LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc :

ALS vial : 5 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_ G\Methods\SFAM-EPA-BG091923.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59164.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.582 28 33 44 rBV 133693 236409 16.37% 1.572%
2 4.052 108 113 122 rBV 62575 105148 7.28% 0.699%
3  4.927 255 262 280 rVB 816296 1443882 100.00% 9.598%
4 5.221 310 312 315 rBV3 2220 2403 0.17% 0.016%
5 5.344 331 333 334 rBV2 3934 3017 0.21% 0.020%
6 5.432 345 348 351 rBv4 3103 4876 0.34% 0.032%
7 6.120 460 465 471 rBV4 4538 8024 0.56% 0.053%
8 6.255 485 488 490 rBvV4 1795 2045 0.14% 0.014%
9 6.954 602 607 613 rBvV 18597 30134 2.09% 0.200%
10 7.124 632 636 640 rBV5S 1902 2831 0.20% 0.019%
11 7.236 653 655 658 rVB3 2728 2238 0.15% 0.015%
12 7.265 658 660 662 rBvV2 2191 1991 0.14% 0.013%
13 7.424 681 687 695 rBV 47780 83257 5.77% ©.553%
14 7.542 705 707 710 rVB2 2686 2691 0.19% ©0.018%
15 7.577 710 713 715 rBv4 2137 2544 0.18% 0.017%
16 7.624 715 721 729 rW 133028 232824 16.12% 1.548%
17 7.712 733 736 738 rVB3 2475 2533 0.18% 0.017%
18 7.824 747 755 768 rBV 140442 254963 17.66% 1.695%
19 8.305 831 837 844 rBV 93213 174481 12.08% 1.160%
20 8.928 940 943 946 rBvV4 2300 3076 0.21% 0.020%
21 8.993 946 954 964 rVV2 136017 240022 16.62%  1.596%
22 9.099 969 972 978 rVB 10047 14566 1.01% 0.097%
23 9.504 1032 1041 1052 rBvV 169420 310127 21.48% 2.062%
24  9.604 1054 1058 1061 rVB4 3399 4752 0.33% 0.032%
25 9.651 1061 1066 1067 rBV5 1872 2599 0.18% 0.017%
26 9.704 1072 1075 1076 rBvV3 4775 4411 0.31% 0.029%
27 9.815 1090 1094 1095 rBV3 2244 2492 0.17% 0.017%
28 10.092 1139 1141 1146 rBV4 2742 3340 0.23% 0.022%
29 10.168 1150 1154 1156 rVV5 2764 3557 0.25% 0.024%
30 10.221 1156 1163 1171 rVV2 136504 248412 17.20% 1.651%
31 10.379 1186 1190 1196 rVB5 2781 4233  0.29% 0.028%
32 10.750 1245 1253 1262 rBV 219340 410154 28.41% 2.727%
33 10.808 1262 1263 1269 rVB2 2974 4362 0.30% 0.029%
34 10.867 1269 1273 1274 rBV3 3642 3903 0.27% 0.026%
35 10.967 1287 1290 1292 rBV3 2796 2270 0.16% 0.015%
36 11.061 1304 1306 1310 rVB4 2479 2950 0.20% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc :

ALS vial : 5 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_ G\Methods\SFAM-EPA-BG091923.MA.M
Title : SVOA CALIBRATION
37 11.149 1314 1321 1328 rVV 147392 276939 19.18% 1.841%
38 11.226 1330 1334 1336 rvv3 3363 5065 ©0.35% 0.034%
39 11.290 1338 1345 1360 rvV 155326 304464 21.09% 2.024%
40 11.402 1360 1364 1368 rBV5 2178 3392 0.23% 0.023%
41 11.496 1376 1380 1381 rBV3 1911 2182 0.15% 0.015%
42 12.048 1469 1474 1475 rBv4 2066 2943 0.20% 0.020%
43 12.124 1485 1487 1489 rBvV3 2430 2565 0.18% 0.017%
44 12.260 1506 1510 1512 rBV5 2411 3564 0.25% 0.024%
45 12.389 1527 1532 1533 rBv4 3135 4118 0.29% 0.027%
46 12.559 1558 1561 1565 rBV5 2732 4701 0.33% 0.031%
47 12.677 1577 1581 1583 rBV5 8018 11641 0.81% 0.077%
48 12.759 1594 1595 1597 rBV 3471 3066 0.21% 0.020%
49 12.976 1629 1632 1634 rBv4 2863 4041 0.28% 0.027%
50 13.000 1634 1636 1642 rVB5 6087 8687 0.60% 0.058%
51 13.153 1659 1662 1663 rBv2 2164 2330 0.16% 0.015%
52 13.194 1666 1669 1671 rBvV3 2469 3051 0.21% 0.020%
53 13.253 1677 1679 1682 rBV3 3203 2937 0.20% 0.020%
54 13.505 1719 1722 1724 rVB3 4285 4021 0.28% 0.027%
55 13.629 1736 1743 1748 rBV5 22774 54398 3.77% 0.362%
56 13.676 1748 1751 1756 rVB2 17555 26500 1.84% 0.176%
57 13.752 1759 1764 1771 rBV 338476 518872 35.94%  3.449%
58 13.905 1786 1790 1792 rBV5 9039 12411 0.86% ©0.083%
59 13.958 1795 1799 1803 rVB2 25957 36721 2.54% 0.244%
60 14.281 1850 1854 1855 rBV3 6217 7447 0.52% 0.050%
61 14.328 1856 1862 1868 rVV 501686 723419 50.10% 4.809%
62 14.392 1870 1873 1879 rVB5 27094 35839 2.48% 0.238%
63 14.457 1882 1884 1888 rBV5 2315 2101 0.15% 0.014%
64 14.522 1891 1895 1896 rBV4 3304 3612 ©0.25% 0.024%
65 14.557 1896 1901 1906 rVB 31346 43574  3.02% ©0.290%
66 14.633 1908 1914 1920 rBV 556226 883042 61.16% 5.870%
67 14.898 1953 1959 1962 rBV 235871 346201 23.98% 2.301%
68 14.933 1962 1965 1972 rVB 250852 368170 25.50% 2.447%
69 15.109 1991 1995 2002 rVB3 33909 59569 4.13% 0.396%
70 15.162 2002 2004 2007 rBV3 3345 4201 0.29% 0.028%
71 15.268 2020 2022 2030 rVB9 7407 11190 0.77% 0.074%
72 15.356 2034 2037 2040 rBV4 9623 12064 0.84% 0.080%
73 15.650 2081 2087 2097 rVB5 27179 59345 4.11% 0.394%
74 15.744 2099 2103 2106 rBV6 12361 18400 1.27% 0.122%
75 15.920 2127 2133 2139 rBV 721554 1110229 76.89% 7.380%

76 16.026 2145 2151 2158 rVB 220570 324032 22.44% 2.154%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5 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_ G\Methods\SFAM-EPA-BG091923.MA.M
Title : SVOA CALIBRATION

77 16.167 2171 2175 2180 rVB4 27072 42354 2.93% 0.282%
78 16.936 2303 2306 2311 rVB2 21203 32255 2.23% 0.214%
79 17.683 2427 2433 2440 rBV 320194 483329 33.47% 3.213%
80 17.783 2443 2450 2457 rBV 786716 1223775 84.76% 8.135%
81 18.364 2547 2549 2550 rBvV2 9117 5933 0.41% 0.039%
82 18.499 2568 2572 2583 rBV 255556 352341 24.40% 2.342%
83 19.763 2783 2787 2791 rBV2 86230 122940 8.51% 0.817%
84 20.056 2831 2837 2847 rVB 939086 1374110 95.17% 9.134%
85 21.549 3087 3091 3099 rBvV2 97721 162961 11.29% 1.083%
86 22.001 3163 3168 3174 rVB 230270 393493 27.25% 2.616%
87 25.309 3721 3731 3745 rVB3 401176 1206899 83.59% 8.023%
88 25.556 3765 3773 3785 rVB3 148907 465579 32.24% 3.095%
89 32.530 4958 4960 4963 rBV3 5801 4709 0.33% 0.031%

