LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\8270-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48665.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.165 305 311 315 rVB3 13621 20691 1.03% 0.127%
2 5.641 384 392 403 rBV 311492 484571 24.07% 2.972%
3 7.251 659 666 679 rBV 176467 319497 15.87% 1.959%
4 8.091 801 809 815 rBV 144235 236502 11.75%  1.450%
5 8.150 815 819 824 rvB2 13899 22366 1.11% 0.137%
6 9.266 1001 1009 1019 rVB 475142 847084 42.08% 5.195%
7 9.824 1099 1104 1114 rVB6 13916 30835 1.53% 0.189%
8 10.088 1144 1149 1154 rBV9 16321 28669 1.42% 0.176%
9 10.247 1169 1176 1181 rVB7 10010 25729 1.28% 0.158%
10 10.329 1181 1190 1194 rBV8 17026 36457 1.81% 0.224%
11 10.435 1200 1208 1213 rVB8 18059 38943 1.93% 0.239%
12 10.623 1233 1240 1246 rBV8 18109 40050 1.99% 0.246%
13 10.688 1246 1251 1258 rBV8 23313 57722 2.87% 0.354%
14 10.876 1278 1283 1286 rBvV2 80187 134777 6.70% 0.827%
15 10.917 1286 1290 1298 rVB 186036 346809 17.23% 2.127%
16 10.987 1298 1302 1305 rBV5 14702 22375 1.11% 0.137%
17 11.064 1309 1315 1321 rVB2 140989 253806 12.61% 1.557%
18 11.134 1321 1327 1332 rBV8 32205 80706 4.01% 0.495%
19 11.405 1367 1373 1378 rVB8 32348 62173 3.09% 0.381%
20 11.457 1378 1382 1384 rBV5 18371 28599 1.42% 0.175%
21 11.575 1398 1402 1403 rBV3 25192 31786 1.58% ©.195%
22 11.616 1404 1409 1415 rVV5 83208 182111 9.05% 1.117%
23 11.669 1415 1418 1424 rVB7 35332 59641 2.96% 0.366%
24 11.745 1426 1431 1436 rVB4 67995 108586 5.39% 0.666%
25 11.822 1437 1444 1453 rVB6 98300 219048 10.88% 1.343%
26 11.927 1453 1462 1466 rBV2 307059 513178 25.49% 3.147%
27 11.969 1466 1469 1473 rVV6 47548 73644 3.66% 0.452%
28 12.016 1473 1477 1484 rVB9 38353 80793 4.01% 0.496%
29 12.192 1504 1507 1512 rBV7 28999 38818 1.93% 0.238%

2.

30 12.321 1523 1529 1534 rBV2 319156 488885 24.29%

31 12.538 1559 1566 1572 rVB4 111693 245332 12.19%
32 12.715 1593 1596 1600 rVB3 36812 45831 2.28%
33 12.950 1631 1636 1640 rBV3 108611 182608 9.07%
34 13.014 1640 1647 1651 rVv4 100365 229772 11.41%
35 13.056 1651 1654 1658 rVB3 57438 69758  3.47%

oORrRrROR
=
N
[
R

36 13.126 1662 1666 1671 rVB2 114314 170140 8.45% 1.043%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\8270-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.214 1677 1681 1686 rVwV 81745 105819 5.26% ©.649%
38 13.267 1686 1690 1695 rVB 362263 505169 25.10% 3.098%
39 13.367 1697 1707 1714 rVB 1137015 1881877 93.49% 11.542%
40 13.555 1732 1739 1748 rBV2 437808 756672 37.59% 4.641%

