LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc :

ALS Vvial : 21  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-BG092723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59308.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.811 70 72 75 rBV3 3016 4088 0.64% 0.051%
2 3.981 99 101 106 rVB3 6236 8775 1.37% 0.109%
3 4.093 116 120 124 rBV3 17455 24254 3.80% 0.303%
4 4,181 130 135 141 rVB5 12676 23134 3.62% 0.289%
5 4.304 154 156 162 rvB3 3596 5241 0.82% 0.065%
6 4.680 218 220 225 rVB5S 3963 5417 ©.85% 0.068%
7 4.845 244 248 252 rW4 3312 4497 0.70% 0.056%
8 5.238 311 315 319 rBV3 7924 12796 2.00% 0.160%
9 5.356 331 335 338 rBV3 4209 5485 0.86% 0.068%
10 6.143 466 469 471 rW 3747 4627 0.72% 0.058%
11 6.173 471 474 481 rVB4 4501 7473 1.17% 0.093%
12 6.795 576 580 585 rVB3 3899 6437 1.01% 0.080%
13 7.119 633 635 639 rBv2 4176 5795 0.91% 0.072%
14 7.307 662 667 668 rVi 3180 5083 0.80% 0.063%
15 7.365 671 677 688 rVB3 65545 153570 24.03% 1.916%
16 7.553 703 709 716 rBV 58277 94684 14.82% 1.181%
17 7.753 737 743 754 rBV6 68855 155771 24.38%  1.943%
18 8.117 801 805 812 rVB5 11847 21529 3.37% 0.269%
19 8.235 816 825 834 rBV 142533 254924 39.89% 3.181%
20 8.335 838 842 844 rBV3 4671 5951 ©.93% 0.074%
21 8.411 851 855 859 rVB3 3541 5279 0.83% 0.066%
22 8.464 859 864 869 rBV4 5168 9516 1.49% 0.119%
23 8.611 887 889 894 rVB4 3254 4888 0.76% 0.061%
24 8.676 894 900 905 rVB5 10161 16992 2.66% 0.212%
25 8.740 905 911 918 rBV6 13311 27289 4.27%  0.340%
26 8.817 920 924 928 rVWW5 10956 20057 3.14% 0.250%
27 8.928 937 943 950 rVW3 29717 55536 8.69% 0.693%
28 9.075 960 968 975 rBvV2 53047 109161 17.08% 1.362%
29 9.204 988 990 994 rVB3 3910 5671 0.89% 0.071%
30 9.287 1002 1004 1006 rBV3 5613 6932 1.08% 0.086%
31 9.392 1015 1022 1025 rBV 98290 148986 23.31% 1.859%
32 9.433 1025 1029 1035 rVB2 65376 110406 17.28% 1.377%
33 9.510 1038 1042 1045 rBV5 5803 7651 1.20% ©.095%
34 9.739 1074 1081 1082 rVvV5 4761 9792 1.53% 0.122%
35 9.804 1086 1092 1095 rBV5 12672 22834 3.57% 0.285%
36 9.939 1109 1115 1121 rVB7 16470 32513 5.09% 0.406%

SFAM-EPA-BGO92723.MA.M Fri Oct 06 ©2:00:37 2023 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc :

ALS Vvial : 21  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-BG092723.MA.M
Title : SVOA CALIBRATION
37 10.039 1126 1132 1135 rBV4 9429 14237 2.23% 0.178%
38 10.150 1141 1151 1156 rBV3 58547 128933 20.18% 1.609%
39 10.209 1156 1161 1169 rBvV6 19079 51899 8.12% 0.648%
40 10.315 1175 1179 1185 rVB4 19917 31663 4.95% 0.395%
41 10.391 1188 1192 1197 rBV2 19381 29050 4.55% 0.362%
42 10.503 1205 1211 1217 rVB5 26393 46632 7.30% 0.582%
43 10.679 1235 1241 1253 rBV2 74900 151627 23.73% 1.892%
44 10.773 1253 1257 1258 rBV3 4080 4652 ©0.73% 0.058%
45 10.891 1274 1277 1280 rBvV2 7619 9741  1.52% 0.122%
46 10.943 1281 1286 1292 rVvV 118772 188451 29.49% 2.351%
47 11.073 1301 1308 1314 rBV 219825 397132 62.15%  4.955%
48 11.126 1314 1317 1324 rVB 52597 81840 12.81% 1.021%
49 11.225 1327 1334 1344 rVB2 45080 103556 16.21% 1.292%
50 11.602 1394 1398 1402 rBV6 6706 14561 2.28% 0.182%
51 11.701 1411 1415 1427 rVB8 26663 66915 10.47%  ©0.835%
52 11.813 1428 1434 1438 rBV5 12464 24233 3.79% 0.302%
53 11.884 1441 1446 1453 rVB7 20631 42630 6.67% 0.532%
54 11.989 1458 1464 1469 rBV 64762 90678 14.19% 1.131%
55 12.048 1472 1474 1479 rBV5 6025 9815 1.54% 0.122%
56 12.271 1507 1512 1516 rVB5 10303 16331 2.56% 0.204%
57 12.383 1526 1531 1537 rVV 145519 212322 33.23% 2.649%
58 12.465 1542 1545 1548 rVB5 6262 6919 1.08% 0.086%
59 12.594 1564 1567 1572 rVB5 15355 22077 3.45% 0.275%
60 12.806 1597 1603 1605 rBV5 11042 17459 2.73% 0.218%
61 13.006 1634 1637 1642 rBV4 14520 19756 3.09% 0.246%
62 13.047 1642 1644 1646 rVV2 11186 8845 1.38% 0.110%
63 13.094 1648 1652 1660 rVB6 17582 40982 6.41% ©0.511%
64 13.188 1664 1668 1675 rVB4 23668 38881 6.08% 0.485%
65 13.276 1679 1683 1685 rVVv3 13180 17664 2.76% 0.220%
66 13.317 1686 1690 1695 rVB 49354 65868 10.31% 0.822%
67 13.429 1706 1709 1714 rBV7 5469 9257 1.45% 0.115%
68 13.611 1734 1740 1746 rBV 167655 243434 38.09% 3.037%
69 13.658 1746 1748 1749 rVV2 7399 4821 0.75% 0.060%
70 13.693 1750 1754 1760 rVB2 43507 68386 10.70% ©.853%
71 13.846 1777 1780 1785 rBV4 5660 9791 1.53% 0.122%
72 14.175 1832 1836 1842 rBV9 15344 24802 3.88% 0.309%
73 14.257 1844 1850 1855 rBvV2 190428 305326 47.78%  3.809%
74 14.381 1868 1871 1875 rBV2 12773 15167 2.37% 0.189%
75 14.569 1897 1903 1909 rBV2 171741 276500 43.27%  3.450%

76 14.674 1915 1921 1926 rBV 137649 183568 28.73% 2.290%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc :

ALS Vvial : 21  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-BG092723.MA.M
Title : SVOA CALIBRATION
77 14.868 1948 1954 1961 rBV2 320093 507329 79.39% 6.330%
78 15.062 1981 1987 1993 rBV3 44550 84308 13.19% 1.052%
79 15.174 2002 2006 2009 rVB2 11861 15512 2.43% 0.194%
80 15.233 2012 2016 2021 rVB6 19312 31093 4.87% ©0.388%
81 15.285 2021 2025 2028 rBV3 16717 21311 3.33% 0.266%
82 15.356 2035 2037 2042 rVB4 7935 10861 1.70% 0.136%
83 15.515 2060 2064 2068 rBV5 7076 12519 1.96% ©.156%
84 15.567 2070 2073 2077 rBV5 5824 9597 1.50% 0.120%
85 15.626 2078 2083 2087 rVV 67772 93598 14.65% 1.168%
86 15.673 2087 2091 2096 rVB7 6236 8295 1.30% ©.103%
87 15.855 2116 2122 2131 rVB 232698 342858 53.65% 4.278%
88 15.967 2138 2141 2145 rVV4 15573 18495 2.89% 0.231%
89 16.026 2145 2151 2154 rVB3 17029 29166 4.56% 0.364%
99 16.179 2173 2177 2178 rBV4 3930 4326 0.68% 0.054%
91 16.490 2226 2230 2236 rVB 39282 68289 10.69% ©.852%
92 17.277 2360 2364 2368 rBV3 19172 24042 3.76% 0.300%
93 17.618 2416 2422 2428 rBV 417995 639029 100.00% 7.973%
94 17.718 2433 2439 2444 rBV 209894 329424 51.55% 4.110%
95 18.018 2487 2490 2494 rVBS 11968 16585 2.60% 0.207%
96 18.382 2548 2552 2557 rBv4 37578 55276 8.65% ©.690%
97 18.435 2557 2561 2567 rVW3 67022 103122 16.14% 1.287%
98 19.992 2822 2826 2835 rVB 287046 455330 71.25% 5.681%
99 21.919 3150 3154 3160 rVB2 368366 582990 91.23% 7.274%
100 32.154 4894 4896 4898 rVB2 79740 52214 8.17% 0.651%
Sum of corrected areas: 8015004
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059308.D\data.ms