Sum of corrected areas: 15043239
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
BGO59164.D

: 22 Sep 2023 15:15

: MA/JU

: 04429-02

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG059164.D\data.ms
4.927
800000
600000
400000
10.750
20000013.582 760424 8.993 9.504 10221 1111420
4.052 742
0 5.28432 6.62265 J\ 8. 99 ﬂi(D B79 296 1220220Th8SNZ0N
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059164.D\data.ms
20.056
800000 17.783
15.920
600000 14.633
400000 3
18.499 22.001
200000
19.763 21.549
167 16.936 18.3
O T T T T T e T T T T T T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG059164.D\data.ms
800000
600000
25.309
400000
200000 5.556
st Ao e et s e 32.53
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,927 165.51 ng/ul 1443880 1,4-Dichlorobenzene-d4 8.305

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 96
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 94
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 43
Abundance Scan 262 (4.927 min): BG059164.D\data.ms (-255) (-) m/z 165.90 100.00%
165.9
130.9
5000
94.0
47.0
R EAEREmaRE T
‘ ‘ ‘ ‘ . 4.60 4.80 5.00 5.20

Ol M 258 7 163,90 79.08%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240

Abundance #39852: Tetrachloroethylene
166.0
129.0
5000 T T T T T T T
94.0 4.60 4.80 5.00 5.20
47.0 m/z 130.90  71.31%
0’\]%.\(‘)}\\‘\“\‘\‘H“‘HH‘H\H“HH‘H\‘\‘HH‘\H\‘H‘\H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39850: Tetrachloroethylene
166.0
129.0 R EAEREmaRE T
4.60 4.80 5.00 5.20
5000 m/z 128.90  68.27%
94.0
47.0
0120
m/z--> 20 40 60 80 100 120 140 160 180200 220 240
Abundance #39854: Tetrachloroethylene R AAEREmaRE T
166.0 4.60 4.80 5.00 5.20
131.0 m/z 167.90  46.73%
5000
47.0 94.0 K
0 SNBSS i SUNSS—
mlz--> 20 40 60 80 100120 140 160 180200 220 240 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Silane, ethyldimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.954 3.45 ng/ul 30134 1,4-Dichlorobenzene-d4 8.305

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 56
2 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 40
3 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 40
4 Triisopropylsilane 158 C9H22Si 006485-79-6 9
5 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 9

Abundance Scan 607 (6.954 min): BG059164.D\data.ms (-602) (-) m/z 59.05 100.00%

59.0
5000
660 6.80 7.00 720
| 523.1 e .
ottt m/z 45.10  39.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2249: Silane, ethyldimethyl-
59.0
5000 e R
6.60 6.80 7.00 7.20
\ m/z 58.10  37.74%
0 ‘\\‘J\J\J‘“‘\J\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17323: Ethane, 1,1'-oxybis[2-methoxy- /\
59.0
“H‘wﬁu‘mthM‘u,
6.60 6.80 7.00 7.20
5000 m/z 89.10  18.38%
0 ‘”\  —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17324: Ethane, 1,1'-oxybis[2-methoxy- EREaEE e ‘4‘ RRRRRRES
59.0 6.60 6.80 7.00 7.20
m/z 43.10 12.34%
5000
mlz--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Di-sec-Butyl ether Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.629 2.96 ng/ul 54398 Acenaphthene-d10 14.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 42
4 Butane, 1,2,3,4-tetramethoxy- 178 C8H1804 003011-85-6 42
5 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 40

Abundance Scan 1743 (13.629 min): BG059164.D\data.ms (-1736) (-~ | m/z 45.05 100.00%
45.0

5000

-

101.1
h 73.0 ‘ 145.0 0601 13.50 14.00
el L 220 m/z 57.10 90.30%

m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #15680: Di-sec-Butyl ether
45.0