41 13.790 1777 1779 1784 rVB5 41402 58377 2.90% ©.358%
42 13.943 1802 1805 1809 rBV5 27014 43738 2.17% 0.268%
43 14.078 1824 1828 1832 rVV6 45530 81144 4.03% 0.498%
44 14.119 1832 1835 1839 rVB4 51703 64902 3.22% ©.398%
45 14.207 1840 1850 1854 rVV2 323920 600732 29.84%  3.684%
46 14.248 1854 1857 1864 rVB3 89170 159777 7.94%  ©.980%
47 14.331 1867 1871 1876 rVB2 61013 89516 4.45%  0.549%
48 14.389 1876 1881 1883 rBV6 25147 36862 1.83% 0.226%
49 14.419 1883 1886 1892 rVB5 34795 45846 2.28% 0.281%
50 14.489 1893 1898 1903 rBV9 20400 47520 2.36% 0.291%
51 14.571 1907 1912 1916 rVB5 49261 80177 3.98% ©0.492%
52 14.624 1916 1921 1929 rVB2 233448 318919 15.84%  1.956%
53 14.701 1930 1934 1936 rVWww4 35669 50098 2.49%  ©.307%
54 14.748 1936 1942 1952 rVB 254310 440940 21.90%  2.704%
55 14.830 1952 1956 1961 rBV6 16229 25337 1.26% ©.155%
56 15.071 1993 1997 2003 rVB8 18465 38018 1.89% ©.233%
57 15.124 2003 2006 2011 rVV5 25971 34361 1.71% 0.211%
58 15.177 2013 2015 2019 rVB5 19262 23619 1.17% ©.145%
59 15.241 2021 2026 2033 rVV6 36464 77041 3.83% 0.472%
60 15.570 2080 2082 2088 rVB4 25292 29903 1.49% 0.183%
61 15.982 2143 2152 2157 rBV6 25977 55801 2.77%  ©.342%
62 16.234 2189 2195 2206 rVB 845571 1246092 61.90% 7.642%
63 17.497 2403 2410 2418 rBV 314900 478742 23.78%  2.936%
64 18.379 2556 2560 2564 rVB3 36491 49244  2.45%  0.302%
65 19.648 2773 2776 2780 rVV5 20391 28876 1.43% ©.177%
66 20.036 2836 2842 2846 rVB8 20816 38622 1.92% 0.237%
67 20.106 2848 2854 2860 rVV 1631352 2013005 100.00% 12.346%
68 21.410 3072 3076 3082 rBV3 54266 89784 4.46%  0.551%
69 21.792 3135 3141 3148 rBV2 296540 501910 24.93% 3.078%
70 25.135 3701 3710 3711 rBV2 177051 348340 17.30%  2.136%

Sum of corrected areas: 16305072
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048665.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

9.266

400000 5.641

200000 7.251 8.091 L
10876 1 Tl %o
5.165 sf\&so 9.82010FBR FBBEBHIIBIEEECKPL R ok

O\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\‘\\\\‘\\\\’\\\\‘\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG048665.D\data.ms
1600000 20.106

1400000

1200000 13.367

1000000

16.234

800000

600000

400000

2000001*

T o e i e S

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: BG048665.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

25.135
200000

O‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-

BGO33021.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1 Sulfurous acid, 2-ethylhexy...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.064 14.64 ng 253806 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S

3 Tetradecane 198 C14H30
4 Sulfurous acid, butyl octyl ester 250 C12H2603S
5 Dodecane, 2,6,11-trimethyl- 212 C15H32

Abundance Scan 1315 (11.064 min): BG048665.D\data.ms (-1309) (-

1000309-19-2 72

1000309-19-3 64

000629-59-4 59
1000309-17-5 53
031295-56-4 53

m/z 57.10 100.00%

57.1
5000
T T
‘ ‘98‘ 0 i1 11.00
|
ol Addl [l tathe2o 3920 ., 71,05  58.87%
mlz--> 50 100 150 200 250 300 350
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 o :
11.00
m/z 43.10 51.41%
‘ 113.0
O\\“\\“\‘“‘\“\“\“\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance  #172311: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
T T
11.00
5000 ITI/Z 41.10 38.63%
‘ 113.0
o‘J‘H‘H“u‘w\“‘Hu,‘m_m_m_m_m
Miz--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane 7
57.0 11.00
m/z 55.10 19.66%
5000
d 9.0 198.0
olsg ][] 1410 1980 -
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknownll.134 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.134 4.65 ng 80706 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,5-diethyl-2,3-dim... 168 C12H24 074663-66-4 38
2 2,6-Pyrazinediamine 110 C4H6N4 041536-80-5 30
3 Cyclooctane, 1,2-diethyl- 168 C12H24 023609-46-3 27
4 2-Isopropyl-5-methylcyclohexylme... 170 C11H220 1000223-18-0 27
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 22

Abundance Scan 1327 (11.134 min): BG048665.D\data.ms (-1321) (- m/z 57.10 100.00%
57.1

