LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM028471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS Vvial : 13  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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28471.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.552 396 402 410 rVB 136157 203658 2.39% 0.248%
2 7.187 672 680 681 rBvV 132062 188647 2.21% 0.229%
3 7.211 681 684 702 rVB 219903 386204 4.53% 0.469%
4 8.028 816 823 829 rBV 131379 212755 2.50% 0.259%
5 9.205 1016 1023 1029 rBV 83582 134202 1.57% 0.163%
6 9.369 1039 1051 1059 rVB 67665 179565 2.11% 0.218%
7 10.375 1214 1222 1236 rVB3 77345 202999 2.38% 0.247%
8 10.846 1297 1302 1308 rVB 167075 274749  3.22% 0.334%
9 10.999 1319 1328 1346 rBV 2363896 3943833 46.27% 4.793%
10 11.204 1355 1363 1374 rVB2 38484 85300 1.00% 0.104%
11 12.181 1520 1529 1553 rBV 235904 538812 6.32% 0.655%
12 13.292 1713 1718 1724 rBV 194508 273849 3.21% 0.333%
13 13.398 1730 1736 1744 rBV 129685 197000 2.31% 0.239%
14 13.628 1766 1775 1790 rBV 1533383 2184257 25.63% 2.655%
15 13.775 1796 1800 1803 rBV 88437 141979 1.67% 0.173%
16 13.869 1811 1816 1821 rVB2 76539 134952 1.58% 0.164%
17 13.916 1821 1824 1834 rVB 87602 129146 1.52% 0.157%
18 13.998 1834 1838 1844 rVB 75098 112510 1.32% 0.137%
19 14.310 1884 1891 1899 rBV 2099573 3076832 36.10% 3.739%
20 14.610 1934 1942 1946 rBV 2709972 4433821 52.02% 5.389%
21 14.675 1948 1953 1957 rBV4 433520 984082 11.55% 1.196%
22 14.810 1973 1976 1980 rBV 102268 140604 1.65% 0.171%
23 14.863 1982 1985 1989 rVV 82552 105135 1.23% 0.128%
24 14.916 1989 1994 1998 rVB 229730 318944  3.74%  0.388%
25 14.951 1998 2000 2007 rVB2 67971 89571 1.05% 0.109%
26 15.028 2009 2013 2022 rVB2 67837 110139 1.29% 134%
27 15.110 2022 2027 2032 rBV 68967 103323 1.21% 126%

28 15.304 2054 2060 2067 rBV 2753362 3783139 44.38%
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29 15.369 2067 2071 2080 rVV 501323 700022 8.21% 851%
30 15.834 2146 2150 2155 rVB3 110507 163782 1.92% 199%
31 15.904 2158 2162 2169 rVB2 94552 150131 1.76% 182%
32 15.986 2169 2176 2180 rBV 166454 436192 5.12% 530%

33 16.192 2202 2211 2224 rBV3 3099442 5773051 67.73%
34 16.304 2225 2230 2235 rBV 266583 366498  4.30%
35 16.416 2238 2249 2253 rBV 5228888 8523468 100.00% 10.
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36 16.557 2253 2273 2274 rBV 1590036 6385774 74.92% 7.761%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM028471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS Vvial : 13  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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.086 2359 2363 2370 rVB 1064221 1393825 16.35% 1.694%
38 17.198 2377 2382 2386 rBV 473941 677134  7.94% 0.823%
39 17.404 2412 2417 2421 rBV 298401 465041 5.46% 0.565%
40 17.798 2481 2484 2491 rVB3 164624 333784 3.92% 0.406%
41 18.233 2552 2558 2563 rBV 3245625 4310041 50.57% 5.238%
42 19.204 2720 2723 2728 rVB 437793 540737 6.34% 0.657%
43 19.886 2834 2839 2844 rVB 3721229 4755921 55.80% 5.780%
44 19.992 2854 2857 2864 rVB 350430 490905 5.76% ©.597%
45 21.210 3059 3064 3080 rVB 3926811 5304781 62.24% 6.447%
46 21.533 3115 3119 3123 rVB 316519 415264 4.87% 0©.505%
47 22.421 3264 3270 3276 rBV 3127335 4522052 53.05% 5.496%
48 22.492 3276 3282 3291 rVB 2493754 3756658 44.07% 4.566%
49 23,821 3505 3508 3516 rVB2 210642 354710 4.16% 0.431%
50 23.921 3518 3525 3538 rVV 1749564 3705616 43.48% 4.5047%
51 24.392 3599 3605 3618 rVB 860340 1734390 20.35% 2.108%
52 24.904 3687 3692 3703 rVB 321010 833187 9.78% 1.013%
53 25.592 3803 3809 3819 rVB 540688 1394011 16.35% 1.694%
54 26.080 3884 3892 3905 rVB 760540 2125407 24.94%  2.583%