5000 T
101.0 13.50 14.00
m/z 59.10 34.57%

73.
015.’()1’1q1’130-0
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #15681: Di-sec-Butyl ether

45.0

Pt
13.50 14.00

o

5000 m/z 41.10  34.55%
101.0
73.0
O bbbl L 1900
m/z--> 20 40 60 80 100 120140 160 180200 220 240 260
Abundance #15682: Di-sec-Butyl ether Py e
45.0 13.50 14.00
m/z 101.10  22.52%
5000
‘ 101.0
MBI . o | YT
m/z--> 20 40 60 80 100120 140160 180200 220 240 260 13.50 14.00

SFAM-EPA-BG@91923.MA.M Mon Sep 25 04:28:38 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.752  28.19 ng/ul 518872  Acenaphthene-d10 14.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-(2-(2-(2-Methoxyethoxy)ethoxy)... 222 C9H1806
2 Orthoformic acid, tri-sec-butyl ... 232 C13H2803
3 Formic acid, 1-methylpropyl ester 102 C5H1002
4 Methyl 2-(2-methoxy-2-oxoethoxy)... 162 C6H1005

016024-60-5 40
016754-48-6 37
000589-40-2 35
1000487-07-8 33

5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 28
Abundance Scan 1764 (13.752 min): BG059164.D\data.ms (-1759) (- | m/z 45.10 100.00%
451
- T /«/\vm
—— —
Obrrrprrrefedlhestth b bt e o e e 20 2008 m/z 57.10 79.13%
miz--> 20 40 60 80 100120140160180200220240260
Abundance #102474: 2-(2-(2-(2-Methoxyethoxy)ethoxy)ethoxy)acetic
45.0
103.0
5000 T —
13.50 14.00
m/z 75.10 49.58%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #113775: Orthoformic acid, tri-sec-butyl ester
57.0
—— —
103.0 13.50 14.00
5000 m/z 59.05  49.40%
159.0
(SN N A E— -5 P B
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4886: Formic acid, 1-methylpropyl ester Pt e
45.0 13.50 14.00
m/z 41.10 43.71%
5000
L e
Ottt e e e e ==t =
miz--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 4,8,12,16-tetraoxaeicosan-1-o0l Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.557 2.37 ng/ul 43574  Acenaphthene-d10 14.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,8,12,16-tetraoxaeicosan-1-o0l 306 C16H3405 1010397-63-6 72
2 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 53
3 Propanol, [(butoxymethylethoxy)m... 248 C13H2804 055934-93-5 50
4 3-Hexanol 102 C6H140 000623-37-0 50
5 3-Hexanol 102 C6H140 000623-37-0 50

Abundance Scan 1901 (14.557 min): BG059164.D\data.ms (-1896) (- | m/z 59.10 100.00%
59.1
5000
H 114.1 489, 14.50
O bbb e m/z 57.10 69.44%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #206623: 4,8,12,16-tetraoxaeicosan-1-ol
59.0
5000 e
14.50
117.0 m/z 43.10 50.19%
Wi, L arso
0\\\‘\l“\‘M‘\“\H\\‘!\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8861: Butanamide, 3,3-dimethyl-
59.0
T \
14.50
5000 m/z 41.10 32.07%
“ 115.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #132985: Propanol, [(butoxymethylethoxy)methylethoxy]- —— !
59.0 14.50
m/z 58.10 13.35%
5000
117.0
miz--> 0 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.650 3.22 ng/ul 59345  Acenaphthene-d10 14.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, neopentyl octyl ester 272 C15H2804 1000309-73-2 43
2 Heptafluorobutyric acid, 2-tetra... 298 C9H9F703 1000216-78-5 42
3 Succinic acid, but-3-yn-2-yl tet... 254 C13H1805 1000390-71-3 40
4 Propanoic acid, 2-methyl-, 2-eth... 286 C16H3004 074367-30-9 40
5 5-Nonanol, 2-methylpropionate 214 C13H2602 1000463-47-6 40