5000
110.1
166.2 PRI N
‘ ‘ ‘ 452.. 11.00 11.50
omH"! Wb 0wz 83.10 78.81%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #36869: Cyclohexane, 1,5-diethyl-2,3-dimethyl-
83.0
5000 — —
11.00 11.50
139.0 m/z 55.10 61.81%
29.0 ‘ ‘
O\\”\““‘\‘U\‘\”"\‘\\i‘\‘\H‘HH‘HH‘HH’HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #5665: 2,6-Pyrazinediamine
41.0
—— —
11.00 11.50
5000 110.0 m/z 41.10 60.21%
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #36801: Cyclooctane, 1,2-diethyl- —— ——
55.0 11.00 11.50
m/z 43.05 51.25%
5000
139.0
OHII“, — —
m/z--> 50 100 150 200 250 300 350 400 450 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Cyclohexane, hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.616 10.50 ng 182111 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 72
2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 64
3 Heptylcyclohexane 182 C13H26 005617-41-4 59
4 Cyclohexane, butyl- 140 C1eH20 001678-93-9 59
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 59

Abundance Scan 1409 (11.616 min): BG048665.D\data.ms (-1404) (-  m/z 83.10 100.00%

83.1
55.1
5000
| wso | 1200
168.2 . .
07.0 135.9
0"W"HMHLWJMN\MNﬁuwupwu\_‘m‘ﬂﬁﬂp‘u“u‘w‘ m/z 82.10 56.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36764: Cyclohexane, hexyl-
83.0
5000 55.0 — ——
11.50 12.00
m/z 55.10 55.89%
29.0 168.0
0 \\\‘\‘\‘H““\\\“L“\M‘\\“!\H“l\l\:\l_;(‘)\\:l\-??\.(\)\\‘\\\\‘\\H‘H\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79573: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
55.0 — —
11.50 12.00
5000 ITI/Z 41.10 46.89%
29.0 ‘ 139.0
S 0 O . O OO -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47278: Heptylcyclohexane 7 T
83.0 11.50 12.00
m/z 69.10 30.02%
- i M
182.0
ol b ) gta0 seso R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Decane, 2,3,8-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.745 6.26 ng 108586 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 64
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 47
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 43
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 38
5 Octacosanol 410 C28H580 000557-61-9 38

Abundance Scan 1431 (11.745 min): BG048665.D\data.ms (-1426) (-  m/z 43.10 100.00%

43.1
97.0
5000
137.1 1150 12,00
‘ I M““M m i 388. ' ' p
0 e L L o A e S BN S SL m/z 71.05 99.63%
m/z--> 50 100 150 200 250 300 350
Abundance #48895: Decane, 2,3,8-trimethyl-
57.0
5000 P —
11.50 12.00
‘ ‘ 111.0 m/z 55.05 75.48%
0 \“\‘\“‘\‘\‘\“‘\“1“\\}“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #48909: Decane, 6-ethyl-2-methyl-
57.0
——
11.50 12.00
5000 ITI/Z 41.10 71.42%
%80 141.0
0 Hw““lm\mJ_m_m_m_m_m
m/z--> 50 100 150 200 250 300 350
Abundance #48894: Decane, 2,3,5-trimethyl- — —
57.0 11.50 12.00
m/z 57.10 64.14%
5000
9.0 141.0
oN‘m““‘!u‘w‘_”:‘_m_m_m_m_m e S
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BGO33021.M Wed Apr 14 15:07:27 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 5 unknownll.822 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.822 12.63 ng 219048 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 47
2 Decane, 1-iodo- 268 C1OH21I 002050-77-3 43
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 38
4 9-methylheptadecane 254 C18H38 026741-18-4 38
5 5,15-Dimethylnonadecane 296 C21H44 1000131-09-1 38
Abundance Scan 1444 (11.822 min): BG048665.D\data.ms (-1437) (- m/z 57.10 100.00%
57.1
- AJWJU
990 165.1 ' 1200
. 11.50 12.00
‘ M WJM\13%O ‘ 289.. 9
0yl L LA A e e e m/z 43.05 97.36%
miz-> 50 100 150 200 250
Abundance #48853: Dodecane, 3-methyl-
57.0
5000 - e
11.50 12.00
m/z 41.10 71.52%
zﬁo‘ 99.0 155.0
O\\‘\‘\““\‘\“\”\“‘\‘\\\“‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #116706: Decane, 1-iodo-
57.0
— ——
11.50 12.00
5000 m/z 85.10 66.49%
2?0 99.0 155.0
o Ll T a0
miz--> 50 100 150 200 250
Abundance #7642: Hexane, 2,4-dimethyl- = %
43.0 11.50 12.00
m/z 71.10 57.99%
85.0
5000
oL LIl || uso BN
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Sulfurous acid, decyl 2-eth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.927 29.59 ng 513178 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 80
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 80
3 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 74
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 72
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 72

