LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acqg On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 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-BG0O72421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49559.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.085 3 8 16 rBv2 88193 186903 45.86% 3.644%
2 3.156 16 20 35 rVB2 128264 222609 54.62% 4.340%
3 3.878 140 143 151 rVB4 5479 9479 2.33% 0.185%
4 4.889 313 315 318 rBV3 1210 1391 0.34% 0.027%
5 4.936 322 323 326 rBV 1751 1546 ©.38% 0.030%
6 5.047 339 342 344 rBV2 1890 2051 0.50% 0.040%
7 5.212 368 370 376 rVB4 2418 3940 0.97% 0.977%
8 5.259 376 378 381 rBV2 1321 1790 0.44% 0.035%
9 5.594 432 435 436 rBV2 1325 1411 0.35% 0.028%
10 5.670 443 448 454 rVB4 2725 7304 1.79% 0.142%
11 6.040 507 511 515 rBV 5548 9322 2.29% ©0.182%
12 6.234 540 544 545 rBV 1486 1416 0.35% 0.028%
13 6.669 616 618 621 rBv4 1478 1809 0.44% 0.035%
14 6.892 653 656 658 rBV 1673 1480 0.36% 0.029%
15 7.027 677 679 681 rBv2 2114 1630 0.40% 0.032%
16 7.068 685 686 689 rBv2 1596 1649 0.40% 0.032%
17 7.127 695 696 699 rVB2 3040 1630 0.40% 0.032%
18 7.203 702 709 716 rBV2 48772 95064 23.33% 1.853%
19 7.368 731 737 744 rBV2 28252 49851 12.23% 0.972%
20 7.579 766 773 779 rBvV2 47662 83926 20.59% 1.636%
21 7.667 783 788 790 rBV3 4826 6447 1.58% 0.126%
22 8.049 844 853 863 rBV 86999 151467 37.17% 2.953%
23  8.689 959 962 965 rBV3 2120 2925 0.72% 0.057%
24 8.754 967 973 982 rBV 57757 99864 24.50% 1.947%
25 8.883 991 995 998 rBV5S 3189 4284 1.05% 0.084%
26 9.012 1013 1017 1022 rBV 1086 2400 0.59% 0.047%
27 9.218 1044 1052 1058 rBV 49415 89118 21.87% 1.738%
28 9.271 1058 1061 1068 rVB4 8038 14569 3.57% 0.284%
29 9.365 1075 1077 1078 rBv4 1641 1574 0.39% 0.031%
30 9.618 1117 1120 1122 rBVv4 1211 1703 0.42% 0.033%
31 9.694 1130 1133 1134 rBV3 1502 1653 0.41% 0.032%
32 9.782 1146 1148 1151 rVB2 1499 1503 0.37% 0.029%
33 9.829 1154 1156 1161 rVB 1440 1421 0.35% 0.028%
34 9.946 1169 1176 1186 rBV 46197 83314 20.44% 1.624%
35 10.187 1214 1217 1219 rBV 1216 1417 ©.35% 0.028%
36 10.281 1231 1233 1238 rVB2 2094 2368 0.58% 0.046%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acqg On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 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-BG072421.M
Title : SVOA CALIBRATION
37 10.387 1243 1251 1254 rBV 2191 3562 0.87% 0.069%
38 10.487 1262 1268 1276 rVB 60447 110887 27.21% 2.162%
39 10.628 1286 1292 1303 rBV3 41062 83646 20.53% 1.631%
40 10.869 1322 1333 1346 rVB3 118774 294528 72.27% 5.743%
41 11.010 1350 1357 1365 rVV3 19391 38261 9.39% 0.746%
42 11.086 1369 1370 1373 rBV2 1914 1727 0.42% 0.034%
43 11.574 1449 1453 1456 rwv2 2163 3043 0.75% ©.059%
44 11.674 1467 1470 1472 rBV 1620 1970 0.48% 0.038%
45 11.773 1484 1487 1493 rVB3 2815 3792 0.93% 0.074%
46 11.885 1500 1506 1510 rBV3 7602 12254 3.01% 0.239%
47 12.191 1553 1558 1560 rBV2 1823 2810 0.69% 0.055%
48 12.279 1566 1573 1578 rBV3 15912 21958 5.39% ©0.428%
49 12.408 1593 1595 1599 rBV 1250 1683 0.41% 0.033%
50 12.525 1611 1615 1621 rVB2 10701 16277 3.99% 0.317%
51 12.749 1646 1653 1657 rBvV2 6871 11092 2.72% ©.216%
52 12.819 1660 1665 1667 rVB3 2062 2358 0.58% 0.046%
53 13.083 1705 1710 1714 rVwv4 3131 4901 1.20% 0.096%
54 13.172 1723 1725 1728 rBV2 1301 1588 ©0.39% 0.031%
55 13.289 1742 1745 1746 rBV2 1941 1538 0.38% 0.030%
56 13.365 1756 1758 1761 rBV2 1347 1724 0.42% 0.034%
57 13.512 1778 1783 1790 rBv4 19247 30935 7.59% 0.603%
58 13.583 1790 1795 1802 rVV3 24186 42731 10.49% 0.833%
59 13.853 1838 1841 1843 rBV2 5605 6837 1.68% 0.133%
60 14.017 1865 1869 1875 rVV3 10645 18742 4.60% 0.365%
61 14.094 1875 1882 1890 rVB 120986 195654 48.01%  3.815%
62 14.170 1890 1895 1899 rBV3 5987 9373 2.30% 0.183%
63 14.205 1899 1901 1904 rBV3 2322 2913 0.71% 0.057%
64 14.252 1906 1909 1913 rBV3 6467 7551 1.85% ©.147%
65 14.393 1927 1933 1941 rVB 132862 208795 51.23% 4.071%
66 14.529 1952 1956 1959 rBV2 2753 3359 ©.82% 0.065%
67 14.581 1961 1965 1970 rVB2 19013 25925 6.36% ©.505%
68 14.699 1973 1985 1991 rBV 207852 336575 82.59% 6.562%
69 14.775 1995 1998 2000 rBV3 2660 3114 0.76% 0.061%
70 14.852 2007 2011 2012 rBV3 3589 3376 ©.83% 0.066%
71 14.893 2013 2018 2029 rVV2 52068 98773 24.24%  1.926%
72 15.040 2040 2043 2047 rVB5 4344 5918 1.45% 0.115%
73 15.098 2047 2053 2059 rBVS5 12631 24125 5.92% 0.470%
74 15.316 2086 2090 2093 rBV3 5787 8413 2.06% 0.164%
75 15.363 2094 2098 2104 rVB3 8857 12795 3.14%  ©.249%
76 15.480 2114 2118 2122 rBV6 7224 11693 2.87% 0.228%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acqg On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 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-BG072421.M