Sum of corrected areas: 82282389
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028471.D\data.ms
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Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BM028471.D\data.ms
16.416

5000000
19.886

4000000 18.233

16.192
3000000 14.610 15.304

2000000

13.628

1000000

12.181 13.29%)

A
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Time--> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM028471.D\data.ms

5000000
21.210

4000000
22.421

3000000 23.492

2000000

1000000 21.533

o

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Heptanol, 2-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.999 287.09 ng 3943830 Naphthalene-d8 10.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 72
2 Octane 114 C8H18 000111-65-9 53
3 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 50
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 50

Abundance Scan 1328 (10.999 min): BM028471.D\data.ms (-1319) - m/z 43.05 100.00%

43.0
71.1
5000
97.1
—
. B
oww_muuhwu b m/z 57.05 73.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29632: 1-Heptanol, 2-propyl-
43.0
5000 ! '
11.00
970 m/z 41.05 63.91%
miz--> 20 40 80 100 120 140 160 180
Abundance #7620: Octane
43.0
—
11.00
5000 ITI/Z 71.10 63.29%
85.0
RN
O TR R T B I RS
miz--> 20 40 60 80 100 120 140 160 180
Abundance #113721: Sulfurous acid, butyl nonyl ester :
57.0 11.00
m/z 55.05 59.82%
5000 85.0
290 127.0
ST [0 1510 1790 e

m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Phenol, p-tert-butyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.181 39.22 ng 538812 Naphthalene-d8 10.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 93
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 58
4 4-Acetylanisole 150 C9H1002 000100-06-1 53
5 Phenol, 2,3,5,6-tetramethyl- 150 C10H140 000527-35-5 52

Abundance Scan 1529 (12.181 min): BM028471.D\data.ms (-1520) (-  m/z 135.05 100.00%
1

135.
5000 107.1
—— —
411 77.0 | 141 N 12.00 12.50
0b e B2 L S s 67,10 de.09%
m/z--> 20 40 60 80 100 120 140
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000 —r —
107.0 12.00 12.50
410 . m/z 150.05 18.37%
650 9L
0 15.0 1 ‘ Ll ‘m “ Ly I ‘ 1 \10
\\\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance #23717: Phenol, m-tert-butyl-
135.0
—— —
12.00 12.50
5000 ITI/Z 95.10 13.63%
107.0
41.0
77.0
ob el B0 Ll L] 18
miz--> 20 40 60 80 100 120 140
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)- —— e
135.0 12.00 12.50
107.0 m/z 41.10 13.00%
5000
4.0 oo 910
ohaso Il 0 Lo AL e e S
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl3.628 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.628 44.39 ng 2184260  Acenaphthene-die 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C1o0H20 000872-05-9 46
2 Cyclodecane 140 C1eH20 000293-96-9 41
3 1-Fluorononane 146 COH19F 000463-18-3 38
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 35
5 Pentanoic acid, decyl ester 242 C15H3002 005454-12-6 35

Abundance Scan 1775 (13.628 min): BM028471.D\data.ms (-1766) (- m/z 43.05 100.00%

43.0
5000 71.0
97.0

1401 13.50 14.00
0 daro ALl 4/ 45.5  88.61%
miz--> 20 40 60 80 100 120 140 160
Abundance #17936: 1-Decene
55.0
5000 83.0 13‘50 14.00
290 57.10  86.71%