Abundance Scan 1462 (11.927 min): BG048665.D\data.ms (-1453) (- m/z 57.10 100.00%
57.1

5000 \_/\A/M
831 1131 12.00
155.1 :
| 1832 ;
O e o T e e m/z 71.10 96.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #172311: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
5000 T
12.00
m/z 43.10 66.96%
29 0 850 1130
I
O\‘\\\\‘\\\\‘\\}\‘\\\\“‘\\\\‘\\\\[‘\\\\‘\\\\‘\\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #161093.Sumuousacw,24ﬂhWhexyInonyleﬁer
57.0
—
12.00
5000 ITI/Z 41.10 47.71%
290.0 850 1130
o‘_M“m“mh_‘“m“‘”‘WH_m_m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12692: Heptane, 2,6-dimethyl- T
43.0 12.00
m/z 55.10 28.44%
5000
71.0
‘ 113.0
0‘“HHH1‘NW‘“‘_M‘“HJ“‘H““H““W““ e
m/z--> 20 40 60 80 100 120 140 160 180 12.00

8270-BGO33021.M Wed Apr 14 15:07:28 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknownll.969

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.969 4.25 ng 73644 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160

2 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30

3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1OH160

4 Cyclopentaneethanol, .beta.,2,3-... 156 C10H200

5 1,2-Dodecanediol 202 C12H2602

Abundance Scan 1469 (11.969 min): BG048665.D\data.ms (-1466) (-
1

015358-88-0 38
000645-10-3 38
000547-60-4 38
021721-18-6 38
001119-87-5 32

m/z 69.10 100.00%

69.
5000
149.1
—r
L L e o 1200
OLrrerrtlll] _H Al ol S mz ss.1e 75.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25366: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0 | 83.0
5000 T
12.00
270 1100 1520 m/z 83.10  72.38%
O \\\‘\‘}‘\\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #69594: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0
—r
12.00
5000 m/z 97.10 68.26%
29.0
125.0 167.0
M | M e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a T
55.0 | 83.0 12.00
m/z 41.10 67.27%
5000
27.0 ‘ ‘ ‘ ‘110.0 152.0
ol A A L o
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BGO33021.M Wed Apr 14 15:07:29 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 8 unknownl2.016 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.016 4.66 ng 80793 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobuta[1,2-b:4,3-b']dipyran-4... 252 C14H2004 054637-09-1 14
2 (2,2,6-Trimethyl-bicyclo[4.1.0]h... 168 C11H200 078996-11-9 12
3 Cyclobutanecarboxylic acid, 2-te... 184 C10H1603 1000282-21-9 12
4 trans-3-Penten-2-o0l 86 C5H100 003899-34-1 9

5 Cyclododecanone 182 C12H220 000830-13-7 9

Abundance Scan 1477 (12.016 min): BG048665.D\data.ms (-1473) (- m/z 41.10 100.00%
411

71.1

5000 1071 163.2
137.0

=

T I
0l “ 12.00
L w/z 7110 73.47%

)

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103775: Cyclobuta[1,2-b:4,3-bldipyran-4,5-dione, octah
71.0
5000 127.0 e :
41.0 12.00
m/z 83.05 56.89%
\H‘ H M\\M Il J\‘h 9?\\'0“‘\ .y ‘\‘153'0 196.0 237.0

o

[T T e T T T T T T T T T T T T T T T T T T[T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36702: (2,2,6-Trimethyl-bicyclo[4.1.0]hept-1-yl)-methanc
41.0 84.0

3

—
12.00
5000 m/z 84.10 52.21%

137.0
9.0 ‘
| ‘

o

‘u | y \“H}‘\ L ‘\ | 168.0

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

Abundance #48361: Cyclobutanecarboxylic acid, 2-tetrahydrofurylme 1
71.0 12.00
m/z 85.10 48.87%

=

5000
43.0

=

I T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

o

8270-BGO33021.M Wed Apr 14 15:07:30 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M