Abundance Scan 2087 (15.650 min): BG059164.D\data.ms (-2081) (+ ' m/z 71.10 100.00%

711
43.1
5000

N M4 4er 1904 1550  16.00
el bt L m/z 43.10  75.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #163271: Oxalic acid, neopentyl octyl ester
71.0

5000, 430 — —
15.50 16.00

m/z 41.10  15.55%

112.0 157.0
‘\W‘\\“‘H\\h“\\“1‘\‘\\\\‘\\1‘\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\2\\53\(
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #197545: Heptafluorobutyric acid, 2-tetrahydrofurylmethy
71.0
43.0

T
15.50 16.00

o

o

5000 m/z 85.00 14.51%
100.0 169.0
Ow*ﬂ* Www“*M*HM*H?ﬁl?wwwwwwigzg*ww*w*w*w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #140186: Succinic acid, but-3-yn-2-yl tetrahydrofurfuryl e
71.0 15.50 16.00

m/z 55.10 11.96%

5000
43.0 101.0
L] 1300 171.0

— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Benzenesulfonamide, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.167 2.30 ng/ul 42354  Acenaphthene-d10 14.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, 2-methyl- 171 C7H9ONO2S 000088-19-7 91
2 Benzenesulfonamide, 2-methyl- 171 C7H9NO2S 000088-19-7 91
3 Benzenesulfonamide, 2-methyl- 171 C7HINO2S 000088-19-7 90
4 Benzenesulfonamide, 2-methyl- 171 C7H9ONO2S 000088-19-7 70
5 Benzenesulfonic acid, 2-methyl-,... 200 C9H1203S 059222-96-7 56

Abundance Scan 2175 (16.167 min): BG059164.D\data.ms (-2171) (+ | m/z 90.05 100.00%

90.0
5000 65.0
39.0 137.0 171.0

‘ ‘ ‘ 07 1 16.00 16.50
H“H‘wawuw‘Hﬂhw“HWJLMJﬁ Ll ‘“W‘M‘yh“ m/z 91.00  76.05%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46718: Benzenesulfonamide, 2-methyl-
90.0

5000 — ——
65.0 171.0 16.00 16.50

137.0 m/z 106.05 60.53%

39.0 ‘ '
JJM"“‘ﬂ‘H“‘M"”\W”‘M‘WM‘HMM“W‘H‘\H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46720: Benzenesulfonamide, 2-methyl-
90.0

o

o

16.00 16.50
5000 m/z 65.05 45.66%
65.0 171.0
39.0 137.0
0"w"H"M‘wh‘w_:JwJMH“HJWH‘M_‘VW“H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46722: Benzenesulfonamide, 2-methyl-
90.0 16.00 16.50

m/z 89.10 34.67%

5000
65.0
39.0 171.0
‘ ‘ 137.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59164.D

Acqg On : 22 Sep 2023 15:15

Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.499 14.58 ng/ul 352341  Phenanthrene-d10 17.683
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76

Abundance Scan2572 (18.499 min): BG059164.D\data.ms (-2568) (- | m/z 43.10 100.00%
33,4 1290 213.2 e
171. .
0 wm ‘“h b ‘ WS I A 2?‘61 3182 n/z 6e.e5 85.91%
m/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
5000 129.0 T
18.50
710 213.0 256.0 m/z 57.10 78.05%
0 L ‘ “‘P‘H“ h} \ ‘\ \ T ‘[ \“f ‘\ T “‘\ L T ‘ L
m/z--> 5 100 150 200 250 300
Abundance #126202: Pentadecanoic acid
43.0
=
18.50
5000 m/z 41.10 69.30%
1290 2420
199.0
0 “M\ W H tea0 |
m/z--> 50 100 150 200 250 300
Abundance #143507: n-Hexadecanoic acid T
43.0 18.50
m/z 55.10 68.67%
5000
3.0 129.0 256.0
| ‘ 171.0 2130
0 “Mww\‘M\‘H\‘J\\\ R 1
m/z--> 50 100 150 200 250 300 18.50