111.0
‘ | 140.0
O' \\1‘\\1\‘\\\\}\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17938: Cyclodecane
55.0

13.50 14.00
5000 83.0 m/ 41.05 65.09%
27.0
111.0 140.0
o B N .
m/z--> 20 40 60 80 100 120 140 160
Abundance #22247: 1-Fluorononane
43.0 1350 1400

m/z 55.10 63.00%

5000
70.0
97.0
15.0 \‘ ‘w ;m ‘\ 126.0 146.0

m/z--> 20 40 100 120 140 160 1350 1400

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Tridecan-1-ol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.310 62.53 ng 3076830  Acenaphthene-d10 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
2 Carbonochloridic acid, decyl ester 220 C11H21C102 055488-51-2 87
3 Cyclododecane 168 C12H24 000294-62-2 83
4 1-Dodecanol 186 C12H260 000112-53-8 83
5 3-Chloropropionic acid, dodecyl ... 276 C15H29C102 074316-16-8 80

Abundance Scan 1891 (14.310 min): BM028471.D\data.ms (-1884) (- m/z 55.10 100.00%

55.1
83.1
5000
111.1 — P,
14.00 14.50
140.2 165.2
0 ml‘_‘““,m;‘m,wﬁs?ﬁ?m m/z 41.10  92.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61342: n-Tridecan-1-ol
43.0 | 69.0
5000 97.0 — —
14.00 14.50
m/z 43.10 87.79%
125.0 1540
soll | 4| [0 3580 sene
O\\\‘\\\\‘}\\“‘\ \\‘\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76990: Carbonochloridic acid, decyl ester
55.0
— —
83.0 14.00 14.50
5000 m/z 69.10 67.80%
290 111.0
: L | w00 e
T \\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36738: Cyclododecane P =
55.0 14.00 14.50
83.0 m/z 56.10 64.83%
5000
29.0 111.0
‘ 140.0 168.0
0 Hw"1‘,“H‘,W,JWWW — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Dodecanamine, N,N-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.610 90.11 ng 4433820  Acenaphthene-d10 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 86
2 n-Octyl trimethyl ammonium bromide 251 C11H26BrN 002083-68-3 72
3 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 72
4 1-Undecanamine, N,N-dimethyl- 199 C13H29N 017373-28-3 72
5 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 64
Abundance Scan 1942 (14.610 min): BM028471.D\data.ms (-1934) (- m/z 58.10 100.00%
58.1
5000
— —
2133 14.50 15.00
Oyt e i L 1962184200, e m/z 41.10  5.84%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72003: 1-Dodecanamine, N,N-dimethyl-
58.0
5000 — e
14.50 15.00
m/z 44.05 4.59%
or 290, | 11401420 184.0213.0
HH‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #102822: n-Octyl trimethyl ammonium bromide
58.0
— =
14.50 15.00
5000 m/z 43.10 4.54%
0 15.0\\ T— | 94\0 128015\70
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #192494: Cetrimonium Bromide — —
58.0 14.50 15.00
m/z 59.05 3.75%
5000
0 29"0\‘\ m 94\\'0 135.0 269(
et e e e e e e e e e - P
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Dodecanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.304 76.89 ng 3783140  Acenaphthene-d10 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
2 1-Dodecanol 186 C12H260 000112-53-8 91
3 Carbonochloridic acid, decyl ester 220 C11H21C1l02 055488-51-2 91
4 1-Undecanol 172 C11H240 000112-42-5 91

5 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 91

Abundance Scan 2060 (15.304 min): BM028471.D\data.ms (-2054) (- m/z 55.10 100.00%