Title : SVOA CALIBRATION

77 15.533 2123 2127 2134 rVB2 25019 32683 8.02% 0.637%
78 15.586 2134 2136 2137 rBV2 1928 1799 0.44% 0.035%
79 15.692 2149 2154 2160 rVB2 174269 268867 65.97% 5.242%
80 15.809 2169 2174 2181 rVB3 51388 79080 19.40%  1.542%
81 16.021 2207 2210 2211 rBV 3186 3234 0.79% 0.063%
82 16.132 2226 2229 2230 rBV2 6586 6778 1.66% 0.132%
83 16.397 2270 2274 2283 rBV2 26267 44654 10.96% 0.871%
84 16.667 2318 2320 2322 rBV 1772 1909 0.47% 0.037%
85 16.720 2327 2329 2330 rBV 2470 1509 0.37% 0.029%
86 16.955 2364 2369 2370 rBV2 2902 3813 0.94% 0.074%
87 16.978 2370 2373 2376 rBV4 6489 8480 2.08% 0.165%
88 17.102 2391 2394 2399 rBV5 9308 15492 3.80% ©.302%
89 17.190 2405 2409 2413 rVB4 29053 42333 10.39% 0.825%
90 17.448 2447 2453 2458 rBV 266681 404297 99.21% 7.883%
91 17.548 2465 2470 2477 rVB2 193895 287938 70.65% 5.614%
92 17.930 2532 2535 2541 rVB2 28930 37301 9.15% 0.727%
93 18.106 2562 2565 2568 rBV3 14158 15452 3.79% 0.301%
94 18.329 2599 2603 2607 rBV2 71676 100605 24.69% 1.962%
95 18.511 2631 2634 2638 rVB3 19961 24638 6.05% ©0.480%
96 18.623 2649 2653 2658 rBV2 31406 43446 10.66% ©0.847%
97 18.823 2684 2687 2692 rVB5 20935 26487 6.50% 0.516%
98 19.246 2755 2759 2762 rBv4 32825 59285 14.55% 1.156%
99 19.833 2854 2859 2870 rVB 227455 381872 93.70%  7.445%
100 21.731 3177 3182 3188 rVB 241638 407532 100.00%  7.946%

