LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29588.D

Acqg On : 22 Apr 2021 04:29
Operator : CG/JU

Sample : M2114-03

Misc :

ALS Vvial : 16 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@29588.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.240 395 400 414 rBV 572622 879849 10.11%  2.938%
2 6.822 662 669 686 rBv2 350424 701285 8.06% 2.342%
3 7.645 802 809 818 rBV 239305 390184 4.48%  1.303%
4 8.798 997 1005 1023 rBV 956985 1613739 18.54% 5.388%
5 10.422 1275 1281 1298 rBV 332806 575166 6.61% 1.920%

6 12.904 1696 1703 1718 rBV 3412085 4929941 56.64% 16.
7 13.186 1745 1751 1760 rVB 67224 110452 1.27% ©
8 13.745 1840 1846 1856 rBV 143632 211579 2.43% ©.706%
9 14.286 1931 1938 1948 rBV 676779 973922 11.19% 3
10 15.039 2060 2066 2072 rBV 325362 408346 4.69% 1

11 15.780 2185 2192 2207 rBV 3164407 4403948 50.60% 14.705%
12 17.027 2398 2404 2415 rBV 881466 1264570 14.53%  4.222%
13 17.939 2553 2559 2567 rBV 249828 371240  4.27%  1.240%
14 19.221 2772 2777 2788 rBV 138914 221009 2.54% ©.738%
15 19.662 2846 2852 2862 rBV 7501982 8704149 100.00% 29.063%

16 20.939 3064 3069 3076 rBV 568269 756750  8.69%  2.527%
17 21.209 3110 3115 3126 rBV 1407706 1728108 19.85% 5.770%
18 23.403 3481 3488 3496 rBV2 923005 1705089 19.59% 5.693%

Sum of corrected areas: 29949326
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29588.D

Acqg On : 22 Apr 2021 04:29
Operator : CG/JU

Sample : M2114-03

Misc :

ALS vial : 16 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: BM029588.D\data.ms
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Abundance TIC: BM029588.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29588.D

Acqg On : 22 Apr 2021 04:29
Operator : CG/JU

Sample : M2114-03

Misc :

ALS vial : 16 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 1 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.186 2.27 ng 110452  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 91
2 Metacetamol 151 C8H9NO2 000621-42-1 64
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59
4 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 50
5 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 50
Abundance Scan 1751 (13.186 min): BM029588.D\data.ms (-1745) (- m/z 43.05 100.00%
3.0
109.1
5000 151.1
69.1 o oo
‘ ‘ ‘ 1731 2070 13.00 13.50
0 Mw“,wm Mgk lh B A AR 2070 s 109,00 75.20%
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 SR —
13.00 13.50
69.0 m/z 151.05  49.24%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109.0
| S | W
13.00 13.50
5000 151.0 m/z 41.05 32.11%
43.0
80.0
150 | | [ | |
e S
m/z--> 20 40 60 80 100 120 140 160 180 200 MMMAW
Abundance #24949: m-Isopropoxyaniline B T
109.0 13.00 13.50
m/z 69.10 18.64%
5000
151.0
80.0
R U I S Loal
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@29588.D

Acqg On : 22 Apr 2021 04:29
Operator : CG/JU

Sample : M2114-03

Misc :

ALS vial : 16 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 Diethyltoluamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.039 8.39 ng 408346  Acenaphthene-d10 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 96
2 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 93
3 Bicyclo[6.3.0]undeca-1,6-dien-3-... 190 C13H180 1000164-02-3 78
4 1-Propanone, 2-methyl-1-(2-methy... 162 C11H140 002040-21-3 58
5 4-Methylbenzoic acid, pentafluor... 302 C14H7F502 1000354-15-1 52
Abundance Scan 2066 (15.039 min): BM029588.D\data.ms (-2060) (-  m/z 119.10 100.00%
119.1
5000 91.1 190.1
65.1 ‘15\00‘ I
42.1 ‘ 162.1 .
OF et phspr ek et e e m/z 190,100 47.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53785: Diethyltoluamide
119.0
5000 190.0 — ‘
9L.0 15.00
65.0 m/z 91.10 43.60%
0 39 0 I Ly ‘ 16\20 | 1
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53813: Benzamide, N,N-diethyl-4-methyl-
119.0
T \
15.00
5000 m/z 191.10 17.35%
91.0
190.0
65.0
Bl B 14001620 |
Ottt e e e e e

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

Abundance #53123: Bicyclo[6.3.0Jundeca-1,6-dien-3-one, 5,5-dimeth b ‘
119.0 15.00

m/z 65.10 16.80%

69.0 190.0
5000

41.0 ‘
I “ (TN Hh I \‘ | ‘\14\70 |

m/z--> 20 40 80 100 120 140 160 180 200 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29588.D

Acqg On : 22 Apr 2021 04:29
Operator : CG/JU

Sample : M2114-03

Misc :

ALS vial : 16 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 3
R.T. EstConc Area Relative to ISTD R.T.

