LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51715.D

Acqg On : 21 Dec 2021 14:12
Operator : CG/JU

Sample : M5153-09DL 2X

Misc :

ALS Vvial : 42 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51715.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.600 13 19 25 rBV4 4507 10470 0.73% 0.095%
2 4.029 88 92 101 rBV 24487 43930 3.05% 0.398%
3 7.407 660 667 678 rVB 85881 158614 11.02% 1.437%
4 7.577 687 696 703 rBV 55540 97913 6.81% ©0.887%
5 7.800 727 734 744 rVB 79071 142956 9.94% 1.295%
6 8.270 804 814 821 rW 153377 279222 19.41% 2.530%
7 8.470 842 848 851 rBvV4 6454 11464 0.80% 0.104%
8 8.523 852 857 863 rVW4 4554 11763 0.82% 0.107%
9 8.964 926 932 940 rBV 107929 193165 13.43% 1.750%
10 9.439 1007 1013 1019 rwVv 78101 143569 9.98% 1.301%
11 9.757 1061 1067 1076 rVB5 3624 9389 0.65% 0.085%
12 9.862 1079 1085 1090 rBV7 4728 8700 0.60% 0.079%
13 9.939 1093 1098 1102 rBV5 5312 9099 0.63% 0.082%
14 10.174 1131 1138 1144 rBV2 69925 125317 8.71% 1.136%
15 10.720 1221 1231 1240 rBV 106943 196694 13.67% 1.782%
16 11.108 1289 1297 1304 rBV 214373 401736 27.92% 3.640%
17 11.161 1304 1306 1311 rVV2 10127 15150 1.05% 0.137%
18 11.231 1311 1318 1331 rVB2 83096 182801 12.71% 1.657%
19 11.930 1433 1437 1444 rVBS5S 5796 9344 0.65% 0.085%
20 12.118 1463 1469 1473 rBV2 23773 37793 2.63% 0.342%
21 12.723 1569 1572 1575 rBV5S 7314 9228 0.64% 0.084%
22 12.970 1606 1614 1622 rVV2 22137 44028 3.06% 0.399%
23 13.129 1636 1641 1644 rBV4 9483 14275 0.99% 0.129%
24 13.199 1649 1653 1655 rV4 5252 7614 0.53% 0.069%
25 13.299 1667 1670 1675 rVB6 7479 11147 0.77% 0.101%
26 13.381 1680 1684 1689 rVVe6 7590 12602 0.88% 0.114%
27 13.446 1690 1695 1700 rVB 28460 43451 3.02% ©0.394%
28 13.722 1736 1742 1752 rBV9 18804 54011 3.75% ©.489%
29 13.816 1754 1758 1760 rBV5 5480 7917 0.55% 0.072%
30 13.963 1780 1783 1789 rVB7 6132 10230 0.71% 0.093%
31 14.233 1824 1829 1834 rVvV5 18935 32649 2.27%  0.296%
32 14.292 1834 1839 1844 rVvV 185130 276715 19.23% 2.508%
33 14.345 1844 1848 1850 rVW4 15586 23956 1.67% 0.217%
34 14.380 1850 1854 1858 rvVv 34877 48808 3.39% 0.442%
35 14.421 1858 1861 1865 rVB5 8518 10954 0.76% 0.099%
36 14.491 1870 1873 1877 rVB5 12348 16729 1.16% 0.152%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51715.D

Acqg On : 21 Dec 2021 14:12
Operator : CG/JU

Sample : M5153-09DL 2X

Misc :