Quant Title

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT 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 9 Nonadecane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.321 28.19 ng 488885 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
3 9-methylheptadecane 254 C18H38 026741-18-4 78
4 10-Methylnonadecane 282 C20H42 056862-62-5 78
5 Tridecane 184 C13H28 000629-50-5 76

Abundance Scan 1529 (12.321 min): BG048665.D\data.ms (-1523) (-

m/z 57.10 100.00%

57.1
5000
97.1 12‘06 iZ‘Sd
1271 184.2 : '
oh— ] ‘M‘ Ao g2ls 1842 2240 m/z 43.10  79.09%
miz--> 50 100 150 200 250
Abundance #117637: Nonadecane
57.0
5000 - —
12.00 12.50
m/z 71.10 69.85%
99.0
270 | |7/, 1410 1830 268.0
O\‘\ ‘\“‘H\H\‘ \H\h‘ \H‘\‘\ { L A R B B B I — T
miz--> 50 100 150 200 250
Abundance #141431: Eicosane, 10-methyl-
57.0
P -
12.00 12.50
5000 m/Z 41.10 55.51%
99.0 0
ol A i T 1970 2390 2810
miz--> 50 100 150 200 250
Abundance #105887: 9-methylheptadecane — ——
57.0 12.00 12.50
m/z 85.10 43.98%
5000
140.0
b710 99.0
bl by L1960 2390 Ny o\
m/z--> 50 100 150 200 250 12.00 12.50

8270-BGO33021.M Wed Apr 14 15:07:31 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M

Quant Title

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT 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 10 Tridecane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.539 14.15 ng 245332 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 78
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 64
3 Undecane 156 C1l1H24 001120-21-4 64
4 Eicosane 282 (C20H42 000112-95-8 64
5 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 59

Abundance Scan 1566 (12.538 min): BG048665.D\data.ms (-1559) (-  m/z 57.10 100.00%
57.1
ok
127.1 :
A “‘Mu\uwh-‘ e m/z 71.10 55.12%
mlz--> 50 100 150 200 250 300 350 400
Abundance #48834: Tridecane
57.0
5000 —— ‘
12.50
m/z 41.10 45.59%
“‘ ‘ 12.0 184.0
O\\‘\‘\“\\‘\“‘\“f“\“\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
T \
12.50
5000 m/z 43.10 36.79%
l
o b e SRR SRS ST IO
miz--> 50 100 150 200 250 300 350 400
Abundance #28425: Undecane 1 ‘
57.0 12.50
m/z 85.10 34.07%
) AMVMNAUWWAJLMA&VNMk
m/z--> 50 100 150 200 250 300 350 400 12.50

8270-BGO33021.M Wed Apr 14 15:07:31 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 11 unknownl12.950 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.950 8.28 ng 182608  Acenaphthene-die 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 47
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 47
3 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 47
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 43
5 Heptane, 3-[(ethenyloxy)methyl]- 156 C1@H200 000103-44-6 43

Abundance Scan 1636 (12.950 min): BG048665.D\data.ms (-1631) (- m/z 57.10 100.00%

57.1
5000
. e
| “ 13‘7 -0 sc6. 13.00
ol Al w‘\ Loty “'u et m/z 41,10 61.04%
mlz--> 50 100 150 200 250 300 350
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 T
13.00
1130 1600 m/z 71.85 57.21%
OL\4. \Q‘\ \ ‘\”h‘ \“ T “[ \“‘ T “\ \‘ ‘ \ ‘\ T \2’1\]-\0\ T ’2\67\.\0\ ’ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #48909: Decane, 6-ethyl-2-methyl-
57.0
e
13.00
5000 ITI/Z 43.10 54.23%
%&O 141.0
ol b e e e
miz--> 50 100 150 200 250 300 350
Abundance #36798: 1-Decene, 3,4-dimethyl- —
57.0 13.00
m/z 55.10 28.72%
5000
112.0
ol dldbl [ jaes0 .
m/z--> 50 100 150 200 250 300 350 13.00

8270-BGO33021.M Wed Apr 14 15:07:32 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 12 Heptylcyclohexane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.014 10.42 ng 229772  Acenaphthene-die 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 80
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 80
3 Cyclohexane, undecyl- 238 C17H34 054105-66-7 78
4 Cyclohexane, butyl- 140 C1eH20 001678-93-9 72
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 64

Abundance Scan 1647 (13.014 min): BG048665.D\data.ms (-1640) (-  m/z 83.10 100.00%

