—— —
9.50 10.00
5000 m/z 67.05 56.29%
18.0
ST
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9993: 1-Hexene, 6-chloro- — —
55.0 9.50 10.00
m/z 82.05 55.33%
5000
‘ }1180
‘H\J"H‘M‘HH‘Hwm_m‘mwmww‘w‘w_ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 35 unknown-07 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.057 117.19 ng/ul 53505400 Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[(2-Aminoethyl)sulfanyl]acetic... 135 C4H9NO2S 003335-52-2 27
2 Hexahydro-1,2,4,5-tetrazine-3,6-... 148 C2H4N4S2 036239-33-5 16
3 2,4-Thiazolidinedione 117 C3H3NO2S 002295-31-0 14
4 .alpha., .beta.-Methyl-2-deoxy-D-... 148 C6H1204 060134-26-1 12
5 Ethylvinyl sulfide 88 C4H8S 000627-50-9 11

Abundance Scan 1355 (11.057 min): BP010155.D\data.ms (-1337) (- m/z 117.00 100.00%
117.0

5000{ 46.
| |
| bibd | 221.0283.0 367.0425.448385435 ./, 148.05 81.91%

11.00

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17663: 2-[(2-Aminoethyl)sulfanyl]acetic acid
117.0
5000 46.0 ‘

I
11.00
m/z 99.00 68.91%

” Aﬂl L

‘\HI’\HH\‘\H\‘H\\‘HH‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘\

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

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

—

=
11.00
5000 m/z 60.00 67.70%

Nﬂxm“‘d‘

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

—

Abundance #9564 2,4-Thiazolidinedione — I
117.0 11.00
m/z 46.00 46.88%
7 //\J/VNVV
‘ LI \l’ LI ‘\ ‘ TrTT ‘ TT T T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T T ‘ T
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 : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 36 unknown-08 Concentration Rank 27

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

11.275 76.23 ng/ul 34806700 Naphthalene-d8 10.746
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 3,27-Dioxa-2,28-disilanonacosane... 514 C30H6602Si2 056196-19-1 25
3 2-[(2-Aminoethyl)sulfanyl]acetic... 135 C4H9INO2S 003335-52-2 22
4 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 14
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 14
Abundance Scan 1392 (11.275 min): BP010155.D\data.ms (-1379) (- m/z 117.00 100.00%

11y.0
41.
5000
T —

11.00 11.50

0 Wl | 2009 2668 3304388.6447.15050 1/, p.00  80.58%

m/z--> 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

5000 I ——
11.00 11.50

m/z 148.00  72.39%

“'h.ll‘ \”h. | ‘

RN AN RN N R R R R R RN R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #340139: 3,27-Dioxa-2,28-disilanonacosane, 2,2,4,28,28

11v.0
— —
11.00 11.50
5000 ITI/Z 99.00 67.53%
h‘ L Alg%o 367.0425.0 499.0
e e e e e e e
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 11.50
m/z 41.10 59.05%
5000 460
‘HMNHAwu_\‘w"H“‘H“H“H“‘H“_“‘_“w“u“ . s
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 : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 37 unknown-09 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.340 157.08 ng/ul 71718200 Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 38
2 2-Chloro-4,6-difluoro-pyrimidine 150 C4HC1F2N2 038953-30-9 27
3 4-Methoxycarbonylbutyl-3-methoxy... 232 C11H2005 017361-53-4 14
4 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 11
5 Benzene, 1,2,4,5-tetrafluoro- 150 C6H2F4 000327-54-8 10
Abundance Scan 1403 (11.340 min): BP010155.D\data.ms (-1395) (- m/z 115.10 100.00%
1151
5000
39.1
— —
11.00 11.50
0 LUl || 207.8267.03260 414047155326 1/, 101.05 93.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
5000
11.00 11.50
m/z 150.00 92.01%
\\\“.\p\‘\m\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27850: 2-Chloro-4,6-difluoro-pyrimidine
150.0
= ——
11.00 11.50
5000 m/z 67.10 55.45%
70.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #113276: 4-Methoxycarbonylbutyl-3-methoxycarbonylpro T —T—
115.0 11.00 11.50
m/z 114.05 50.02%
5000
55.0
ALl a0 e
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 : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 43 unknown-10 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.510 267.19 ng/ul 121994000 Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acrolein, 2-chloro- 90 C3H3ClOo 000683-51-2 37
2 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 28
3 4-(2-Aminoethyl)benzenesulfonamide 200 C8H12N202S 035303-76-5 25
4 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 23
5 Thiourea, methyl- 90 C2H6N2S 000598-52-7 17

Abundance Scan 1602 (12.510 min): BP010155.D\data.ms (-1585) (- m/z 103.05 100.00%
108.1