Sum of corrected areas: 5128908
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acq On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG049559.D\data.ms
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50000

= O

250000

200000

150000

100000

50000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 32.50

SFAM-EPA-BGO72421.M Fri Jul 30 14:45:28 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\

Data File : BG@49559.D

Acq On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 Sample Multi

Quant Method
Quant Title

TIC Library : C:\DATABASE\
TIC Integration Parameters:

plier: 1

NIST20.L
LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
: SVOA CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane:

Cyclic3.085

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.085 24.68 ng/ul 186903 1,4-Dichlorobenzene-d4 8.049
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 94
2 Cyclohexane 84 C6H12 000110-82-7 81
3 Cyclohexane 84 C6H12 000110-82-7 81
4 2-Amino-oxazole 84 C3H4N20 004570-45-0 72
5 Cyclohexane 84 C6H12 000110-82-7 68
Abundance Scan 8 (3.085 min): BG049559.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1
84.2
5000
RRRaE R A RaEE R
3.103.203.303.403.50
bl b TS sz 84015 76.93%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #1643: Cyclohexane
560 84.0
5000 L L AL L R
3.103.203.303.403.50
m/z 41.15 57.07%
27.0
O\‘\\\\‘\‘”\\ ‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #1644 Cyclohexane
56.0
840 [T T T e T T
3.103.203.303.403.50
5000 m/z 39.15 40.78%
27.0
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #1645: Cyclohexane A
56.0 3.103.203.303.403.50
84.0 m/z 55.15  34.54%
5000
27.0 /\\/\\
0‘2‘9“\‘_‘\\”
m/z--> 20 40 60 80 100 120 140 160 180 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acq On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.156  29.39 ng/ul 222609 1,4-Dichlorobenzene-d4 8.049

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 33
Abundance  Scan 20 (3.156 min): BG049559.D\data.ms (-16) (-) m/z 73.15 100.00%

73.2
5000

320 3.40 360

Ol bl 2220 3373 483, ., 4315  37.53%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T ‘ T T T T ‘ T

320 340 3.60
m/z 55.15 25.25%

L]
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

3. 20 340 3.60

o

5000 m/z 87.10 23.00%
S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #15768: 2,2,4-Trimethyl-3-pentanol e
73.0 3.20 3.40 3.60

m/z 41.15 11.81%

5000
159]
ol i

m/z--> 0 50 100 150 200 250 300 350 400 450 320 3.40 360
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Data Path : Z:
BGO49559.D
29 Jul 2021 14:32

Data File :
Acqg On

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG072921\

Operator : CG/JU

Sample
Misc :
ALS vial : 9

Quant Method
Quant Title

TIC Library

: M3123-05

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.628 5.68 ng/ul 83646  Naphthalene-d8 10.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 64

Abundance Scan 1292 (10.628 min): BG049559.D\data.ms (-1286) (-  m/z 45.15 100.00%

