LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

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_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125210.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.21e 15 21 28 rVB 1017233 1316473 33.90% 4.374%
2 5.139 511 519 524 rBV 75432 94104 2.42% 0.313%
3 5.534 581 586 589 rBV 3454440 3350441 86.27% 11.131%
4 6.534 751 756 759 rBV 3210053 3388243 87.25% 11.257%
5 6.739 788 791 801 rBV2 37943 59251 1.53% 0.197%
6 6.916 817 821 824 rBV 987392 860853 22.17%  2.860%
7 7.475 911 916 919 rBV 2509174 2234173 57.53% 7.423%
8 8.092 1018 1021 1035 rBV 1298321 1535704 39.54% 5.102%
9 8.198 1035 1039 1042 rVB 1338883 1112753 28.65% 3.697%
10 9.269 1217 1221 1224 rBV 4581276 3883471 100.00% 12.902%
11  9.380 1236 1240 1252 rVB 529689 511655 13.18% 1.700%
12 9.533 1262 1266 1272 rBV 59385 58505 1.51% 0.194%
13 9.951 1333 1337 1340 rBV 1504709 1206938 31.08% 4.010%
14 10.739 1467 1471 1474 rBV 2892376 2432255 62.63%  8.081%
15 11.439 1586 1590 1593 rBV 1246597 1143097 29.43% 3.798%

16 11.821 1652 1655 1659 rVB 204815 167882 4.32%
17 11.957 1674 1678 1683 rBV 401671 362974  9.35%
18 12.533 1768 1776 1778 rBV 479179 425375 10.95%
19 12.615 1787 1790 1793 rVB 220288 159153 4.10%
20 12.739 1808 1811 1825 rBV 163165 173411 4.47%

[SINOR N ]
»
Uy
w
R

21 13.021 1855 1859 1863 rBV 3902984 3452815 88.91% 11.472%
22 13.910 2007 2010 2013 rBV2 43468 52504 1.35% 0.174%
23 13.945 2013 2016 2018 rVV 103379 96804  2.49% 0.322%
24 13.992 2018 2024 2032 rVV10 55495 192872 4.97% 0.641%
25 14.074 2035 2038 2042 rVB 899474 814768 20.98% 2.707%

26 15.574 2287 2293 2304 rVB2 754720 967356 24.91%  3.214%
27 16.574 2457 2463 2467 rBV5 22883 45161 1.16% ©.150%

Sum of corrected areas: 30098991
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF125210.D\data.ms
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Abundance TIC: BF125210.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.210 30.59 ng 1316470 1,4-Dichlorobenzene-d4 6.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 21 (2.210 min): BF125210.D\data.ms (-15) (-) m/z 73.05 100.00%
3.0
5000 43.0

87.0 \‘\\\\‘\\\\‘\\

‘ ‘ 90 2.20 2.40 2.60
et e e m/z 43.00  47.20%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 L L L
2.20 2.40 2.60
43.0 o
‘ 87.0 m/z 54.95 35.91%
29.0 %
\‘H\”“HH“‘!‘\‘!\‘\!\‘?"(\)\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
220 240 2.60
5000 41.0 55.0 m/z 87.00  25.53%
27.0
S A 112.0 1290
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- e e
73.0 220 240 2.60
m/z 41.00 14.91%
5000
45.0
290 || 590 | :
T e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 11
R.T. EstConc Area Relative to ISTD R.T.
5.139 2.19 ng 94104 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Pentanol 88 C5H120 000584-02-1 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 519 (5.139 min): BF125210.D\data.ms (-511) (-) m/z 42.95 100.00%
43.0
59.0
5000
R EaamaEaNEE
| . 10‘1-0 4.80 5.00 5.20 5.40

et 828 L myz s9.e0  58.12%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 \\‘\\\\‘\\\\‘\\\\’\\\/\\‘
59.0 4.80 5.00 5.20 5.40
150 010 m/z 101.00 15.08%
. 101.
\\\‘\f‘\f‘\\!ii\.(\)\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\?"\.\0\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone
59.0
e EARRERESs ST
4.80 5.00 5.20 5.40
5000 430 m/z 58.00 14.26%
31.0
o
I 1l 1y L
e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 1
Abundance #9477: 3-Hexanol, 4-methyl- EEEmmaaR TS
59.0 4.80 5.00 5.20 5.40
m/z 41.00 10.71%
5000 41.0
29.
‘ ‘ 87.0
a0 Wl e L
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\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.092 27.60 ng 1535700 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Tetraethylene glycol 194 C8H1805 000112-60-7 53
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 47

Abundance Scan 1021 (8.092 min): BF125210.D\data.ms (-1018) (-) m/z 45.00 100.00%