41.1
5000
T \
”M ’ 12.50
o MULLLUL 1669 282.13408399.3457.85179 ' y/; 9p.00  96.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2526: Acrolein, 2-chloro-
90.0
5000 SR ‘

i
N
o1
o

m/z 67.05 94.73%

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #76288: 4-(2-Aminoethyl)benzenesulfonamide P
30.0 12.50

m/z 81.05 63.05%

Abundance #78186: 1,3,5-Trichloro-4-methyl-2-pentanone
90.0
d ‘
12.50
50001 »g m/z 41.10  75.95%

5000 90.0

o

\Mu\l,1540

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 : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ 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 44 unknown-11 Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
12.616 61.77 ng/ul 28205000 Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-8-oxabicyclo[4.3.0]nonane 126 C8H140 1000216-90-1 35
2 Chloroacetic acid, 2-ethylcycloh... 204 C10H17C102 1000279-89-1 25
3 4-Hepten-1-o0l 114 C7H140 020851-55-2 22
4 4-Hepten-1-o0l 114 C7H140 020851-55-2 22
5 Spiro[2.5]octane 110 C8H14 000185-65-9 14

Abundance Scan 1620 (12.616 min): BP010155.D\data.ms (-1610) (- m/z 81.05 100.00%
81.0 /
5000
MH Wfo 12.50 13.00
ol MBI | 1960 281.8 3550411.6469.85265 = ./, 67,05 96.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13108: trans-8-oxabicyclo[4.3.0]nonane
67.0
5000 L Y
12.50 13.00
126.0 m/z 41.10 95.23%
\\‘\"‘h\\l‘\‘\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #79320: Chloroacetic acid, 2-ethylcyclohexyl ester
81.0
coh =
12.50 13.00
5000 ITI/Z 55.10 76.30%
\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #8448: 4-Hepten-1-ol R L
81.0 12.50 13.00
m/z 103.00 66.84%
5000
1l
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 1-Pentene, 5-chloro- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.887 143.78 ng/ul 15473900  Acenaphthene-di1e 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 5-chloro- 104 C5H9Cl 000928-50-7 50
2 1-Butene, 4-chloro-2-methyl- 104 C5H9C1 010523-96-3 43
3 1,6-Octadiene, (E)- 110 C8H14 019036-81-8 38
4 Ethyl 3-methylbut-3-enyl carbonate 158 C8H1403 1000373-78-0 38
5 Cyclopentane, chloro- 104 C5HOC1 000930-28-9 37

Abundance Scan 1666 (12.887 min): BP010155.D\data.ms (-1657) (-
68.1

m/z 68.10 100.00%

5000

>

Ao ‘
| ’ 12.50 13.00
ol AL, 1379 22082886 354.4413.0471.25293 1/, 55,05  67.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5450: 1-Pentene, 5-chloro-

55.0

=

5000 A WL
12.50 13.00

m/z 104.00  63.08%

Jhih“ l

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

Abundance #5473: 1-Butene, 4-chloro-2-methyl-
55.0
12.50 13.00
5000 ITI/Z 41.10 60.19%
“ 'Jll,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6690: 1,6-Octadiene, (E)- = =
41.0 12.50 13.00
m/z 67.10 52.14%
“\WO-O, UL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 49 unknown-12 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.004 122.14 ng/ul 13144900  Acenaphthene-di1e 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro ( 6,6-dimethyl-2,3-diazobi... 136 C8H12N2 135485-30-2 37
2 Benzene, isocyanato- 119 C7H5NO 000103-71-9 18
3 Benzoic acid ,2-[(3-methylbenzoy... 358 C22H18N203 1000311-38-2 16
4 2-Methyl-2-(4-methylbenzoyl)malo... 198 C12H10ON20 1000326-92-9 16
5 Benzenemethanol, .alpha.-methoxy... 180 C10H1203 051835-45-1 12
Abundance Scan 1686 (13.004 min): BP010155.D\data.ms (-1679) (- m/z 39.10 100.00%
B89.1
120.9
5000
198.9 T T \
il
ok WJl‘“‘mt‘wwm ““?“?5”9_339 6397.2452.85005  m/z 120.90  77.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18672: Spiro ( 6,6-dimethyl-2,3-diazobicyclo [3.1.0] hex-
B89.0
5000 o :
13.00
1360 m/z 118.90  76.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10366: Benzene, isocyanato-
119.0
13.00
5000 m/z 57.00 35.97%
63.0
.
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #268062: Benzoic acid ,2-[(3-methylbenzoyl) hydrazonon Fa
119.0 13.00
m/z 79.00 29.17%
5000
51.0| ’ 1 236.0 358.0 ]
e e e e ey
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 : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 50 unknown-13 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.046 150.57 ng/ul 16204500  Acenaphthene-di1e 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 4-0-methyl-.beta.-D-xylop... 178 C7H1405 058918-59-5 38
2 Thiirane, methyl- 74 C3H6S 001072-43-1 38
3 Thiirane 60 C2H4S 000420-12-2 27
4 1,3-Dithiolane 106 C3H6S2 004829-04-3 27
5 1,2,4-Trithiolane, 3,5-diethyl- 180 C6H12S3 054644-28-9 27
Abundance Scan 1693 (13.046 min): BP010155.D\data.ms (-1689) (- m/z 41.10 100.00%
41.7
106.0
5000
179.0 — :
L
0l LR | wm_umz?zg“‘3"5‘@‘1”""1“??_"755‘5‘5‘4?‘ m/z 60.00 95.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #53239: Methyl 4-O-methyl-.beta.-D-xylopyranoside
87.0
5000 — :
13.00
m/z 74.00 86.59%
e,
Al ol L.
\\\\‘1!1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #958: Thiirane, methyl-
74.0
77
13.00
5000 m/z 45.00 74 .05%
A e R e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #313: Thiirane =
60.0 13.00
m/z 87.00 60.48%
) LL
N — —
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 : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 51 unknown-14 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