17.939 5.87 ng 371240 Phenanthrene-d10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Octadecanoic acid 284 C18H3602 000057-11-4 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2559 (17.939 min): BM029588.D\data.ms (-2553) (-  m/z 73.05 100.00%
73.0

5000
129.1 213.2

—

171.1 256.1 ‘18‘ ‘

b L L | 355. -
0 b b Ll L 998 43,10 95, 00%

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 T
18.00

m/z 41.05 86.22%

171.0 213.0 256.0
o U T
m/z--> 50 100 150 200 250 300 350
Abundance #72648: Tridecanoic acid
73.0

18.00
5000 m/z 60.00 83.40%
129.0
29.0 ‘ 171.0 5949

oLt ‘\‘ L“““ I ‘\\M‘ ‘\H“L ‘N‘\‘ kol ‘\M‘ b “ | “\ P

m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid T
73.0 18.00

m/z 55.05 72.03%

5000 129.0
185.0  241.0 284.0
0 || | \M 1 I | ‘\ [ ‘ L

m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29588.D

Acqg On : 22 Apr 2021 04:29
Operator : CG/JU

Sample : M2114-03

Misc :

ALS vial : 16 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.221 2.56 ng 221009 Chrysene-d12 21.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2777 (19.221 min): BM029588.D\data.ms (-2772) (- m/z 43.10 100.00%

3.1
5000
—— ——
19.00 19.50
ob— ‘ : m/z 73.05 93.59%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 RS- e
83.0 19.00 19.50
' 185.0 284.0 m/z 41.10 77.78%
. 241.0 ‘ . . (]
oL ““ H‘ m‘\‘ﬂh“w w““\‘ ‘L “\‘ “ ‘\‘\‘ “\ ’\‘ . ‘\‘ R
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
73.0
— ——
19.00 19.50
5000 129.0 m/z 60.00 77.05%
29.
199.0 242.0
ok, Hd‘u‘\ MM H‘\N‘\‘m} “‘\“‘ “ ;“‘ L N
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid A P
60.0 19.00 19.50
m/z 57.05 72.27%
5000 129.0
‘ 171.0 213.0 256.0
ol bl VT L L ) e
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29588.D

Acqg On : 22 Apr 2021 04:29
Operator : CG/JU

Sample : M2114-03

Misc :

ALS vial : 16 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 5 E-15-Heptadecenal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.939 8.76 ng 756750 Chrysene-d12 21.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 3069 (20.939 min): BM029588.D\data.ms (-3064) (- 43.05 100.00%
43.0 83.1
5000
25 1
21 00
ol B “‘ ! %W%‘Z??“l‘ 2803 3419 sy ss 91.78%
miz--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal
43.0
83.0
5000
21 00
m/z 57.1 87.00%
5.0
T \ L \\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0
21 00
5000 m/z 83. 86.17%
25.0
LLLLTL,  eso
0 b ‘Mh,‘mH‘WH,HH_HW
miz--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57.0 21 00
m/z 69.0 82.23%
7.0
5000
0 \‘ I “ \H\ ) %\'3\‘90 1820 2240 289'0
il “ b S
m/z--> 50 100 150 200 250 300 350 21 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42121\
Data File : BM@29588.D

Acqg On : 22 Apr 2021 04:29
Operator : CG/JU

Sample : M2114-03

Misc

ALS Vvial : 16 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... 13.186 2.3 ng 110452 3 14.286 973922 20.0
Diethyltoluamide 15.039 8.4 ng 408346 3 14.286 973922 20.0
n-Hexadecanoic ... 17.939 5.9 ng 371240 4 17.027 1264570 20.0
Octadecanoic acid 19.221 2.6 ng 221009 5 21.209 1728110 20.0
E-15-Heptadecenal 20.939 8.8 ng 756750 5 21.209 1728110 20.0
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