LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29584.D

Acqg On : 22 Apr 2021 02:03
Operator : CG/JU

Sample : M2111-05

Misc :

ALS Vvial : 12 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-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29584.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.245 394 401 423 rBV 1069980 1587879 23.73% 5.945%
2 6.822 662 669 684 rBV 1104478 1821784 27.23% 6.820%
3 7.645 801 809 817 rBV 278380 439509 6.57% 1.645%
4 8.798 998 1005 1017 rBV 639636 1101037 16.46% 4.122%
5 10.422 1272 1281 1298 rBV 352111 626994  9.37%  2.347%

6 12.904 1696 1703 1717 rBV 2253476 3350684 50.08% 12.
7 13.192 1745 1752 1759 rBV 249429 381205 5.70% 1
8 13.751 1841 1847 1857 rBV 91228 139984 2.09% ©.524%
9 14.286 1931 1938 1952 rBV2 703792 1047437 15.65% 3
10 15.421 2127 2131 2142 rBV 93173 148352 2.22% o

11 15.774 2185 2191 2210 rBV 1997769 2935038 43.87% 10.988%
12 17.027 2398 2404 2416 rBV 938015 1375284 20.55% 5.149%
13 17.933 2553 2558 2567 rBV 104420 169023 2.53% 0.633%
14 19.568 2832 2836 2841 rBV 57952 67492 1.01% 0.253%
15 19.662 2846 2852 2865 rBV 5669277 6691053 100.00% 25.049%

16 20.939 3064 3069 3080 rBV 415503 617303  9.23%  2.311%
17 21.209 3110 3115 3123 rBV 1441222 1826185 27.29% 6.837%
18 21.821 3215 3219 3227 rVB3 123653 203504 3.04% 0.762%
19 22.050 3255 3258 3265 rVB3 130343 156425 2.34% 0.586%
20 22.386 3311 3315 3320 rVB 97806 134368 2.01% 0©.503%

21 23.403 3481 3488 3502 rVB2 1011497 1891126 28.26% 7.080%

Sum of corrected areas: 26711666
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29584.D

Acqg On : 22 Apr 2021 02:03
Operator : CG/JU

Sample : M2111-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM029584.D\data.ms
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Abundance TIC: BM029584.D\data.ms
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Abundance TIC: BM029584.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29584.D

Acqg On : 22 Apr 2021 02:03
Operator : CG/JU

Sample : M2111-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.192 7.28 ng 381205  Acenaphthene-d10 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 p-Isopropoxyaniline 151 CSH13NO 007664-66-6 59
3 1,4-dihydroxy-p-menth-2-ene 170 C10eH1802 1000374-16-9 47
4 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 43
5 Allyltrivinylsilane 150 C9H14Si 115946-69-5 43

Abundance Scan 1752 (13.192 min): BM029584.D\data.ms (-1745) (-  m/z 43.05 100.00%

43.0
109.1
151.1
5000
69.1 R
‘ ‘ 13 00 13.50
0 Mw‘mwh“ Mgl e Uy m/z 109.10  76.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘ ‘
13.00 13.50
69.0 m/z 151.05 57.48%
O \\ \‘ \‘\‘\ \“‘“\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\ ’ \ \M\ ’ TT T ’ T 1 T ’ T \‘\ T ’]\-?\2\.’0\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24948: p-Isopropoxyaniline
109.0
—
1300 13.50
5000 m/z 41.10 30.91%
80.0 151.0
20 830 | | |
(O A B o e R mmaa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37945: 1,4-dihydroxy-p-menth-2-ene Pt et
109.0 13.00 13.50
m/z 69.10 16.60%
43.0
5000
81.0
ol il b g L 2280 L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29584.D

Acqg On : 22 Apr 2021 02:03
Operator : CG/JU

Sample : M2111-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl5.421 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.421 2.83 ng 148352  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 58
2 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 38
3 Metacetamol 151 C8HINO2 000621-42-1 38
4 2-Cyclohexen-1-0l1, 2-methyl-5-(1... 152 C10H160 001197-06-4 38

5 (7,7-Dimethyl-2-oxobicyclo[2.2.1... 250 C1@H15C103S 1000194-76-1 37

Abundance Scan 2131 (15.421 min): BM029584.D\data.ms (-2127) (- m/z 43.05 100.00%
43.0

109.1
5000 213.2
151.1
—=
‘ Tmr 255 15.50
obrerreelbat L e L TR ) 16e.10 83.70%
m/z--> 20 40 60 80 100120140 160 180 200 220240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 T I T T /\\
15.50
m/z 213.20 46.34%
‘ | 81.‘0
0 :!-\5\.9‘\‘\ \“‘V\‘\“\H‘ \“‘\‘\ \HJ‘\ \‘\H\ ] \“1”1‘\ “\ T H‘ TT 1 BE \‘\ T \.‘ T T
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #25270: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-
109.0
67.0 LN
15.50
5000 ITI/Z 151.05 37.50%
137.0
m/z--> 20 40 60 80 100120140160 180 200 220 240 [\
Abundance #24779: Metacetamol R
109.0 15.50
m/z 41.10 34.08%
5000 151.0
43.0
80.0
15.0 M |
O e e e e e e
m/z--> 20 40 60 80 100120140 160 180 200 220240 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29584.D