ALS Vvial : 42 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-BG121421.M
Title : SVOA CALIBRATION
37 14.603 1886 1892 1898 rBV 209815 337723 23.47%  3.060%
38 14.750 1912 1917 1920 rVV7 16399 25139 1.75% 0.228%
39 14.791 1920 1924 1929 rVWV3 21687 30800 2.14% 0.279%
40 14.909 1932 1944 1951 rBV 361240 609359 42.35% 5.522%
41 15.067 1966 1971 1978 rBV 64508 106759 7.42% 0.967%
42 15.132 1978 1982 1986 rVBS8 9414 15729 1.09% 0.143%
43 15.190 1988 1992 1995 rBV6 7266 9863 0.69% 0.089%
44 15.220 1995 1997 2005 rBvV8 7225 17382 1.21% 0.158%
45 15.290 2005 2009 2014 rVB6 20435 34101 2.37% 0.309%
46 15.414 2025 2030 2035 rVB8 13025 25655 1.78% 0.232%
47 15.478 2036 2041 2043 rBV6 7446 11454 0.80% 0.104%
48 15.519 2045 2048 2054 rVB5 19320 29932 2.08% 0.271%
49 15.566 2054 2056 2061 rVB5 8479 11488 0.80% 0.104%
50 15.625 2063 2066 2070 rVB5 9283 12328 0.86% 0.112%
51 15.707 2073 2080 2081 rVV7 14144 28979 2.01% 0.263%
52 15.731 2081 2084 2089 rVB4 31160 42599 2.96% 0.386%
53 15.790 2091 2094 2098 rBV6 6940 10421 0.72% 0.094%
54 15.837 2098 2102 2103 rBV4 11745 13889 0.97% 0.126%
55 15.895 2107 2112 2118 rVV 271541 410449 28.53% 3.719%
56 15.995 2125 2129 2135 rVB3 41794 64534 4.49% 0.585%
57 16.083 2141 2144 2147 rVB3 13231 14047 0.98% 0.127%
58 16.142 2147 2154 2159 rBV2 32455 63812 4.44% 0.578%
59 16.230 2166 2169 2170 rBvV3 9350 10225 0.71% 0.093%
60 16.354 2187 2190 2194 rBV4 16196 23475 1.63% 0.213%
61 16.395 2194 2197 2201 rVB2 17459 22099 1.54% 0.200%
62 16.594 2228 2231 2233 rBV4 31454 43558 3.03% 0.395%
63 16.624 2233 2236 2241 rVB2 78613 102607 7.13% 0.930%
64 16.718 2247 2252 2256 rBV2 52388 75669 5.26% 0.686%
65 16.771 2257 2261 2268 rVV5 41534 85959 5.97% 0.779%
66 16.835 2269 2272 2276 rVV2 32032 44428 3.09% 0.403%
67 16.876 2276 2279 2283 rVV4 28430 39655 2.76% ©.359%
68 17.106 2314 2318 2322 rBV 38794 54791 3.81% 0.497%
69 17.182 2329 2331 2335 rVB3 16770 13411 0.93% 0.122%
70 17.387 2363 2366 2369 rBV 25895 31363 2.18% 0.284%
71 17.446 2371 2376 2384 rVV5 33453 58100 4.04% 0.526%
72 17.540 2390 2392 2398 rVB2 28823 32590 2.27% 0.295%
73 17.652 2405 2411 2417 rBV 408302 669975 46.57% 6.071%
74 17.752 2423 2428 2436 rVB 273824 418473 29.09%  3.792%
75 18.051 2477 2479 2484 rVB5 13471 17708 1.23% 0.160%
76 18.134 2489 2493 2498 rVB3 31579 45744 3.18% 0.415%

SFAM-EPA-BG121421.M Fri Dec 31 03:37:44 2021 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51715.D

Acqg On : 21 Dec 2021 14:12
Operator : CG/JU

Sample : M5153-09DL 2X

Misc :

ALS Vvial : 42 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-BG121421.M

Title : SVOA CALIBRATION

77 18.298 2519 2521 2528 rVB7 23686 33291  2.31% ©0.302%
78 18.574 2565 2568 2573 rVB6 23735 35315 2.45% 0.320%
79 18.815 2606 2609 2613 rBvV2 18970 21957 1.53% 0.199%
80 19.085 2651 2655 2661 rVB8 29457 47091 3.27% 0.427%
81 19.203 2673 2675 2681 rVB7 9235 9393 0.65% ©.085%
82 19.438 2709 2715 2719 rBV7 24949 47569 3.31% 0.431%
83 19.626 2743 2747 2751 rVB3 41150 53746 3.74% 0.487%
84 19.902 2791 2794 2797 rBvV4 23210 28279 1.97% 0.256%
85 20.025 2809 2815 2821 rBV 303013 486334 33.80% 4.407%
86 20.536 2900 2902 2906 rVB 22643 26585 1.85% 0.241%
87 20.930 2965 2969 2973 rVB4 31753 45024  3.13% 0.408%
88 21.047 2986 2989 2992 rVB3 23228 25274 1.76% ©.229%
89 21.294 3028 3031 3040 rVB6 27401 43994 3.06% 0.399%
90 21.582 3075 3080 3087 rVB2 48279 80175 5.57% 0.727%
91 21.840 3118 3124 3133 rVB 954113 1438714 100.00% 13.037%
92 21.975 3139 3147 3155 rVB 366083 655869 45.59% 5.943%
93 22.827 3287 3292 3301 rBV5 24601 52379 3.64% 0.475%
94 23.162 3343 3349 3357 rVB 36127 79308 5.51% ©.719%
95 23.591 3417 3422 3428 rVB6 23327 43600 3.03% ©0.395%
96 24.096 3501 3508 3514 rBV3 17375 47840 3.33% 0.434%
97 24.484 3570 3574 3580 rVB6 23412 40840 2.84% 0.370%
98 25.230 3692 3701 3710 rVB3 151324 451351 31.37% 4.090%
99 25.471 3732 3742 3761 rVB2 217994 747434 51.95% 6.773%
100 26.798 3959 3968 3973 rBV9 19853 64326 4.47% ©.583%