400000

300000

200000

100000

. . 3.8900%14.680455836 &3 6.795.11 : :
L ‘ L ‘ T 1T ‘ T 1T ‘ L ‘ T 1T ‘ T 1T ‘ L ‘ L ‘ T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abun6d0a0nocé-:‘0 TIC: BG059308.D\data.ms

21.919

500000

17.618
19.992
400000

14.868

300000 M
15.855 ]
" 1y.718

200000

100000

L e

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
AbunGdance TIC: BG059308.D\data.ms

400000

300000

32.154

200000

100000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 Carbonic acid, 2-ethylhexyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

8746 2.14 ngiul 27289 1,4-Dichlorobenzene-dd  8.241
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 64
2 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 64

3 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 59
4 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 59
5 Decyl octyl ether 270 C18H380 1000406-38-3 59
Abundance Scan 911 (8.740 min): BG059308.D\data.ms (-905) (-) m/z 43.10 100.00%
3.1
5000 VMMMM
R RLaRE
]ﬁo 217.9 543 8.40 8.60 8.80 9.00
obe el M/Z 57.05 68.63%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #279620: Carbonic acid, 2-ethylhexyl tetradecy! ester
57.0
5000
113.0 8.40 8.60 8.80 9.00
m/z 71.10 53.58%
L e
O\J\\“\‘\1\H‘W\lWT‘\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #181390: Oxalic acid, 2-ethylhexyl isohexyl ester
57.0
8.40 8.60 8.80 9.00
5000 ITI/Z 55.10 46.81%
HHF'O
m/z--> 50 100 150 200 250 300 350 400 450 500 M
Abundance #181354: Oxalic acid, 2-ethylhexyl hexyl ester  Ra e EAmaaREEm
57.0 8.40 8.60 8.80 9.00
m/z 41.10 29.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 2 unknown-01 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.209 2.61 ng/ul 51899 Naphthalene-d8 11.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonen-1-0l1, (E)- 142 C9H180 031502-14-4 40
2 trans-2-Undecen-1-0l 170 C11H220 075039-84-8 40
3 trans-2-tert-Butylcyclohexanol, ... 252 C12H19F302 1010467-27-5 38
4 trans-2-Undecen-1-o0l 170 C11H220 075039-84-8 38

5 2-Decen-1-o0l, (E)- 156 C10H200 018409-18-2 38

Abundance Scan 1161 (10.209 min): BG059308.D\data.ms (-1156) (- | m/z 57.10 100.00%
57.1

- MM
152.0 Ao A en
‘ “ ™ 2705 o1, 10.00 1050
ob il Mz s2.10 24.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23002: 2-Nonen-1-ol, (E)-
57.0
5000
10.00 10.50
m/z 67.00 22.91%
] z2s0
O\\‘\\“\‘\“\“\"‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45400: trans-2-Undecen-1-0
57.0
- =
10.00 10.50
5000 m/z 81.10 22.14%
o

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #137625: trans-2-tert-Butylcyclohexanol, trifluoroacetate T
57.0 10.00 10.50
m/z 41.10 17.25%