13.281 78.77 ng/ul 8476940 Acenaphthene-dle 14.569

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Dioxane, 2-(bromomethyl)-2-(... 228 C6H10BrCl02 060935-30-0 27

2 Hexestrol 270 C18H2202 000084-16-2 27
3 Ethanone, 1-[1-(4-methoxybenzoyl... 272 C15H16N203 1010304-60-8 14
4 Methanone, (3,4-dimethoxyphenyl)... 272 C16H1604 002898-54-6 14
5 1-n-butyladamantane 192 C14H24 014449-41-3 11
Abundance Scan 1733 (13.281 min): BP010155.D\data.ms (-1723) (| | m/z 41.10 100.00%
41.1
134.9
D e
13.00 13.50
o ke, |
0l J“‘snwl‘“!l"‘uw bl \E ek ‘1 3410 4151 5195  m/z 134.95  51.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109603: 1,3-Dioxane, 2-(bromomethyl)-2-(chloromethyl)
135.0
5000
77.0 13.00 13.50
’ m/z 57.00 45.23%
\\‘h”ﬁ‘f‘J\\L\H“‘\\\\‘H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161261: Hexestrol
135.0
‘ O
13.00 13.50
5000 m/z 39.10 42.27%
701 21202700
R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163195: Ethanone, 1-[1-(4-methoxybenzoyl)-3,5-dimeth e =S
135.0 13.00 13.50
m/z 269.75 38.43%
5000 272.0
77.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 53 unknown-15 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.504 84.17 ng/ul 9058660  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 27
2 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 27
3 Cyclobutane, 1,1-dimethyl-3-meth... 96 C7H12 019037-73-1 25
4 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 16
5 Cyclopropane, 1-(5-hexenyl)-2-iodo- 250 C9H15I 074685-40-8 16

Abundance Scan 1771 (13.504 min): BP010155.D\data.ms (-1765) (- m/z 81.05 100.00%
81.0

—

5000
Y
hh LL 1490 533 9292 6 355.1414.9474.7533.3 1350
Ol MMM Lds i £33 92920 309 SATEIMAA332 m/z 41.10  93.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6762: 1-Ethyl-5-methylcyclopentene
81.0
5000 e :
13.50
m/z 117.00 43.51%
14\'9”1“\1 \H‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3286: Cyclopentane, 1-methyl-2-methylene-
81.0
T 1 \
13.50
5000 m/z 39.10 42 .95%

20 ’ |

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

Abundance #3289: Cyclobutane, 1,1-dimethyl-3-methylene- S
81.0 13.50

m/z 67.05 39.87%

.

5000

-

AL

P
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 : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 71 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.

17.051  29.53 ng/ul 2645010  Phenanthrene-d10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 9

2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 9
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 9
4 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 9
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 9

Abundance Scan 2374 (17.051 min): BP010155.D\data.ms (-2366) (- m/z 41.10 100.00%

41.1
5000
136.9 : ‘

‘ 17.00 |
ol b o il [19502580 3570 43014888548 /) 57 00 30.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1696: 2-Pentene, 4-methyl-, (2)- M)\NM
41.0
5000 —— :

17.00
‘ m/z 136.90  22.40%

| L L

[T [\‘\\‘HH‘\\H’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\

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

Abundance #1686: 2-Butene, 2,3-dimethyl-
41.0

-

17.00
5000 m/z 84.00 20.73%

L |

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

.