Sum of corrected areas: 11035363
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51715.D

Acqg On : 21 Dec 2021 14:12
Operator : CG/JU

Sample : M5153-09DL 2X

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051715.D\data.ms
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Abulndance TIC: BG051715.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51715.D

Acqg On : 21 Dec 2021 14:12
Operator : CG/JU

Sample : M5153-09DL 2X

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.142 2.09 ng/ul 63812  Acenaphthene-die 14.909
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 86
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 72
5 Tridecane 184 C13H28 000629-50-5 68

Abundance Scan 2154 (16.142 min): BG051715.D\data.ms (-2147) (- m/z 57.15 100.00%
57.1

20 MWW/\
1600 1650
184.2 . .
ok u“ m‘u b, ‘” L33 [ 229 m/z 71.25 57.47%
miz--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
5000 s iy
16.00 16.50
270 m/z 43.20  45.33%
[ 99.0
0 \“r ‘\‘ ‘”H‘\ ‘!‘ \“‘\ “‘ e ]\-4\1‘0\ \18\‘4\0‘ LB s B B e
miz--> 50 100 150 200 250
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
R e
16.00 16.50
5000 ITI/Z 85.15 29.68%
27.0 ‘99.0
oL (17, 1410 1830 zs0
miz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride e —
57.0 16.00 16.50
m/z 41.15 22.42%
5000
1.0
oLl e e TR
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51715.D

Acqg On : 21 Dec 2021 14:12
Operator : CG/JU

Sample : M5153-09DL 2X

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.624 3.06 ng/ul 102607  Phenanthrene-die 17.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 47
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 43
3 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 38
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 38
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 38

Abundance Scan 2236 (16.624 min): BG051715.D\data.ms (-2233) (-~ m/z 57.15 100.00%
57.1

121.1
5000
Jﬁ 184.1 —— —
16.50 17.00
0?153#2152272f m/z 71.15  92.13%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 thait S
16.50 17.00
113.0 ITI/Z 43.15 60.29%
.0
0 27‘\-0“‘ L ‘ L 158070 290,02580
H\‘\\\\‘\\\\‘\\\\‘H\f[\\\\‘\\\\‘\\\\‘\\\\’\\H‘\H\‘\H\‘\\H‘\\H’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
— —
16.50 17.00
5000 ITI/Z 121.10 54.42%
113.0 169.0
S D T T T X
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #206619: Sulfurous acid, di(2-ethylhexyl) ester WWWVWWA P
57.0 16. 50 17.00
m/z 41.15 36.93%
5000
113.0
270 | \
N — —
m/z--> 20 40 60 80 100120140160180200220240260 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51715.D

Acqg On : 21 Dec 2021 14:12
Operator : CG/JU

Sample : M5153-09DL 2X

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 3-(Adamantan-1-yl)propanoic... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.718 2.26 ng/ul 75669  Phenanthrene-d1e 17.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(Adamantan-1-yl)propanoic acid 208 C13H2002 016269-16-2 58
2 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 53
3 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 53
4 Tricyclo[3.3.1.1(3,7)]decane, 2-. 214 C1OH15Br 007314-85-4 50
5 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 50

Abundance Scan 2252 (16.718 min): BG051715.D\data.ms (-2247) (- m/z 135.10 100.00%

135.1
105.2
5000
411 A P
77.1 232.3 16.50 17.00
191.1
0 iyl 2OL3 L L m/z 105.15  77.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85054: 3-(Adamantan-1- yl)propan0|c acid
135.
5000 A el
16.50 17.00
45.0 93.0 m/z 107.05 17.63%
O ]\-\5\‘()\‘”\\“‘\‘\\”\‘\\\\“\\‘\‘\‘\“\\\‘\\\!‘\\\]-\6‘\3\.\0\‘\\\\2‘0\\8\.(\)‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66596: 4-tert-Butylphenyl acetate
135.0
oy —
16.50 17.00
5000 ITI/Z 41.15 16.38%
107.0
ols0 10 TO 1 L L 1% vam\w
LA o o R m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66601: 4-tert-Butylphenyl acetate T —
135.0 16.50 17.00
m/z 106.10 14.64%
5000
43.0 107.0
o8O0 b e ke RO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51715.D