83.1
5000
Woo
182.2 .
4 ‘ 127.2
ol el ol M ss.10 75.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #47280: Heptylcyclohexane
83.0
5000 — ‘
13.00
m/z 82.05 73.13%
1 1820
O \\\\“‘\‘1“\‘\““‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #11583: Cyclohexane, (1-methylethyl)-
83.0
T
13.00
5000 ITI/Z 41.05 46.61%
39.0 ‘
RO O
miz--> 50 100 150 200 250 300 350 400
Abundance #92571: Cyclohexane, undecyl- T
83.0 13.00
m/z 67.05 30.31%
- W/WMW
Zg'Jﬂ |
ol ddlily 1se0 2880 _—
m/z--> 50 100 150 200 250 300 350 400 13.00

8270-BGO33021.M Wed Apr 14 15:07:33 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 13 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.126 7.72 ng 170140  Acenaphthene-die 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Eicosane 282 C20H42 000112-95-8 83
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 81
4 Heptadecane 240 C17H36 000629-78-7 80
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1666 (13.126 min): BG048665.D\data.ms (-1662) (-  m/z 57.10 100.00%

57.1
5000
99.1 ek ==
‘ 154.1 13.00 13.50
L Ll bl . 1983 2648 3320 L. 43.10  96.24%
m/z--> 0 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
5000 — —r—
13.00 13.50
99.0 m/z 71.10 82.98%
0 ‘1\5.\0‘\ ““\ “‘ “‘ h‘ \“‘ \}\ { ?\ %8\3\0‘ \22\5\0\ T \2?6‘(\)\ T
m/z--> 0 50 100 150 200 250 300
Abundance #129491: Eicosane
57.0
— —
13.00 13.50
5000 ITI/Z 41.10 82.04%
0 ‘\ ‘\ all u“\ “\ “‘ \\‘ %4% ? 183 0 225 0 282 0
e —— e
m/z--> 0 50 100 150 200 250 300
Abundance #59896: Tridecane, 2-methyl- T T
57.0 13.00 13.50
m/z 85.10 59.95%
5000
99.0 155.0
020 LLLI Ty [ a0 AL
m/z--> 0 50 100 150 200 250 300 13.00 13.50

8270-BGO33021.M Wed Apr 14 15:07:34 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 14 Tridecane, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.214 4.80 ng 105819  Acenaphthene-die 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 78
2 Octadecane, 6-methyl- 268 C19H40 010544-96-4 72
3 Hentriacontane 437 C31He4 000630-04-6 72
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 64

Abundance Scan 1681 (13.214 min): BG048665.D\data.ms (-1677) (- m/z 57.10 100.00%
57.1

113.1 iSBd i3%d
+169.2 . .
0 "k‘wiu'wfl“mml"_‘H_‘H‘“‘3‘5‘3"‘3‘wwmﬁzﬁr’cf m/z 71.10  54.65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59890: Tridecane, 3-methyl-
57.0
5000 T =
13.00 13.50
m/z 41.10 49.89%
169.0
O J“"’lﬂ‘g‘O\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117644: Octadecane, 6-methyl-
57.0
— —
13.00 13.50
5000 m/z 43.10 43.87%
oLLALs0 10702530
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223852: Hentriacontane T ——
57.0 13.00 13.50
m/z 85.10 31.82%
5000
113.0
0 ." ‘\} Ml” i Jl.\a?'aouzwzrws"o. . ‘30‘9'0365'0 437.0
R R A A R e —— Y
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50

8270-BGO33021.M Wed Apr 14 15:07:34 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52

Operator : CG/JU

Sample : M1946-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 15 Dodecane, 2,6,10-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.267 22.91 ng 505169  Acenaphthene-d10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 83
4 Sulfurous acid, decyl pentyl ester 292 C15H3203S 1000309-14-3 53
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 53