55.1
83.1
5000
111.1 e —
15.00 15.50
154.2
o S . H!“‘u‘!wJm‘_H‘_Hlﬁ?‘z‘?“??? m/z 43.10 82.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61342: n-Tridecan-1-o
43.0| 69.0
5000 — ——
15.00 15.50
m/z 41.10 82.50%
1250 1540
0 \:!-\8‘.0\‘1‘\\‘”\\“ T 1820
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50315: 1-Dodecano
55.0
83.0 T R
15.00 15.50
5000 m/z 69.10 73.53%
29.0
111.0
140.0
‘ ‘ | 168.0
0! 0 N O N W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76990: Carbonochloridic acid, decyl ester P =
55.0 15.00 15.50
m/z 83.10 64.76%
83.0
5000
29.0 111.0
o AL w0 o ol
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Tetradecanamine, N,N-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.416 366.57 ng 8523470 Phenanthrene-di10 17.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 90
2 Tetradonium Bromide 335 C17H38BrN 001119-97-7 78
3 Dodecyltrimethylammonium bromide 307 C15H34BrN 001119-94-4 78
4 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 78
5 1-Decanamine, N,N-dimethyl- 185 C12H27N 001120-24-7 72
Abundance Scan 2249 (16.416 min): BM028471.D\data.ms (-2238) (- m/z 58.10 100.00%
58.1
5000
e
4.1 241 1650
Obrrrprrreflr e ot 114114221702 21232413 w/7 41,10 5.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95009: 1-Tetradecanamine, N,N-dimethyl-
58.0
5000 T
16.50
m/z 43.10 5.33%
o L ) 840 114.0142.0170.0198.0 2410
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #173124: Tetradonium Bromide
58.0
Fe
16.50
5000 m/z 59.10 4.,15%
0290, | 940 1370 17001980  241.0
e T T ] e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #150259: Dodecyltrimethylammonium bromide v
58.0 16.50
m/z 55.10 3.52%
5000
o0 4 940 1350 1700 2130
A Lo e e EAERARARREARIEEY e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl6.557 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.557 274.63 ng 6385770 Phenanthrene-di10 17.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Aminoheptane 115 C7H17N 006240-90-0 39
2 12-Methylaminolauric acid 229 C13H27N02 007408-81-3 39
3 N-Dodecylmethylamine 199 C13H29N 1000342-26-1 39
4 1-Octanamine, N-methyl- 143 C9H21N 002439-54-5 25
5 1-Methyldodecylamine 199 C13H29N 013205-57-7 16

Abundance Scan 2273 (16.557 min): BM028471.D\data.ms (-2253) (- m/z 44.10 100.00%

441
5000
T T
100.1 227.3 : 1650
Olprrrprrrrfborky /1 100:1128.1156 2184.2 2273 260.0  w/z 41.10  7.62%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #7884: (+)-2-Aminoheptane
44.0
5000 —
16.50
m/z 43.10 6.97%
O ‘\]\-\S\f’o\m‘\\"H“\\‘\’\7%.\(‘)\\1\0\?\.9\‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 20 40 60 80 100120140160180200220 240260
Abundance #85157: 12-Methylaminolauric acid
44.0
T \
16.50
5000 ITI/Z 55.10 4.78%
0 _ . L.72.0100.0 142.0170.0 229.0
e e e T e e e
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #60556: N-Dodecylmethylamine ——
44.0 16.50
m/z 42.10 2.89%
5000
ol 150, o 100.0 142.0170.0199.0
P e e e e e e e P
m/z--> 0 20 40 60 80 100120140160180200220240260 16.50

8270-BM012021.M Thu Jan 21 10:50:41 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl7.086 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

17.086 59.94 ng 1393830  Phenanthrene-d10 17.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tetradecen-1-0l, acetate, (E)- 254 C16H3002 023192-82-7 45
2 Cyclopropane, 1-(1-hydroxy-1-hep... 238 C16H300 1000157-41-8 42
3 3,7-Dimethyl-6-nonen-1-0l acetate 212 C13H2402 1000131-34-9 40
4 5,9-Dimethyl-2-(1-methylethylide... 224 C15H280 069239-72-1 38
5 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 32

Abundance Scan 2363 (17.086 min): BM028471.D\data.ms (-2359) (- m/z 43.10 100.00%

3

%

5000
95.1
i m H H 12311511 1011 2251 264.] 1700
Ol 4 w!‘mmwm e T e e m/z 41,10 44.79%
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #105709: 9-Tetradecen-1-ol, acetate, (E)-
43.0
5000 e :
81.0 17.00

m/z 55.10 42.93%

0 HMH\ I, \‘138016601940
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92537: Cyclopropane, 1-(1-hydroxy-1-heptyl)-2-methylel