Acqg On : 22 Apr 2021 02:03
Operator : CG/JU

Sample : M2111-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.933 2.46 ng 169023  Phenanthrene-die 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Nonanoic acid 158 C9H1802 000112-05-0 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 25

Abundance Scan 2558 (17.933 min): BM029584.D\data.ms (-2553) (- m/z 73.00 100.00%
73

3.0
43.1
5000
129.1 213.2
| 1711 2561 18.00
0l W‘ w“\“ w‘”‘w‘w o ‘u ‘L “w\ B - “M m/z 60.80 82.51%
m/z--> 50 100 150 200 250
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T
129.0 18.00
m/z 43.10 79.71%
171.0
O — ““ m ‘H‘H H“ ‘HM‘“‘ Mh‘\“ M‘H} ‘\\ ‘ “ “ “‘m‘ - \‘ — “ ——
m/z--> 50 100 150 200 250
Abundance #72648: Tridecanoic acid
73.0
——
43.0 18.00
5000 m/Z 41.10 71.50%
129.0
1710 2140
01‘4‘1‘0‘\‘ Ud ‘u‘u‘ ‘Mh“‘ ‘\H“‘\ “H‘\‘\} L ‘\M‘ “\ “‘ | “\‘ —
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid 7
43.0 73.0 18.00
m/z 55.05 66.36%
5000 129.0
‘ 199.0 2420
ol L m ‘H‘n il “HM‘“‘ nh\‘\‘ M‘u; “‘ ‘1‘57‘\-0;“ ‘i o ‘L - —
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29584.D

Acqg On : 22 Apr 2021 02:03
Operator : CG/JU

Sample : M2111-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.939 6.76 ng 617303 Chrysene-d12 21.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Tricosene 322 C23H46 018835-32-0 93
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 3069 (20.939 min): BM029584.D\data.ms (-3064) (- m/z 43.05 100.00%
5000
YN
21.00
41 2081 2811
ol -k “ “H‘ LA e 2081 PR 3420 4291 4,0 57.65  92.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55.0
5000 /\“ T T T T \"/\\\
11.0 21.00
m/z 55.10 84.99%
I,
O\‘W’ \\’ 1’\\\\"\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
=
21.00
5000 m/z 83.10 81.60%
11.0
169.0 238.0
ok LM ‘h Wbt 2830
miz--> 50 100 150 200 250 300 350 400
Abundance #163016: 1-Tricosene ‘
57.0 21.00
m/z 69.05 77.43%
5000
11.0
322.0
o L 000 2200 22 I\

m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29584.D

Acqg On : 22 Apr 2021 02:03
Operator : CG/JU

Sample : M2111-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Cyclopentane, (2-methylbutyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.821 2.23 ng 203504 Chrysene-d12 21.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 50
2 n-Nonadecanol-1 284 C19H400 001454-84-8 49
3 Cyclooctane, methyl- 126 CO9H18 001502-38-1 46
4 1-Octadecanol 270 C18H380 000112-92-5 43
5 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 43

Abundance Scan 3219 (21.821 min): BM029584.D\data.ms (-3215) - m/z 83.05 100.00%
0

83.
5000
207.1 2811 = e
338.9 4008 21.50 22.00
0! m/z 69.10 82.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69.0
5000 s T
21.50 22.00
m/z 97.10 75.48%
0 \\h\w“”\‘ \‘\“\‘\1\4\‘0"0\\\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1
83.0
Posereprn] t4ten
21.50 22.00
5000 m/z 55.10 74.19%
29. 39.0
LAl pee, o
R . R —
m/z--> 50 100 150 200 250 300 350 400
Abundance #11532: Cyclooctane, methyl- — ——
55.0 21.50 22.00
m/z 43.10 68.23%
5000 111.0 JLWMMMW%/\NNMAWWﬁK
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29584.D

Acqg On : 22 Apr 2021 02:03
Operator : CG/JU

Sample : M2111-05

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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|
2,4,7,9-Tetrame... 13.192 7.3 ng 381205 3 14.286 1047440 20.0
unknown15.421 15.421 2.8 ng 148352 3 14.286 1047440 20.0
n-Hexadecanoic ... 17.933 2.5 ng 169023 4 17.027 1375280 20.0
Cyclohexadecane 20.939 6.8 ng 617303 5 21.209 1826190 20.0
Cyclopentane, (... 21.821 2.2 ng 203504 5 21.209 1826190 20.0
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