LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124262.D

Acqg On : 11 Jun 2021 15:50
Operator : JU/CG

Sample : M2625-06

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_F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124262.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 13 18 23 rBV2 19661 24173 1.46% 0.247%
2 5.057 501 505 512 rVB 120248 155087 9.37% 1.584%
3 5.475 571 576 579 rBV 1334448 1214249 73.39% 12.405%
4 5.851 637 640 645 rBB 23778 20740 1.25% 0.212%
5 6.487 743 748 751 rBV 1276090 1224644 74.01% 12.511%
6 6.839 805 808 811 rBV 268838 202536 12.24%  2.069%
7 7.404 899 904 907 rBV 913360 843701 50.99% 8.619%
8 8.022 1006 1009 1016 rBV 36327 41663  2.52% 0.426%
9 8.122 1022 1026 1029 rBV 309024 248604 15.03% 2.540%
10 9.204 1205 1210 1212 rBV 1765719 1611691 97.41% 16.465%
11  9.880 1321 1325 1328 rBV 386807 318301 19.24%  3.252%
12 10.674 1455 1460 1463 rBV 1339485 1205877 72.88% 12.319%
13 11.369 1574 1578 1581 rBV 381398 326317 19.72% 3.334%
14 11.892 1664 1667 1673 rBV 70492 60768 3.67% 0.621%
15 12.680 1797 1801 1806 rBvV2 24728 26947 1.63% 0.275%

16 12.957 1843 1848 1851 rBV 1853418 1654590 100.00% 16.
17 13.868 1996 2003 2014 rBV5 42694 101797 6.15%
18 14.010 2023 2027 2031 rBV 252335 224118 13.55%
19 14.762 2152 2155 2162 rVB 45833 48971 2.96%
20 15.492 2274 2279 2284 rBV 189436 233835 14.13%

NONEO
N
O
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R

Sum of corrected areas: 9788609
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
BF124262.D

: 11 Jun 2021 15:50

Ju/CaG

: M2625-06

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124262.D\data.ms
1500000
5.475 6.487
1000000 7.404
500000
6.839
5.057
0 .193 5.851
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF124262.D\data.ms
9.204 12.957
1500000
10.674
1000000
500000
9.880 11.369
8.122
8.02 L 11.892 12.680
0 e T 7 7 — T 7 - ‘ R e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF124262.D\data.ms
1500000
1000000
500000
14.010 15.492
13.868 14.762
0 T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF060321.M Sat Jun 12 04:34:46 2021

Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124262.D

Acqg On : 11 Jun 2021 15:50
Operator : JU/CG

Sample : M2625-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknown2.193 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.193 2.39 ng 24173  1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 9
2 Methane, nitroso- 45 CH3NO 000865-40-7 4
3 Glycine 75 C2H5NO2 000056-40-6 4
4 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 2
5 Formamide 45 CH3NO 000075-12-7 2
Abundance  Scan 18 (2.193 min): BF124262.D\data.ms (-13) (-) m/z 75.00 100.00%
78.0
5000 451
A
57.0 2.20 2.40 2.60
\\\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\ m/z 45.19 59.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
5000 290 450 ‘_‘ﬁ‘A‘A‘/\HMA‘A‘/
2.20 2.40 2.60
m/z 73.10 49.73%
“‘\‘\ ‘\“ 5\7‘w0 il 87.0 103.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #92: Methane, nitroso-
30.0 A
45-0 \‘\\\\‘\\\\‘\\
2.20 2.40 2.60
5000 ITI/Z 41.10 29.99%
15.0
S
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #870: Glycine AL -
30.0 2.20 2.40 2.60
m/z 47.10 27.01%
5000
75.0
45.0
SN NI - AN AN L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124262.D

Acqg On : 11 Jun 2021 15:50
Operator : JU/CG

Sample : M2625-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.057 15.31 ng 155087 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 38
3 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
4 3-Pentanol 88 C5H120 000584-02-1 17
5 2-Nonanone 142 CS9H180 000821-55-6 12
Abundance Scan 505 (5.057 min): BF124262.D\data.ms (-501) (-) m/z 43.05 100.00%
3.0
59.0
5000
101'0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
83.0 4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\“Hi‘\\‘\\‘\“\‘\\\\‘HH‘\‘\.H‘HH‘H\H‘\ m/Z 59.00 73.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI L B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 24.97%
\\\‘\\\\‘\\\‘3!”:‘%\.(\)\\“‘}\\\‘\\}\‘\\\\‘\\\\?%;9\‘\\\]-\()“]\“\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #256: Guanidine
43.0 59.0
S RRRRMEEAE
4.80 5.00 5.20 5.40
5000 18.0 m/z 58.00 21.83%
1.0
e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl- T ERREEEEE
31.0 59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.23%
5000
3.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124262.D