%

43.0
17.00
5000 m/z 57.10 24.11%
85.0 113 0
153.0
bl Ll %m0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71089: 3,7-Dimethyl-6-nonen-1-ol acetate —— ‘
43.0 17.00
m/z 69.10 23.15%
123.0
5000 81.0

%

152
I h“ M‘H I H \‘h\ gl \‘ 1800 212.0

—
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 2-Bromo dodecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.198 29.12 ng 677134  Phenanthrene-die 17.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2382 (17.198 min): BM028471.D\data.ms (-2377) (- m/z 57.10 100.00%
57.1

5000 %\J\W\ﬂ
99.1 i?‘od i?‘sd
' 41.1 183.2 : :
obr b L | AL 1832 2252 2674 .0 7116 ee.52%
miz-> 50 100 150 200 250
Abundance #100330: 2-Bromo dodecane
57.0
5000 —r ——
17.00 17.50
m/z 43.10 55.98%
‘ 99.0 169.0
O \2\61\0‘\“ ‘H“\ “\“ \h‘\ “‘ \‘ \13\5\.0‘ T ‘\ T T ‘ T T \2\4'8’.0\ T T T
miz--> 50 100 150 200 250
Abundance #124147: 2-Bromotetradecane
57.0
—— —
17.00 17.50
5000 m/z 85.10 39.45%
99.0
41.0 197.0
dzol LIl 1m0 w0
m/z--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 17.00 17.50
m/z 41.10 31.34%
- J\J\m
99.0
0 L‘ |0, 1410 1830 2390 296
el e e e — —
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Pentaethylene glycol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.233 185.36 ng 4310040 Phenanthrene-d10 17.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 52
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 50
3 Heptaethylene glycol 326 C14H3008 005617-32-3 50
4 Diisopropyl ether 102 C6H140 000108-20-3 46
5 Octaethylene glycol monododecyl ... 538 C28H5809 003055-98-9 43

Abundance Scan 2558 (18.233 min): BM028471.D\data.ms (-2552) (- m/z 45.05 100.00%

45.0
5000 89.0
e —
140.2 18.00 18.50
ob— Ml gy “1§‘4‘.2‘ 228.2260.2 m/z 43.10 51.64%
miz--> 50 100 150 200 250
Abundance #91747: Pentaethylene glycol
43.0
5000 — ——
89.0 18.00 18.50
m/z 57.10 49.72%
133.0
01\5‘\0‘”\‘ \“‘ H\ . h\‘ ‘M\ 't \‘\ ‘16\3\0\195‘0\ L B B
m/z--> 50 100 150 200 250
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
—— ——
18.00 18.50
5000 ITI/Z 89.05 37.92%
89.0
133.0
oLl Loy dy 77 177.0207.0 251.0283¢
e e ey A e
m/z--> 50 100 150 200 250
Abundance #165400: Heptaethylene glycol o ——
43.0 18.00 18.50
m/z 85.10 27.49%
5000 89.0
133.0
0850, | | 4 |, | 177.0207.0230.0 2830
A B e e e B e e e —— ——
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM012021.M Thu Jan 21 10:50:43 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Pentaethylene glycol monodo... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.886 229.06 ng 4755920 Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 72
2 Pentaethylene glycol 238 C10H2206 004792-15-8 68
3 Hexaethylene glycol 282 C12H2607 002615-15-8 68
4 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 64
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 1000352-13-2 59
Abundance Scan 2839 (19.886 min): BM028471.D\data.ms (-2834) (- m/z 45.10 100.00%
45.1
89.1
5000
— —
‘ ‘ M 84.2 19.50 20.00
ol “ Ly “H“ ‘ ‘1‘ 1222822722 3850y g9.1e  52.48%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #214415: Pentaethylene glycol monododecyl ether
45.0
5000 89.0 N L
19.50 20.00
m/z 43.10 45.02%
133 0
ot || \\ Ly, | 1770 2570 310.0363.0407.
L ‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #91750: Pentaethylene glycol
45.0
— —
89.0 19.50 20.00
5000 m/z 57.10 42.61%
3.0
ol d L “‘ pmm_1?7‘9_??9‘0”H_m_mw
miz--> 50 100 150 200 250 300 350 400
Abundance #128695: Hexaethylene glycol “ —
45.0 19.50 20.00
m/z 71.10 25.08%
5000 89.0
133.0
obtdipdy T a8s0z00 T
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BM012021.M Thu Jan 21 10:50:44 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heptaethylene glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.210 255.49 ng 5304780 Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 81
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 81
3 Hexaethylene glycol 282 C12H2607 002615-15-8 81
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 74
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 74