Abundance Scan 1690 (13.267 min): BG048665.D\data.ms (-1686) (-
71.1

m/z 71.10 100.00%

411
5000
—— a—
H 127.1 183.2 13.00 13.50
VS N Y A e m/z 57.10  98.21%
miz--> 50 100 150 200 250
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0
5000 St —
13.00 13.50
m/z 43.10 61.47%
27‘_0 ‘ 97.0 127.0 183.0
0 \“\‘H“H\M \“‘\‘M‘ \H\“\ L — \‘-\ LA A B
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— —
13.00 13.50
5000 ITI/Z 41.10 52.76%
99.0
0 ‘\\ “‘\ Il \‘ H‘ \14\10 183.0 239.0 296.(
el S
m/z--> 50 100 150 200 250
Abundance #71407: Dodecane, 2,7,10-trimethyl- —— —
57.0 13.00 13.50
m/z 85.10 41.03%
5000
210‘ ‘ 113.0
N/ B R T S SNUL
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 16 Tetradecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.555 34.32 ng 756672  Acenaphthene-die 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane 184 C13H28 000629-50-5 91
4 Hexadecane 226 C16H34 000544-76-3 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 1739 (13.555 min): BG048665.D\data.ms (-1732) (- m/z 57.10 100.00%
57.1

1350 |
99.1 .
141.2 198.2 .
omWU‘m‘,J‘H",“‘MM_uH‘mwaw,w_WHH_%‘?%:- m/z 43.10  78.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59880: Tetradecane
57.0
5000 T ‘
13.50
m/z 71.10 70.09%
0 27‘ I \\\gﬁou \1410 19'\80
\H‘H\\‘\H\’\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117637: Nonadecane
57.0
T T \
13.50
5000 ITI/Z 41.10 57.59%
99.0
0 27‘0\ ol HH\ H\ H‘ il 1410 183.0 2680
et e e e A e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48834: Tridecane T ‘
57.0 13.50
m/z 85.10 50.92%
5000
210, | | [%3°, aaro 1840
O‘H‘HH‘H‘m‘mﬂumwdhwuw‘uw‘uwh‘wuu‘HH‘HHM‘H_‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 17 2-Hexyldodecyl butyrate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

14.078 3.68 ng 81144  Acenaphthene-d10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyldodecyl butyrate 340 C22H4402 1000368-56-1 64
2 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 53
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 50
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 47
5 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 43

Abundance Scan 1828 (14.078 min): BG048665.D\data.ms (-1824) (-  m/z 57.10 100.00%

57.1
5000
1111
T \
‘ ‘ 151 10 - 14.00
ok ‘“Ju\\wh NMWMhm Mh u\“‘ i m/z 71.10 76.91%
m/z--> 50 100 150 200 250 300
Abundance #177135: 2-Hexyldodecyl butyrate
71.0
5000 111.0 T
14.00
m/z 41.10 72.63%
252.0
ok \“ il s ‘\‘ ‘\\‘\\ ‘\ \M\ I J‘\‘\‘ ‘h ‘2109‘ : ‘L‘ : ‘2‘979 ‘3‘4‘0-"
m/z--> 50 100 150 200 250 300
Abundance #178439: Oxalic acid, decyl 2-ethylhexyl ester
57.0
T \
14.00
5000 m/Z 55.10 58.48%
112.0
‘ ‘ 1850
S 1 T T
m/z--> 50 100 150 200 250 300
Abundance #172311: Sulfurous acid, decyl 2-ethylhexyl ester T ‘
57.0 14.00
m/z 43.10 45.96%
5000
‘ 113.0
om‘”‘w”u“‘u\““H‘,HH_‘H_HWHH K
mlz--> 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 18 Heptadecane, 7-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.248 7.25 ng 159777  Acenaphthene-die 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 86
2 Dodecane 170 C12H26 000112-40-3 76
3 Eicosane 282 C20H42 000112-95-8 74
4 Heneicosane 296 C21H44 000629-94-7 74
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 72

Abundance Scan 1857 (14.248 min): BG048665.D\data.ms (-1854) (-  m/z 57.05 100.00%
57.0