5000

123.0

‘ 237.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.503 2.35 ng/ul 46632  Naphthalene-d8 11.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenylpropenal 132 CS9H80 004432-63-7 43
2 2,2-Dimethylpropionic acid, hexa... 326 C21H4202 032767-89-8 25
3 Nonyl 2-methylbutanoate 228 C14H2802 1000372-91-3 16
4 2,2-Dimethylpropionic acid, trid... 284 C18H3602 105859-93-6 16
5 Heptane, 2,2,3,3,5,6,6- heptamethyl 198 C14H30 007225-67-4 14
Abundance Scan 1211 (10.503 min): BG059308.D\data.ms (-1205) (- | m/z 57.10 100.00%
57.1
103.1
5000
132.2
T \
‘ ‘ 10.50
o‘H_m‘mJ‘U‘“‘M‘HmHUMMJMwHwwwww,w m/z 103.10  60.82%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16654: 2-Phenylpropenal
103.0
5000 TN ' 8 E R
51.0 132.0 10.50
m/z 104.00 39.76%
O%Zi\q\‘\\““\\‘l‘\““\HHH‘HH"\H‘H\‘\‘HH‘HH‘HH‘HH‘\H\‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #232256: 2,2-Dimethylpropionic acid, hexadecy! ester

57.0 A
AN
10.50
5000 103.0 m/z 43.05 38.62%
290
o h‘ 1 1530 196.0224.0  269.(
““““““,
miz--> 20 40 60 80 100120140160 180200220 240 260
Abundance #109295: Nonyl 2-methylbutanoate T ‘
57.0 103.0 10.50
m/z 132.20  37.21%
5000
29.0
ok AL (oToz00 TN
miz--> 20 40 60 80 100120140160 180200220 240 260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.944  9.49 ng/ul 188451 Naphthalene-ds 11.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 odecane 170 1226 000112-40-3 83

2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
3 Decane 142 C10H22 000124-18-5 72
4 Nonadecane 268 C19H40 000629-92-5 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1286 (10.943 min): BG059308.D\data.ms (-1281) (- | m/z 57.10 100.00%
57.1
- LAJb\M
ey
‘ 13.2 170.2 : 1100
o hd L322 170.2 2281 8347 ATS. wm/z 43.10  79.02%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45480: Dodecane
57.0
5000 1
11.00
m/z 71.10 32.34%
‘ ‘ 112.0 170.0
O\\\\"l\‘\‘\l‘\"\l\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
11.00
5000 ITI/Z 41.10 31.86%
| 141.0
o+t
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22068: Decane —
43.0 11.00
m/z 85.10 19.95%
5000
I
m/z--> 0 50 100 150 200 250 300 350 400 450 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 unknown-@3 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.701 3.37 ng/ul 66915 Naphthalene-d8 11.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecanol, 1-ethenyl- 210 C14H260 006244-49-1 38
2 Glycine, N-(3-methyl-1-oxo-2-but... 171 C8H13NO3 056009-34-8 35
3 2-Hydroxy-2-methyl-but-3-enyl 2-... 184 C10H1603 080758-67-4 35
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 27
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 27

Abundance Scan 1415 (11.701 min): BG059308.D\data.ms (-1411) (- | m/z 57.10 100.00%
7.1

5
83.2
5000

e s
109.1 137.2 166.1 244.( 11.50 12.00

- L LT 2 ss.1e 66.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87565: Cyclododecanol, 1-ethenyl-
55.0
83.0

5000 — e
290 11.50 12.00

m/z 41.00 61.30%

o

111.0
| H | | 1520 18302100
O‘H‘HH\‘\ “\”}“\“HH\M\M‘\“HH“HH‘H‘H‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46803: Glycine, N-(3-methyl-1-oxo-2-butenyl)-, methyl e
83.0
—— —
11.50 12.00
5000 55.0 m/z 83.15 52.59%
171.0
12.0
NI P O (R,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58433: 2-Hydroxy-2-methyl-but-3-enyl 2-methyl-2(Z)-bu T —
83.0 11.50 12.00
55.0 m/z 43.10 49.17%
5000
29-0‘ 114.0
O 13902660 s W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©2:00:48 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On 5 Oct 2023 22:53

Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.MA.M
: 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 6 Sulfurous acid, butyl dodec... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.884 2.15 ng/ul 42630 Naphthalene-d8 11.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, butyl dodecyl ester 306
2 Sulfurous acid, butyl heptadecyl... 376

C16H3403S
C21H4403S

1000309-17-9 64
1000309-18-4 64

3 Decane 142 C1OH22 000124-18-5 59
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 53
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 53
Abundance Scan 1446 (11.884 min): BG059308.D\data.ms (-1441) (- | m/z 43.10 100.00%
43.1
5000
85.2
e =
‘ H “ ‘1210 169.3 2172 290.6 11.50 12.00
. WAL WEEE 28 T T mjz 57.10 94.99%
miz--> 100 15 200 250 300
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
5000 e e
11.50 12.00
m/z 41.10 41.36%
99.0
Ot \ ‘ \”‘\‘ \““\ H \H\‘\ ' ‘1\6?(\)\ ‘2\2\1\0\ LA —
miz--> 100 150 200 250 300
Abundance #284588: Sulfurous acid, butyl heptadecy! ester
57.0
o e
11.50 12.00
5000 m/z 71.10 38.40%
o w\ ‘ ‘M - 1390 1830 2390 2010
Cor b ; R
miz-> 150 200 250 300
Abundance #22066: Decane
57.0 11.50 12.00
m/z 85.15 26.77%
5000
99.0 142.0
T
m/z--> 50 100 150 200 250 300 11.50 12.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©2:00:49 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.989 4.57 ng/ul 90678 Naphthalene-d8 11.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 59
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 59
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 59

Abundance Scan 1464 (11.989 min): BG059308.D\data.ms (-1458) (- | m/z 57.10 100.00%
57.1

.

5000
12.00
113.0 ‘ :
ob b A0S BT s 4310 64.11%
Mz 50 100 150 200 250 300 350 400 450 500
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000 =

12.00
m/z 71.10 47.09%

113.0
O \‘l\‘\“\‘\l\l\‘\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0
e ALl o
12.00
5000 ITI/Z 41.10 24 .86%
113.0
169.0
0 HMM‘MJNJL“_%‘“H‘“‘H““H““W““_““H‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester Fe
57.0 12.00
m/z 56.10 22.13%
5000
oJ\w‘ﬂ‘w‘Jlm‘”"_m""‘_me‘_m_m_” M LT
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©2:00:50 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.383 10.69 ng/ul 212322  Naphthalene-d8 11.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tridecane 184 C13H28 000629-50-5 68
3 Tridecane 184 C13H28 000629-50-5 68
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 59
Abundance Scan 1531 (12.383 min): BG059308.D\data.ms (-1526) (- | m/z 57.05 100.00%
57.0
1200 1250
112.1 . .
oH‘k‘m‘w,«”‘_1‘8‘4",3‘Hww_ku_wwsﬂ: m/z 43.10 80.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0
5000 = e
12.00 12.50
m/z 41.10 35.61%
O ‘l}JJW‘l‘&S.OJ-G\g.O’ZZG.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59025: Tridecane
57.0
— —
12.00 12.50
5000 m/z 71.10 33.79%
ol L1130 1080
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59029: Tridecane o i
57.0 12.00 12.50
m/z 85.15 21.33%
5000
\‘ ‘ | 1130 184.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©2:00:51 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.317 2.60 ng/ul 65868  Acenaphthene-di0 14.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 64
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 64
3 Tetratetracontane 619 C44H90 007098-22-8 59
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 59
Abundance Scan 1690 (13.317 min): BG059308.D\data.ms (-1686) (- | m/z 57.10 100.00%
57.1
5000
‘ 13.00 13.50
27.1 : :
bbb b i o0 4806 m/z 71.05  56.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287977: Heptacosane
57.0
5000 WL ‘
13.00 13.50
m/z 43.10 55.16%
o |[}127.0197.0267.0  380.0
HH‘\\H‘HH‘\H\’HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #345481: Dotriacontane, 1-iodo-
57.0
= I
13.00 13.50
5000 m/z 41.10 29.08%
7.0
ol ‘.ﬂlﬁu\l??:9267-0337.0 449.0
A A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane T T
57.0 13.00 13.50
m/z 85.10  22.80%
5000
27.0
o L 29702670 51042100010 etec il
e e e e e e R AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©2:00:52 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On 5 Oct 2023 22:53

Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.MA.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.611 9.60 ng/ul 243434  Acenaphthene-di10 14.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Dodecane 170 C12H26 000112-40-3 78
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 70
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 64

Abundance Scan 1740 (13.611 min): BG059308.D\data.ms (-1734) (- | m/z 57.05 100.00%
57.0
5000
85.1
- =
h ‘ 112.1 137.2 193.1 1350 14.00
Obrrrrrer b ol 122 1372 1682 1931 10 4310 80.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane
57.0
5000 e e
850 13.50 14.00
20.0 m/z 71.05 37.84%
113.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
et oy
13.50 14.00
5000 85.0 m/z 41.10 33.87%
29.0
‘ ‘ ‘ 1120 1410 1840
obrrr e bl e A0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane T —
57.0 13.50 14.00
m/z 85.10  26.05%
5000
85.0
29.0
| ‘ I 1130 499 1700
0 ‘H,““M““‘h““‘ﬁ“ﬂ‘wh““u““‘W“‘“H
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©2:00:53 2023

Page:

14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 11 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.693 2.70 ng/ul 68386  Acenaphthene-di0 14.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 72
2 Metacetamol 151 C8H9NO2 000621-42-1 52
3 Diacetamate 193 C10OH11NO3 002623-33-8 50
4 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 50
5 Metacetamol 151 C8HO9NO2 000621-42-1 50
Abundance Scan 1754 (13.693 min): BG059308.D\data.ms (-1750) (- | m/z 43.10 100.00%
43.1
109.1
5000
l i
69.2 ) 465. : :
0 ‘H‘WMLWM“NWMMM‘“%qﬂf‘u“‘H““H““w‘u‘ m/z 109.10 54.12%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 AR e
13.50 14.00
m/z 151.20 34.50%
L, 1%
0 \\“\\\‘f“‘\d\‘”\‘l\\U“‘hl\‘\H\ [‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28726: Metacetamol
109.0
13.50 14.00
5000 m/z 41.10 21.82%
43.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #67529: Diacetamate T —
109.0 13.50 14.00
m/z 57.10 19.87%
5000
43.0
I 193.0
O et prr e e —  —
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©2:00:54 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.674 7.24 ng/ul 183568  Acenaphthene-di10 14.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 83
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59
5 Pentacosane 352 C25H52 000629-99-2 59

Abundance Scan 1921 (14.674 min): BG059308.D\data.ms (-1915) (- m/z 57.10 100.00%

57.1
5000

H ‘ ‘14i50‘ 15.00
A

99.1 |
ol b 7, 1400 1932 884 .7 43.10  81.42%
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 T

TN
14.50 15.00
m/z 71.05 41.56%

o304 1 “‘9?'0‘ 1410 1830 226.0
LI T T ‘ T T T ‘ L ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
ais

TG
14.50 15.00

5000 m/z 41.10 38.97%
oL— ‘ “‘ \1 e H‘ — s A B
m/z--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 14.50 15.00

m/z 85.10  26.96%

5000
99.0 197.0 JL\
0 \‘ il I ‘ [ | :‘LS"C-)O | \« /\m/\ M

m/z--> 50 100 150 200 250 300 14.50 15.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©2:00:55 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.626 3.69 ng/ul 93598  Acenaphthene-d1e 14.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 78
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 64
Abundance Scan 2083 (15.626 min): BG059308.D\data.ms (-2078) (- | m/z 57.10 100.00%
57.1
- Mb
’ 1550 16,00
170.2 . . :
obbbdbdris B e m/z 43.10  75.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 s ot
15.50 16.00
m/z 71.10 45.22%
o ‘ J JPf7;9;97.0267.0337.0 463.0 561.0
\\H‘H\\‘\\H‘H\\‘W\\\‘HW\‘\\\1‘\\WF‘1TH1H\T‘\WH}I\\W‘\T\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59103: Decane, 6-ethyl-2-methyl-
WV/\JW% Poieodkpedl Ly
15.50 16.00
5000 m/z 41.10 34.52%
|‘ 141.0
O b e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #193302: Dodecane, 1-iodo- — —
57.0 15.50 16.00
m/z 55.10 28.02%
- MW
Obibbil 2920 2es0 A -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©2:00:57 2023 Page: 17