Abundance Scan 3064 (21.210 min): BM028471.D\data.ms (-3059) (- m/z 45.05 100.00%

45.0
5000
— 1
‘ H 1331 21.00 21.50
0 "H‘HWM$WMwLw_%?4?‘??9?‘?9%¥335§"Hﬁ¥59‘ m/z 89.85 55.27%
mlz--> 50 100 150 200 250 300 350 400
Abundance #165400: Heptaethylene glycol
43.0
5000 —— -
21.00 21.50
m/z 43.10 42.78%
133.0
O T \‘“\‘ \“““\ \“‘f“\ ‘H\ T \l‘\ ‘ TT 12\0‘7\.9\ T ‘ \2\8\3\.?\ L ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
—— —
21.00 21.50
5000 m/z 57.10  39.16%
133.0
SRS EUN PN 2T S
miz--> 50 100 150 200 250 300 350 400
Abundance #128698: Hexaethylene glycol T —
45.0 21.00 21.50
m/z 71.10 23.63%
5000
133.0
ol lludyf 10200 e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.421 217.79 ng 4522050 Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 81
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 81
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 81
4 3,6,9,12,15-Pentaoxanonadecan-1-0l1 294 C14H3006 001786-94-3 74
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 74

Abundance Scan 3270 (22.421 min): BM028471.D\data.ms (-3264) (- m/z

45.10 100.00%

451
5000
1331 1
‘ H 22.50
ol Al b, w 184.2029.2 2831 33523851 m/z 89.05 59.03%
mlz--> 50 100 150 200 250 300 350 400
Abundance #165400: Heptaethylene glycol
43.0
5000 T
2250
39.52%

133.0
O T \‘“\‘ \“ ‘ ‘“\ \“‘f “\ ‘H\ T \l‘\ ‘ TT 12\0‘7\.9\ T ‘ \2\8\3\.?\ L ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0

5000

Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e

2250
36.18%

133.0
ol aor0 o
miz--> 50 100 150 200 250 300 350 400

45.0 2250
m/z 87.1 21.99%
5000
133.0
0 \u‘“\l‘u \J 1 207.0252.0 327.0
L B LA e o ey —
m/z--> 50 100 150 200 250 300 350 400 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cannabinol, O-trimethylsilyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.492 180.93 ng 3756660 Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cannabinol, O-trimethylsilyl- 382 C24H3402Si1 064846-18-0 59
2 4-(2,3,4,6-Tetramethylphenyl)-tr... 382 C20H22N404 1000243-17-2 59
3 8H-Dinaphtho[2,3-c:2",3"'-g]carba... 367 C28H17N 000313-87-1 42
4 Benzenamine, 4-methyl-N-(triphen... 367 C25H22NP 002327-67-5 33
5 Benzoic acid, 4-[[1-ox0-3-(4-phe... 367 C21H25N303 330556-70-2 9

Abundance Scan 3282 (22.492 min): BM028471.D\data.ms (-3276) (-  m/z 367.15 100.00%