Acqg On : 11 Jun 2021 15:50
Operator : JU/CG

Sample : M2625-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.851 2.05 ng 20740 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 40
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 Guanidine, methyl- 73 C2H7N3 000471-29-4 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 640 (5.851 min): BF124262.D\data.ms (-637) (-) m/z 43.00 100.00%

3.0 3.1
5000
573 115.2 5.60 5.80 6.00 6.20
H\‘\H\‘H\\‘HH“‘H‘H‘H‘\‘\"HH‘HH‘\\H‘\H\‘\H\‘H‘H‘H m/z 73.16 92.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 LB e e e
5.60 5.80 6.00 6.20
m/z 41.10 15.31%
115.0
H\‘]\-\5\'(\)‘\\2\8[-(\)\H‘[H”H[‘\s\‘e}.\(‘]\\H‘\}H‘\\H‘Hl\o\?\.?\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #739: Acetamide, N-methyl-
30.0 43.0 73.0 A
e
5.60 5.80 6.00 6.20
5000 58.0 m/z 115.20 13.07%
15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2138: Propane, 2-methoxy-2-methyl- R EAREEEREY
73.0 5.60 5.80 6.00 6.20
m/z 41.90 8.94%
5000
41.0 57.0
o |
R ma o o R e ARRsaTETS o e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124262.D

Acqg On : 11 Jun 2021 15:50
Operator : JU/CG

Sample : M2625-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.022 3.35 ng 41663  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 53
3 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 42

4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204 000143-22-6 42
5 2-Hexanol 102 C6H140 000626-93-7 36

Abundance Scan 1009 (8.022 min): BF124262.D\data.ms (-1006) (-) m/z 57.10 100.00%

57.1
5000 41.1
Rmaas e R
‘ 87.2 7.60 7.80 8.00 8.20 8.40
\\\\‘\\\\’M\\\H‘\\‘l‘\‘\‘\‘\\“\\\\‘\\\\‘\\\ m/z 45.09 82.56%
miz--> 20 40 60 80 100 120 140
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 290
7.60 7.80 8.00 8.20 8.40
75.0 m/z 41.10 49.93%
100.0
T \].:\349“ \" ‘H‘\ \‘!‘HH\ \‘1‘ ‘\“ \“{‘\ T “\ L ‘ \1??.\0‘ L
miz-> 20 40 60 80 100 120 140
Abundance #21998: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester
45.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 56.10 19.98%
29.0
75.0
AR PR A2
miz--> 20 40 60 80 100 120 140
Abundance #41450: Ethylene glycol diglycidyl ether Rmaas e maa
29.0 7.60 7.80 8.00 8.20 8.40
m/z 43.00 13.78%
5000
45.0
‘ 73.0 100.0
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124262.D

Acqg On : 11 Jun 2021 15:50

Operator : JU/CG

Sample : M2625-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: 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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.892 3.72 ng 60768 Phenanthrene-die 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid

2 Dodecanoic acid
3 n-Decanoic acid

256 C16H3202
200 C12H2402
172 C1eH2002

000057-10-3 95
000143-07-7 64
000334-48-5 53

4 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 43
5 Undecanoic acid, 10-bromo- 264 C11H21Bro02 018294-93-4 35
Abundance Scan 1667 (11.892 min): BF124262.D\data.ms (-1664) (1  m/z 60.00 100.00%
60.0
5000
129.0
‘H Mﬁ” 1712 2134 .o 1150 12.00
\H‘HH‘HHH\‘\W‘\‘\“ \H“‘HH\“\‘H\\“\H\“H‘H‘\‘\H“\H‘\‘HH‘HH“.\ m/z 57.16 89.62%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
5000 A‘A‘ s ‘AM‘ Loh gt
11.50 12.00
129.0 256.0 m/z 73.00 89.36%
L s, | 157018502120 7
\H‘H‘H“H\H\“\M\‘\‘HHH‘}““H‘MH\‘\‘H“\H\“\\‘H‘\‘\.H‘HH‘HH‘HH“\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #61121: Dodecanoic acid
73.0
43.0 11.50 12.00
5000 m/z 43.00 74.89%
129.0
157.0 2000
‘ 101.0 ‘ ‘
nsol b Mot
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #39472: n-Decanoic acid
60.0 11.50 12.00
m/z 55.00 73.18%
5000/ 29.0 129.0
87.0
LA f\
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124262.D