SFAM-EPA-BG@91923.MA.M Mon Sep 25 04:28:42 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.763 5.09 ng/ul 122940  Phenanthrene-di10 17.683
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Octadecanoic acid 284 C18H3602 000057-11-4 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2787 (19.763 min): BG059164.D\data.ms (-2783) (-~ | m/z 43.10 100.00%

43.1
731
5000

1291 185.2 241.3 7 —
‘ H‘ | ‘ 84,1 19.50 20.00
ob— “Hnih‘uu“‘w m“wm‘mmwmm\ Mo by ‘\n USRS . ‘\“' m/z 55.10 82.61%
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — —
19.50 20.00

1850 5410 200 m/z 57.05  81.94%

oLb— “‘ ‘i \‘ WMJ h!\ H“H\ HM‘ M \‘ ‘ L, ‘ \‘r “ - \‘ “\ ‘\‘ .
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0

—— —
19.50 20.00
5000 129.0 ITI/Z 60.05 78.54%
H ‘ 1710 213.0 256.0
o) E— ‘“‘ U!‘ Al ‘\ H‘H\ u‘\ ul ‘ “ ‘ . \‘ “‘ - ‘ ‘\‘ -
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0 19.50 20.00

m/z 73.10 77.52%

43.0
5000 129.0
185.0 228.0
“ ‘\ u‘u‘ H“ HM‘ h“ M‘\ il L) ‘\ L ‘\ !

\
m/z--> 50 100 150 200 250 19.50 20.00

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\

BGO59164.D
: 22 Sep 2023 15:15
: MA/JU
: 04429-02
: 5 Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 1@ (DEL) Alkane: Cyclic21.549 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.549 8.28 ng/ul 162961  Chrysene-di12 22.001
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 93
2 Cyclotetracosane 336 C24H48 000297-03-0 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Octadecanol 270 C18H380 000112-92-5 87

Abundance Scan 3091 (21.549 min): BG059164.D\data.ms (-3087) (-~ | m/z 55.10 100.00%
58.1
2 M%MMMWMMWJ\”WWNMMWMW
111.2 —r—
21.50
280.9
0 11156“-2032‘418' m/z 57.10  95.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87653: Cyclopentadecane
83.0
210.0
5000 ——
21.50
29.( m/z 43.10 87.94%
H 1‘390
0\\“Y“‘\\\‘ "H‘“\“\\\"\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #244232: Cyclotetracosane
43.0
L \
21.50
5000 m/z 83.10 74.69%
0 L‘\ | “ h | 11530 2100 2650 3369
iy ““ R B e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314818: Heptafluorobutyric acid, pentadecyl ester T ‘
57.0 21.50
m/z 41.10 65.93%
5000
‘ ‘ ‘ 2100
ol Ll im0, | 20 aoeo -
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59164.D

Acqg On : 22 Sep 2023 15:15
Operator : MA/JU

Sample : 04429-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91923.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Tetrachloroethy... 4.927 165.5 ng/ul 1443880 1 8.305 174481 20.0
Silane, ethyldi... 6.954 3.5 ng/ul 30134 1 8.305 174481 20.0
Di-sec-Butyl ether 13.629 3.0 ng/ul 54398 3 14.933 368170 20.0
unknown-01 13.752 28.2 ng/ul 518872 3 14.933 368170 20.0
4,8,12,16-tetra... 14.557 2.4 ng/ul 43574 3 14.933 368170 20.0
unknown-02 15.650 3.2 ng/ul 59345 3 14.933 368170 20.0
Benzenesulfonam... 16.167 2.3 ng/ul 42354 3 14.933 368170 20.0
n-Hexadecanoic ... 18.499 14.6 ng/ul 352341 4 17.683 483329 20.0
Octadecanoic acid 19.763 5.1 ng/ul 1229406 4 17.683 483329 20.0
(DEL) Alkane: C... 21.549 8.3 ng/ul 162961 5 22.001 393493 20.0
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