367.1
5000
77.1 -
ol b b L AT 25112000 | 14151 ) 368,15 23.35%
mlz--> 50 100 150 200 250 300 350 400
Abundance #203624: Cannabinol, O-trimethylsilyl-
367.0
5000 1T
22.50
m/z 77.10 22.41%
73.0 310.0
0 1550 2380 "7 ‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\ \\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #203245: 4-(2,3,4,6-Tetramethylphenyl)-trans-3-buten-2-
367.0
185.0 IR
22.50
5000 3200 m/z 382.15  13.34%
274.0
280 770 27, || o did
ok ‘.u‘ Pl | g ‘M‘\m‘ ol Wl‘ bl u‘ T ‘Hu‘ b ‘i i Pr
miz--> 50 100 150 200 250 300 350 400
Abundance #194964: 8H-Dinaphtho[2,3-c:2',3"-g]carbazole =
367.0 22.50
m/z 115.05 9.64%
5000
5270 780 137.01820 5480 3130
A B e o e B o T
m/z--> 50 100 150 200 250 300 350 400 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-[2-[2-[2-[2-[2-[2-[2-[2-[... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.921 208.94 ng 3705620 Perylene-di2 23.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 87
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 87
3 Heptaethylene glycol 326 C14H3008 005617-32-3 83
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 83
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 582 C22H46012 1000352-13-2 76

Abundance Scan 3525 (23.921 min): BM028471.D\data.ms (-3518) (- m/z 45.10 100.00%

45.1
5000
133.0
il oma
ok b Ly 12071 272.1327.1379.24301 4/, g9 @5 58.92%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
458.0
5000 1
24 00
133.0 38.15%
0 o J ' I ‘\ ’ ,207.0 283.0
‘\\\\‘\\\\‘\ff\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0
24 00
5000 33.53%
133.0
0 ) J || “\ | \‘ ,207.0 263.0 327.0
e e e e e S e e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #165400: Heptaethylene glycol T
45.0 24 00
m/z 22.97%
5000
133.0
opotd bl il 2000 2830
m/z--> 0 50 100 150 200 250 300 350 400 450 24 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Phosphoric acid, bis[(1,1-d... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.392 97.79 ng 1734390 Perylene-di2 23.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, bis[(1,1-dimeth... 438 C26H3104P 065652-41-7 99
2 1,5-Bis[4-fluorophenyl]-2,5-dihy... 438 C27H20F2N4 004447-85-2 59
3 1-(3,4-Diethoxybenzyl)-6,7-diiso... 423 C26H33NO4 068490-00-6 50
4 4,14-Dimethyl-2,3-secocholesta-3... 423 C30H49N 028370-79-8 40
5 3-Fluoro-6-trifluoromethylbenzam... 423 C15H10F4INO 1000358-08-6 5

Abundance Scan 3605 (24.392 min): BM028471.D\data.ms (-3599) (-  m/z 423.20 100.00%

428.2
5000
204.1

77.1
‘ ‘ ‘ |15 ‘ so11 367.1 | 24.00 24.50
VT Y T 4lUM‘wum‘mu_m_m_m‘ m/z 424.15  27.64%
miz--> 50 100 150 200 250 300 350 400
Abundance #224237: Phosphoric acid, bis[(1,1-dimethylethyl)phenyl]
428.0
5000 T
24.00 24 50
570 1150 204.0 m/z 204.1 19.94%
AL L. 210 3670
O\\\“\\1\“l‘\“\T‘W“\‘\H\‘!‘l‘\\\\‘\\\\l‘\\\\‘\‘\\\‘\\\‘\‘
miz--> 50 100 150 200 250 300 350 400
Abundance #224248: 1,5-Bis[4-fluorophenyl]-2,5-dihydro-2,2-dimethy
428.0
24 00 24 50

o

95.0 219.0
49.0 ‘ 327.0
b bl 2020, 2730 L L
miz--> 50 100 150 200 250 300 350 400

Abundance #219981: 1-(3,4-Diethoxybenzyl)-6,7-diisopropoxy-isoquil
423.0 24 00 24 50

m/z 91.10  15.45%

338.0
5000
131.0 179.0 ‘ } ‘ ‘ ‘
] Li il ) \\H H\

o S B st A 1 “
miz--> 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 28-Nor-17.beta.(H)-hopane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
24.904 46.98 ng 833187 Perylene-di2 23.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 62
2 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 52
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38
5 (-)-Neoclovene-(II), dihydro- 206 C15H26 1000152-83-6 35

Abundance Scan 3692 (24.904 min): BM028471.D\data.ms (-3687) (- m/z 191.10 100.00%