Acqg On : 11 Jun 2021 15:50
Operator : JU/CG

Sample : M2625-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl13.868 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.868 9.08 ng 101797 Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 43
2 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 43
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 43
4 1-Dodecanol, 2-octyl-, acetate 340 C22H4402 074051-84-6 43
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 43

Abundance Scan 2003 (13.868 min): BF124262.D\data.ms (-1996) (1  m/z 43.05 100.00%

43.0
3.2
5000
149 1 — —
‘H ‘ 2081 2811 13.50 14.00
il “w““‘,““ B m/z 55.85  88.54%
miz--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
510
5000 WM‘ —
13.50 14.00
m/z 69.10 72.83%
39.0
L\5 \Q‘\ \‘ H “ 1 T \ ‘\‘ : ‘\ T \‘ \2‘]-? \o\ \25‘5\.(\) T ‘ LI \35‘6\.(
m/z--> 50 100 150 200 250 300 350
Abundance #197139: Carbonic acid, isobutyl octadecyl ester
57.0
13.50 14.00
5000 m/z 83.15 62.80%
97.0
i ‘mh\ |1 13901830 2530
miz-> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0 13.50 14.00
97.0 m/z 97.20 60.98%
5000
| ‘u“ il \\w‘\ L3 ; ‘1‘89‘0‘ 2380 2950 Lt
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124262.D

Acqg On : 11 Jun 2021 15:50

Operator : JU/CG

Sample : M2625-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 9-Octadecenamide, (Z)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14762 4.19ng 48971 perylene-diz 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (2)- 281 C18HISNO 000301-02-0 68

2 Nonadecanamide 297 C19H39NO 058185-32-3 64
3 Carbonic acid, 2-ethoxyethyl 2,2... 264 C7H11C1304 1000331-44-6 53
4 Tetradecanamide 227 C14H29NO 000638-58-4 53
5 Dodecanamide 199 C12H25NO 001120-16-7 50

Abundance Scan 2155 (14.762 min): BF124262.D\data.ms (-2152) (-]

m/z 59.10 100.00%

59.1
5000
Lty el oy
97.2
163.0 207.1 280.9 357, 14.50 15.00
bl o T ST mjz ss.e0  60.88%
mlz--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (Z)-
59.0
5000 — e
14.50 15.00
m/z 43.10 49.93%
281.0
18. ‘H‘ H\ U“\ “4.\?;\-54 0 198 0 238 0 ‘
T ‘ L ‘ T T ’ \ 1T ‘ L ’ T
m/z--> 50 100 150 200 250 300 350
Abundance #142051: Nonadecanamide
59.0
—r —
14.50 15.00
5000 m/z 72.10  39.56%
97.0
|l 130018002220 2970
m/z--> 50 100 150 200 250 300 350
Abundance #114327: Carbonic acid, 2-ethoxyethyl 2,2,2-trichloroethy L ‘A ; L ‘ A‘
59.0 14.50 15.00
m/z 40.95 33.46%
5000
‘ ‘ 131.0
ALl L ges2200 A A
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124262.D

Acqg On : 11 Jun 2021 15:50
Operator : JU/CG

Sample : M2625-06

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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|
unknown2.193 2.193 2.4 ng 24173 1 6.839 202536 20.0
2-Pentanone, 4-... 5.057 15.3 ng 155087 1 6.839 202536 20.0
2-Pentanone, 4-... 5.851 2.0 ng 20740 1 6.839 202536 20.0
Ethanol, 2-(2-b... 8.022 3.4 ng 41663 2 8.122 248604 20.0
n-Hexadecanoic ... 11.892 3.7 ng 60768 4 11.368 326317 20.0
unknown13.868 13.868 9.1 ng 101797 5 14.010 224118 20.0
9-Octadecenamid... 14.762 4.2 ng 48971 6 15.492 233835 20.0

8270-BF060321.M Sat Jun 12 04:34:48 2021 Pag 10