45.1
5000
o ——
‘1‘00 3 J56 10.50 11.00
|
obr bbbl 5z 57.15 88.55%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 o J\
10.50 11.00
m/z 41.15 50.56%
O ‘M‘M\‘“H“i“lu}\‘].‘:3‘2“0““““““““““““““““
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
10.50 11. 00
o 009 1630
miz--> 0 50 100 150 200 250 300 350 400 450 m
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)- T M L
57.0 10.50 11.00
m/z 43.25 23.09%
5000
SRV T L ubudpa [
miz--> 0 50 100 150 200 250 300 350 400 450 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acq On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.583 2.54 ng/ul 42731  Acenaphthene-d10 14.699
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 (+)-Camphor-10-sulfonyl chloride 250 C10H15C103S 021286-54-4 59
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 50
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 47
5 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 45
Abundance Scan 1795 (13.583 min): BG049559.D\data.ms (-1790) (-  m/z 43.15 100.00%
43.1
109.2
69.0
] 219.9 13.50
0! e S SESSSmN M m/z 109.15  76.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
A ah VY 1
5000 e Y
13.50
69.0 m/z 151.25 40.42%
0 :\L\S\.‘O\‘\‘\ \““V\‘\“\‘H‘ \“‘\“\ \H’“\‘\‘\H\ | \‘Mp\ “\ i 1" TT 1 T \‘\ T ‘1\9\2\.9\ RRERERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #134873: (+)-Camphor-10-sulfonyl chloride
109.0 !\
1510 ‘ ‘nﬁ A1
13.50
5000 81.0 m/z 41.15  35.21%
41.0
0 15.0 ool 189.0 232'0
- \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester)
109.0
43.0 13.50
m/z 69.00 20.72%
5000
80.0
‘ 151.0 (I\
SIS O U NN SOOI B THA AT OUNY |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acq On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Concentration Rank 7

Peak Number 5 1-Iodo-2-methylundecane

R.T. EstConc Area Relative to ISTD R.T.
16.397 2.21 ng/ul 44654  Phenanthrene-d10 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 80
2 Nonadecane 268 C19H40 000629-92-5 74
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2274 (16.397 min): BG049559.D\data.ms (-2270) (- m/z 57.15 100.00%

57.1
5000
M h % 53.1 387. 16.00 16.50
ol ‘M J Hm‘um_m,‘m_m_”u m/z 43.20 86.93%
mlz--> 50 100 150 200 250 300 350
Abundance #193304: 1-lodo-2-methylundecane
57.0
16.00 16.50
F m/z 71.25 70.76%
O\“\\‘ !\h\“’\‘\“\\“\6‘\9\0\2‘1\].\0\\’\\\29\6‘\0\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
1600 16.50
9.0
0 [ ‘“\ ] H‘ I ]\'4;0 183.0 268.0
N e e AR e
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0 16 00 16 50
m/z 85.25 34.49%
5000
oL \ ‘uw ‘1““1‘0‘1‘8‘3‘9 290 2060 1Ayt ilfu
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acq On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.190 2.09 ng/ul 42333  Phenanthrene-d10 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 64
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 64
3 Tridecane 184 C13H28 000629-50-5 59
4 Tetratetracontane 619 C44H90 007098-22-8 59
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 59

Abundance Scan 2409 (17.190 min): BG049559.D\data.ms (-2405) (-  m/z 57.15 100.00%
57.1

5000 85.2
‘ ‘ 113.2 1509 1962 17.00 17.50
0 _w‘w!‘ nh“m‘sw”‘m“‘ww‘mJM“WWM‘_Mww m/z 43.20 70.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0
5000 e ‘ ”])WW'
85.0 17.00 17.50
29.0 m/z 71.25 54.45%

o

\‘ I h\ Iy \\11?0‘14‘10 169.0 240.C
‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0

17.00 17.50
85.0
29.0‘ ‘
113.0
Ol b T2 1390 1090 2210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 fN
Abundance #59027: Tridecane [
57.0 17 00 17 50

m/z 85.15 39.86%
5000

29.0 85.0
‘ H H ‘ 113.0 1410 184.0

o R SR RN
\ \ \ \ I 1 f T T 1 \ \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acq On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.329 4.98 ng/ul 100605  Phenanthrene-die 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 43
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 Pentadecanoic acid 242 C15H3002 001002-84-2 38
5 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 35

Abundance Scan 2603 (18.329 min): BG049559.D\data.ms (-2599) (-  m/z 73.15 100.00%

43.2 73.2
192.3
5000
‘H ' . -

18.00 18.50
— m/z 43.20  89.95%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0