191.1
95.1
5000
il -
383.3 :
ol “ i MM“ ‘L'J“Mm‘u‘w‘ 132852 3302770 4741 ., 95.10  52.38%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
5000 T
109.0 25.00
398.0 m/z 8l.10 51.82%
260.0
O TTT ‘ T 1T “L; ‘l i“ \“\‘L‘\ ‘ \‘\ T \“ T T ‘:\3?\8\0“\ T \‘\“ TTTT ‘ TTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66096: .beta.-iso-Methyl ionone
191.0
—r
25.00
500028.0 m/z 177.10  48.33%
135.0
RIS EIVI U
miz--> 50 100 150 200 250 300 350 400 450
Abundance #190938: Anthracene, 9-dodecyltetradecahydro- P
191.0 25.00
95.0 m/z 55.18  38.58%
50001 43.0 wkf“/\\/\mj\
nn 2640 3600
oHw4““‘“‘4‘“”‘”u_‘H_ulwm“l‘m_”wm —r
m/z--> 50 100 150 200 250 300 350 400 450 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
25.592 78.60 ng 1394010 Perylene-di2 23.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 50
2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 47
3 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 41
4 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 35
5 5-(7a-Isopropenyl-4,5-dimethyl-o... 290 C20H340 1000193-54-0 35

Abundance Scan 3809 (25.592 min): BM028471.D\data.ms (-3803) (-  m/z 191.15 100.00%

191.2
5000 95.1
¥ ] | s
oh “‘ ‘h‘ ‘ H | ” “\ Ly, 201 so7a T3 4750 o5 16 46.08%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen:
191.0
5000 — :
57.0 25.50
m/z 81.10 40.69%
107.0
O\\\“‘\‘\‘\‘\h‘\‘\‘l\‘”\‘i‘\‘\”‘\ “\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-c
191.0
T \
25.50
5000 ITI/Z 69.10 36.41%
43.0 123.0
I T N E U § E—
miz--> 50 100 150 200 250 300 350 400 450
Abundance #66096: .beta.-iso-Methyl ionone — ‘
191.0 25.50
m/z 55.10 25.60%
000 %JVJU
135.0
m/z--> 50 100 150 200 250 300 350 400 450 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM028471.D

Acqg On : 20 Jan 2021 17:06
Operator : CG/JU

Sample : M1125-08 5X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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|
1-Heptanol, 2-p... 10.999 287.1 ng 3943830 2 10.846 274749 20.0
Phenol, p-tert-... 12.181 39.2 ng 538812 2 10.846 274749 20.0
unknown13.628 13.628 44.4 ng 2184260 3 14.669 984082 20.0
n-Tridecan-1-o0l 14.310 62.5 ng 3076830 3 14.669 984082 20.0
1-Dodecanamine, ... 14.610 90.1 ng 4433820 3 14.669 984082 20.0
1-Dodecanol 15.304 76.9 ng 3783140 3 14.669 984082 20.0
1-Tetradecanami... 16.416 366.6 ng 8523470 4 17.404 465041 20.0
unknown16.557 16.557 274.6 ng 6385770 4 17.404 465041 20.0
unknownl7.086 17.086 59.9 ng 1393830 4 17.404 465041 20.0
2-Bromo dodecane 17.198 29.1 ng 677134 4 17.404 465041 20.0
Pentaethylene g... 18.233 185.4 ng 4310040 4 17.404 465041 20.0
Pentaethylene g... 19.886 229.1 ng 4755920 5 21.533 415264 20.0
Heptaethylene g... 21.210 255.5 ng 5304780 5 21.533 415264 20.0
2-[2-[2-[2-[2-[... 22.421 217.8 ng 4522050 5 21.533 415264 20.0
Cannabinol, O-t... 22.492 180.9 ng 3756660 5 21.533 415264 20.0
2-[2-[2-[2-[2-[... 23.921 208.9 ng 3705620 6 23.821 354710 20.0
Phosphoric acid... 24.392 97.8 ng 1734390 6 23.821 354710 20.0
28-Nor-17.beta.... 24.904 47.0 ng 833187 6 23.821 354710 20.0
1-Penten-3-one,... 25.592 78.6 ng 1394010 6 23.821 354710 20.0
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