Abundance #1677: Pentane, 3-methylene- ‘
41.0 17.00
m/z 39.10 18.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc

ALS vial : 15 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 72 unknown-16 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
17.081 42.46 ng/ul 3803010 Phenanthrene-d10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 9
2 2,6-Octadienal, 3,7-dimethyl-, (E)- 152 C1@H160 000141-27-5 9
3 Decane, 1,10-dibromo- 298 C10H20Br2 004101-68-2 9
4 Hexane, 1,5-dibromo- 242 C6H12Br2 000627-96-3 9
5 3H-Cyclodeca[b]furan-2-one, 4,9-... 264 C15H2004 119875-15-9 9
Abundance Scan 2379 (17.081 min): BP010155.D\data.ms (-2376) (- m/z 41.10 100.00%
41.1
- NAfo_/“jJ\\AM\,\J\
136.9 T T
\ h 195.0 17.00
0k www” 1950 2589 327.0 40084609 5268 1/, 57.00  31.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155615: 2-Dodecen-1-yl(-)succinic anhydride
41.0
5000 —— :
17.00
\H m/z 136.90  22.19%
\}\ 1\1!‘TH"“\“‘\"L#‘!T\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29238: 2,6-Octadienal, 3,7-dimethyl-, (E)-
41.0
T \
17.00
5000 m/z 84.05  17.74%
| ’123.0
B S -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #195864: Decane, 1,10-dibromo- ==
41.0 17.00
m/z 39.10 17.48%
5000
“ 135.0
Wl Ly o0 g ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

SFAM-EPA-BP042122.M Mon May 09 07:12:42 2022 Page: 37



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042922\
Data File : BP010155.D

Acqg On : 29 Apr 2022 17:16
Operator : CG/JU

Sample : N2587-19

Misc :

ALS Vvial : 15 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|
Furan, tetrahyd... 3.311 80.2 ng/ul 4208660 1 7.928 1049600 20.0
Furan, tetrahyd... 3.423 116.4 ng/ul 6108860 1 7.928 1049600 20.0
Thietane 3.511 283.4 ng/ul 14870600 1 7.928 1049600 20.0
Butanoic acid, 4.128 974.2 ng/ul 51125700 1 7.928 1049600 20.0
Propane, 1,3-di... 4.399 3243.9 ng/ul 170243000 1 7.928 1049600 20.0
1-Penten-3-one,... 4.752 91.5 ng/ul 4804020 1 7.928 1049600 20.0
Propane, 1-brom... 5.522 99.2 ng/ul 5206750 1 7.928 1049600 20.0
2-Propanol, 1,3... 6.005 79.5 ng/ul 4174230 1 7.928 1049600 20.0
(DEL) Alkane: C... 6.087 305.5 ng/ul 16032000 1 7.928 1049600 20.0
Benzene, bromo- 6.611 283.6 ng/ul 14884300 1 7.928 1049600 20.0
unknown-01 7.175 126.1 ng/ul 6615900 1 7.928 1049600 20.0
5-Chlorovaleric... 7.352  117.1 ng/ul 6147070 1 7.928 1049600 20.0
Thiepane 8.016 70.1 ng/ul 3680310 1 7.928 1049600 20.0
unknown-02 8.258 1096.2 ng/ul 57529700 1  7.928 1049600 20.0
unknown-03 8.340 388.4 ng/ul 20383400 1 7.928 1049600 20.0
unknown-04 8.540 106.7 ng/ul 5601030 1 7.928 1049600 20.0
unknown-05 8.816 72.8 ng/ul 3821830 1 7.928 1049600 20.0
(DEL) Alkane: S... 8.905 39.0 ng/ul 2046170 1 7.928 1049600 20.0
unknown-06 9.040 902.2 ng/ul 47346000 1 7.928 1049600 20.0
Benzene, 1-brom... 9.434 36.8 ng/ul 16801700 2 10.746 9131580 20.0
Hexane, 1,6-dic... 9.763 94.1 ng/ul 42963700 2 10.746 9131580 20.0
unknown-07 11.057 117.2 ng/ul 53505400 2 10.746 9131580 20.0
unknown-08 11.275 76.2 ng/ul 34806700 2 10.746 9131580 20.0
unknown-09 11.340 157.1 ng/ul 71718200 2 10.746 9131580 20.0
unknown-10 12.510 267.2 ng/ul 121994000 2 10.746 9131580 20.0
unknown-11 12.616 61.8 ng/ul 28205000 2 10.746 9131580 20.0
1-Pentene, 5-ch... 12.887 143.8 ng/ul 15473900 3 14.569 2152410 20.0
unknown-12 13.004 122.1 ng/ul 13144900 3 14.569 2152410 20.0
unknown-13 13.046 150.6 ng/ul 16204500 3 14.569 2152410 20.0
unknown-14 13.281 78.8 ng/ul 8476940 3 14.569 2152410 20.0
unknown-15 13.504 84.2 ng/ul 9058660 3 14.569 2152410 20.0
(DEL) Alkane: S... 17.051 29.5 ng/ul 2645010 4 17.316 1791370 20.0
unknown-16 17.081 42.5 ng/ul 3803010 4 17.316 1791370 20.0
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