Data Path :

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

5

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
BGO59308.D

Oct 2023 22:53

: MA/JU
. 04527-01

021

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.4%  2.14 ng/ul 68289 Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 Coota2 000112-95-8 72

2 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

3 Octadecane 254 C18H38 000593-45-3 72
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 72
Abundance Scan 2230 (16.490 min): BG059308.D\data.ms (-2226) (- | m/z 57.10 100.00%
57.1
- mw
T
1131 1681 2230 3033 3983 1650
ol A 2005 2230 SRS RS m/z 43.10 67.84%
miz--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane
57.0
5000 T
16.50
m/z 71.10 41.14%
O T \L\ ‘ “\“U‘ \‘“‘\“‘%“‘3\.? { ‘1‘\6‘\9\‘0\ “2\2\5\9‘ \2\8\‘2\0‘\ L ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #228590: Tetradecane, 1-iodo-
57.0
16.50
5000 m/z 85.20 32.33%
]] 155.0
00.
m/z--> 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0 16.50
m/z 41.10 30.64%
- Wwww
1] \ 169.0  254.0
oH‘w_M‘wuuhuwH_WWH_MWHW —
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.435 3.23 ng/ul 103122  Phenanthrene-di10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
5 Nonanoic acid 158 C9H1802 000112-05-0 59
Abundance Scan 2561 (18.435 min): BG059308.D\data.ms (-2557) (- | m/z 43.10 100.00%
43.1
. JLM\J\WVM
129.0
213.2 —r
“ 5 - a3 18.50
ol “H”‘nn' il SO0 4288 833 6h 65 o0.92%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T i
129.0 18.50
m/z 73.10 89.62%
O\\“\l ‘ J M\‘hl“ull’\ll!\\”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143507: n-Hexadecanoic acid
43.0
18.50
5000 m/z 41.10 59.96%
129.0 256.0
m/z--> 50 lOO 150 200 250 300 350 400 450 500
Abundance #75713: Dodecanoic acid —
73.0 18.50
m/z 55.10 57.33%
5000
200 0
OIHJ\MlM\,, —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59308.D

Acqg On : 5 0ct 2023 22:53
Operator : MA/JU

Sample : 04527-01

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92723.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|
Carbonic acid, ... 8.740 2.1 ng/ul 27289 1  8.241 254924 20.0
unknown-01 10.209 2.6 ng/ul 51899 2 11.079 397132 20.0
unknown-02 10.503 2.4 ng/ul 46632 2 11.079 397132 20.0
(DEL) Alkane: S... 10.944 9.5 ng/ul 188451 2 11.079 397132 20.0
unknown-03 11.7e1 3.4 ng/ul 66915 2 11.079 397132 20.0
Sulfurous acid,... 11.884 2.1 ng/ul 42630 2 11.079 397132 20.0
(DEL) Alkane: S... 11.989 4.6 ng/ul 90678 2 11.079 397132 20.0
(DEL) Alkane: S... 12.383 10.7 ng/ul 212322 2 11.079 397132 20.0
(DEL) Alkane: S... 13.317 2.6 ng/ul 65868 3 14.868 507329 20.0
(DEL) Alkane: S... 13.611 9.6 ng/ul 243434 3 14.868 507329 20.0
2,4,7,9-Tetrame... 13.693 2.7 ng/ul 68386 3 14.868 507329 20.0
(DEL) Alkane: S... 14.674 7.2 ng/ul 183568 3 14.868 507329 20.0
(DEL) Alkane: S... 15.626 3.7 ng/ul 93598 3 14.868 507329 20.0
(DEL) Alkane: S... 16.490 2.1 ng/ul 68289 4 17.618 639029 20.0
n-Hexadecanoic ... 18.435 3.2 ng/ul 103122 4 17.618 639029 20.0
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