99.1 — —
‘ H | ‘ | 137.9 6?2 2072 281.¢ 14.00 14.50
ob—— V“HWHHNW”PHW it b m/z 43.10 67.07%
m/z--> 50 100 150 200 250
Abundance #105892: Heptadecane, 7-methyl-
57.0
5000 T e
14.00 14.50
112.0 m/z 71.10 63.56%
168.0
0 \2\7“’\.0‘\“ “h‘\ ”‘!‘ \‘h T M‘ \‘h i T h\ T \2‘07\0\ 2\3\9? | —
m/z--> 50 100 150 200 250
Abundance #38318: Dodecane
57.0
T —
14.00 14.50
5000 ITI/Z 41.10 37.16%
270‘ 99.0 170.0
B B A T 7 it e
m/z--> 50 100 150 200 250
Abundance #129492: Eicosane T —
57.0 14.00 14.50
m/z 85.10 31.26%
) W\’\J\\MJL
99.0
L2700 | %0 im0 1830 220 ema
L R B T L A T e e e —— —
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 19 2,6-Dimethyldecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.331 4.06 ng 89516  Acenaphthene-d10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyldecane 170 C12H26 013150-81-7 58
2 Dodecane 170 C12H26 000112-40-3 49
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 49
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 47
5 2-Undecene, 2,5-dimethyl- 182 C13H26 049622-16-4 46
Abundance Scan 1871 (14.331 min): BG048665.D\data.ms (-1867) (- m/z 57.10 100.00%
57.1
o M
1132 183.2 - Rk
‘ H | ‘ | -~ 14.00 14.50
ob— ‘h‘w‘ﬂﬂw“ﬂhmjﬁi%%wu‘ﬂ“ —— m/z 41.10 86.59%
miz--> 50 100 150 200 250
Abundance #38322: 2,6-Dimethyldecane
43.0
5000 — ——
85.0 14.00 14.50
m/z 71.10 80.96%
‘ 27.0 170.0
O\\“\‘\“M\‘H‘\‘\”‘\‘h.\”\\‘\1\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #38317: Dodecane
57.0
— =
14.00 14.50
5000 m/z 43.10 64.53%
98.0 170.0
oLzl LLLT0 e
m/z--> 50 100 150 200 250
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl- — T
57.0 14.00 14.50
m/z 85.10 59.58%
5000
113.0 169.0
o0 LUl L e aere e
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 20 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.624 14.47 ng 318919  Acenaphthene-d10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86

Abundance Scan 1921 (14.624 min): BG048665.D\data.ms (-1916) (- m/z 57.10 100.00%
57.1

1450 1500
ol hh‘ ' “ L4551 H2S A% 7 4310 80.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71393: Pentadecane
57.0
5000 T e
14.50 15.00
m/z 71.05 70.20%
s d“ L] ‘01410 212.0
O\\\\“ ‘\M\“\“\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57.0
— T e
14.50 15.00
5000 m/z 41.10 51.49%
o L g0 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #59880: Tetradecane 7 —
57.0 14.50 15.00
m/z 85.10 50.01%
5000
4 9.0 198.0
osg (L[] 1410 180 Moot Vo
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041221\
Data File : BGO48665.D

Acqg On : 12 Apr 2021 17:52
Operator : CG/JU

Sample : M1946-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfurous acid,... 11.064 14.6 ng 253806 2 10.917 346809 20.0
unknownl11.134 11.134 4.7 ng 80706 2 10.917 346809 20.0
Cyclohexane, he... 11.616 10.5 ng 182111 2 10.917 346809 20.0
Decane, 2,3,8-t... 11.745 6.3 ng 108586 2 10.917 346809 20.0
unknown11.822 11.822 12.6 ng 219048 2 10.917 346809 20.0
Sulfurous acid,... 11.927 29.6 ng 513178 2 10.917 346809 20.0
unknownl11.969 11.969 4.3 ng 73644 2 10.917 346809 20.0
unknownl12.016 12.016 4.7 ng 80793 2 10.917 346809 20.0
Nonadecane 12.321 28.2 ng 488885 2 10.917 346809 20.0
Tridecane 12.539 14.2 ng 245332 2 10.917 346809 20.0
unknownl12.950 12.950 8.3 ng 182608 3 14.742 440940 20.0
Heptylcyclohexane 13.014 10.4 ng 229772 3 14.742 440940 20.0
Heneicosane 13.126 7.7 ng 170140 3 14.742 440940 20.0
Tridecane, 3-me... 13.214 4.8 ng 105819 3 14.742 440940 20.0
Dodecane, 2,6,1... 13.267 22.9 ng 505169 3 14.742 440940 20.0
Tetradecane 13.555 34.3 ng 756672 3 14.742 440940 20.0
2-Hexyldodecyl ... 14.078 3.7 ng 81144 3 14.742 440940 20.0
Heptadecane, 7-... 14.248 7.3 ng 159777 3 14.742 440940 20.0
2,6-Dimethyldecane 14.331 4.1 ng 89516 3 14.742 440940 20.0
Pentadecane 14.624 14.5 ng 318919 3 14.742 440940 20.0
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