Acqg On : 21 Dec 2021 14:12
Operator : CG/JU

Sample : M5153-09DL 2X

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 5H-Pyrrolo(3,2-d)pyrimidine... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.771 2.57 ng/ul 85959  Phenanthrene-d1e 17.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 58
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 58
3 Acetamide, N-(2-methylphenyl)- 149 CO9H11NO 000120-66-1 53
4 Benzene, l-ethoxy-4-ethyl- 150 C10H140 001585-06-4 38
5 Butanamide, N-(4-methylphenyl)-3... 191 C11H13NO2 002415-85-2 35
Abundance Scan 2261 (16.771 min): BG051715.D\data.ms (-2257) (- m/z 107.15 100.00%
107.2 149.1
5000 191.2
a1 Haeta, —
m Lt ” 220.2 16.50 17.00
Ol bl MLy "M‘“‘MM“NN M M‘m bbb m/z 149.10 99.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27174: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0
5000
107.0 16.50 17.00
m/z 121.15 66.81%
53.0 80.0
O \\\’2\8\.\0\“\\”‘\‘\\\‘\w‘\\\l‘\“!\\“\\!‘\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27371: Acetamide, N-(3-methylphenyl)-
107.0
WA A ——
16.50 17.00
5000 m/z 191.15 37.99%
149.0
43.0
77.0
) SNBSS EPRSSANS VAN SIS S —————
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27374: Acetamide, N-(2-methylphenyl)-
107.0 16.50 17.00
m/z 135.10 21.20%
5000
149.0
43.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00

SFAM-EPA-BG121421.M Fri Dec 31 ©3:37:49 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51715.D

Acqg On : 21 Dec 2021 14:12
Operator : CG/JU

Sample : M5153-09DL 2X

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Sulfurous acid, octadecyl 2... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.582 2.44 ng/ul 80175  Chrysene-d12 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 64
2 Cyclohexane, 1,2,3,4,5,6-hexaethyl- 252 C18H36 001795-14-8 46
3 Heptyl octacosyl ether 509 C35H720 1000406-40-0 46
4 17-Pentatriacontene 491 C35H70 006971-40-0 43
5 Nonadecane 268 C19H40 000629-92-5 42
Abundance Scan 3080 (21.582 min): BG051715.D\data.ms (-3075) (- m/z 57.15 100.00%
57.1
5000
T [
| M | ‘ i 168.2 217.2 265.1 21.50
oL | \ H\ g | T B m/z 43.15 81.12%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #284590: Sulfurous acid, octadecyl 2-propyl ester
43.0
5000 —— :
7.0 21.50
m/z 55.15 52.73%
O \“\ | ‘ \‘“T‘ \‘h\‘”“ \“‘ \1-‘\4.\‘1-‘-0\ \]\_9\7‘.\()\ \2\5‘“3\.?\ T ‘ T T ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #138538: Cyclohexane, 1,2,3,4,5,6-hexaethyl-
55.0
L \
21.50
5000 m/z 83.15 52.06%
125.0
L s 222
AR EUET L
m/z--> 50 100 150 200 250 300 350 400
Abundance #339315: Heptyl octacosyl ether T ‘
57.0 21.50
m/z 71.15 52.00%
5000
11.0
ol L 4‘ 111850 211.0 281.0 393.0
e e e =
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\BG122021\
Data File : BG@51715.D

Acqg On : 21 Dec 2021 14:12
Operator : CG/JU

Sample : M5153-09DL 2X

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
(DEL) Alkane: S... 16.142 2.1 ng/ul 63812 3 14.909 609359 20.0
(DEL) Alkane: S... 16.624 3.1 ng/ul 102607 4 17.658 669975 20.0
3-(Adamantan-1-... 16.718 2.3 ng/ul 75669 4 17.658 669975 20.0
5H-Pyrrolo(3,2-... 16.771 2.6 ng/ul 85959 4 17.658 669975 20.0
Sulfurous acid,... 21.582 2.4 ng/ul 80175 5 21.975 655869 20.0
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