5000
129.0 1800 1850
m/z 60.15 89.80%

213.0
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ \\H\H\M\‘\‘H!‘\\\““\\H‘”h“\H\‘\\‘\\\\‘\\‘\\‘\‘\\‘N‘\\\\‘\‘\\\‘\\\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0

o

18.00 18.50
5000 m/z 192.25 80.53%
96.0 165.0
0*H\HHw*EﬁQWW“MH*wwwwwwwkwwwywww*wwwww
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid - bty
73.0 18.00 18.50

m/z 41.25 79.56%

43.0
5000 129.0 W
171.0
214.0
HJ I ‘\‘ HMH ?H\ el | ‘ ‘

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 18. 00 18. 50

o
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\

Library Search Compound Report

Data File : BG@49559.D

Acq On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.623 2.15 ng/ul 43446  Phenanthrene-d10 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 72
2 Heneicosane 296 C21H44 000629-94-7 64
3 Hentriacontane 437 C31H64 000630-04-6 64
4 Hexadecane 226 C16H34 000544-76-3 58
5 Heptadecane 240 C17H36 000629-78-7 58

Abundance Scan 2653 (18.623 min): BG049559.D\data.ms (-2649) (-  m/z 57.15 100.00%
57.1
5000
T —
‘ ’ h 1952 ,g14 18.50 19.00
0L kil ‘H bbb P m/z 43.15  72.59%
mlz--> 50 100 150 200 250 300 350 400
Abundance #176388: 10-Methylnonadecane
57.0
5000 e ——
18.50 19.00
154.0 m/z 71.15 64.83%
O T \I‘\ ‘\“‘ “h‘\‘“‘\"’ \H\“\ T “‘\ T ’ T \2‘6\7\\()\ ‘ T TT ‘ L ‘ T TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
it T\t gl
18.50 19.00
5000 m/z 85.25 53.39%
ol LilL h u\ 4 «1?"?9,2?‘59_‘2‘??9“_“_“
miz--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0 18.50 19.00
m/z 41.15 41.30%
5000
0 uh\ \‘h]\.] h‘ L ?\0\2\2:5 0 309.0 365.0 437.!
e e e e ) — —
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acq On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.246 2.93 ng/ul 59285  Phenanthrene-d10 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexadecane 226 C16H34 000544-76-3 49
3 Pentadecane 212 C15H32 000629-62-9 42
4 Hexadecane 226 Cl6H34 000544-76-3 42
5 Pentadecane 212 C15H32 000629-62-9 42

Abundance Scan 2759 (19.246 min): BG049559.D\data.ms (-2755) (- m/z 57.15 100.00%
57.1

3

5000
\ \
19.00 19.50
0 m/z 43.20 75.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107219: Hexadecane
57.0
5000 85.0 —— —
19.00 19.50
m/z 206.25 56.49%
29.0 ‘ 113
226.0
O\\\\‘\\\\‘\\\!‘\\Hl\‘w‘\\\H“\\‘H\‘\“\%%i%?‘\]‘-\eg\()‘\%\gz\()\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
IWALSHENRE W W
19.00 19.50
5000 m/z 71.15 56.23%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ A \\1130 141.0 169.0 226.0
AR b A R L AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90192: Pentadecane L —
57.0 19.00 19.50
m/z 41.25 48.23%
85.0
5000
29.0
‘H‘_‘H‘H‘W‘H‘_‘H‘H“_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49559.D

Acqg On : 29 Jul 2021 14:32
Operator : CG/JU

Sample : M3123-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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: C... 3.085 24.7 ng/ul 186903 1 8.049 151467 20.0
Butane, 2-metho... 3.156 29.4 ng/ul 222609 1 8.049 151467 20.0
Ethanol, 2-(2-b... 10.628 5.7 ng/ul 83646 2 10.869 294528 20.0
2,4,7,9-Tetrame... 13.583 2.5 ng/ul 42731 3 14.699 336575 20.0
1-TIodo-2-methyl... 16.397 2.2 ng/ul 44654 4 17.448 404297 20.0
(DEL) Alkane: S... 17.190 2.1 ng/ul 42333 4 17.448 404297 20.0
n-Hexadecanoic ... 18.329 5.0 ng/ul 100605 4 17.448 404297 20.0
(DEL) Alkane: S... 18.623 2.1 ng/ul 43446 4 17.448 404297 20.0
(DEL) Alkane: S... 19.246 2.9 ng/ul 59285 4 17.448 404297 20.0
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