45.0
5000
R R e AR
75‘-0 001 1aps 7.80 8.00 8.20 8.40
\\\‘\\\\“‘H‘\\MH\\W\‘\“\‘\\}‘\\\\‘\\3\.\‘\\\\‘\\\ mz 57 ee 98-59%
mlz--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B B L L R
7.80 8.00 8.20 8.40
29.0 75.0
: m/z 41.00 34.71%
T e =:
\\\‘\1‘\\“‘1‘\\ \\U\“\‘\\\l\\\\‘\\”\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #69770: Tetraethylene glycol
45.0
T
7.80 8.00 8.20 8.40
5000 m/z 56.00 16.49%
89.0
27.0
700 1930 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)- A EEmma R Ea e
57.0 7.80 8.00 8.20 8.40
m/z 75.00 14.26%
5000
75.0
29.0 101 0
H“‘ ‘H | !‘ L H 13\\2 0

m/z--> 60 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.380 8.48 ng 511655 Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
2 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 50
3 Metacetamol 151 C8HINO2 000621-42-1 46
4 Acetaminophen 151 C8H9NO2 000103-90-2 43
5 Glutaric acid, (2-methylcyclohex... 324 C19H3204 1000405-50-3 37
Abundance Scan 1240 (9.380 min): BF125210.D\data.ms (-1236) (-) m/z 42.95 100.00%
43.0
109.1
5000
151.1
e  AAREEAREEE
‘ 69.0 9.00 9.20 9.40 9.60 9.80
H\‘\H\‘H‘\‘\“\““\“\“\\”“‘\‘\‘\H\’\‘\HM“\H‘\‘\\}\‘HH‘HH‘HH‘ m/Z 109.10 58.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 \‘\\\\‘\j\\\\’\\\\‘\\\\‘\\
9.00 9.20 9.40 9.60 9.80
69.0 m/z 151.05 33.16%
\1\5\'9\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“i”‘\‘\ “\ r \“ T 1 T \‘\ T ‘]\.\9\2\9\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23083: Cyclohexanol, 3,3,5-trimethyl-
109.0
e
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.00 18.76%
41.0 83.0
5oy L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol \M\\w\\\w\fk‘\uw‘\
109.0 9.00 9.20 9.40 9.60 9.80
m/z 57.00 12.09%
5000 151.0
43.0
80.0
}ﬁPm‘q‘whwwHﬂu‘W‘W‘M‘H‘H1W‘H‘M‘H‘H‘w PR PR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20

Operator : JU/CG

Sample : M3524-08

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexadecanoic acid, methyl e... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.821 2.94 ng 167882  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87

Abundance Scan 1655 (11.821 min): BF125210.D\data.ms (-1652) (1  m/z 74.00 100.00%
74.0
5000 43.0
— L
143.1
227.2 . 11.50 12.00
A0, L I T 05, s7.60  69.06%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161210: Hexadecanoic acid, methyl ester
74.0
43.0 ﬂ\
5000 — A
11.50 12.00
143.0 m/z 43.00 41.47%
‘ “ ](1 ‘ 185.0 227.0 270.C
H\‘\\\\‘\\\\M‘H‘H“”H“HH‘HH‘\\\\’\\‘\\‘\‘\\\‘HH‘\‘\H‘HH‘H‘H’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126208: Methyl tetradecanoate
74.0
= s
11.50 12.00
5000 m/z 55.080  33.33%
43.0
143.0 1990
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143572: Pentadecanoic acid, methyl ester = o
74.0 11.50 12.00
m/z 41.00 28.71%
5000
43.0
143.0
213.0 256.0
L0 P0up0 2p0 20 ]
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.957 6.35 ng 362974  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 1678 (11.957 min): BF125210.D\data.ms (-1674) (- m/z 73.00 100.00%

43.0 173.0
5000
129.1
2131 o
LA s | s T e
S ”uwﬁﬂ“H‘_H‘_H‘_H‘_H‘_H‘_Hl_ m/z 43.00  95.83%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 L
129.0 12.00
213.0 m/z 60.00 95.19%
‘ Hl(ﬂ 157.0185.0 ‘
:I\-ﬁ‘o\\\\ HH\H\Mi‘\‘HH\H““H“”h“\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
=
12.00
5000 129.0 ITI/Z 57.00 83.73%
199.0
e e L
1501 Ul sl w\‘Jm‘mMMH\H_“H_WH_W
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid ™
73.0 12.00
43.0 m/z 55.00 79.58%
5000 129.0
185.0
H 228.0
l‘ﬁ-et\”u\;\‘N‘uAwum’wMHH_WWW_IHW S
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.533 7.44 ng 425375  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 95
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91

Abundance Scan 1776 (12.533 min): BF125210.D\data.ms (-1768) (-  m/z 54.95 100.00%
5]:

5000
97.1

o

‘H H }371 180.2 2222 264.1 12.50
—— ‘M all Ly et Ll m/z 41.e0 53.55%

m/z--> 100 200 250 300
Abundance #194440 9- Octadecenmc acid (2)-, methyl ester
55.0

5000
12.50

m/z 69.00 50.28%

230
— L H‘ \‘ \‘\‘HHH‘ H\HU\ ulh : \\1‘8‘0 F) ‘ ‘22‘\‘2 ‘0‘ ‘26‘?‘0‘2‘96‘ C
miz--> 150 200 250 300
Abundance #194454. trans—lS—Octadecenmc acid, methyl ester
55.0
S \
12.50
5000 m/z 43.00  47.00%
97.0
264.0
50, | L | 1 gm0 1900 2220 29005,
miz-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester = ‘

55.0 12.50
m/z 74.00 42.80%

5000

264.0

m/z--> 50 100 150 200 250 300 12.50

e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Methyl stearate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.616 2.78 ng 159153  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 91
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 86
Abundance Scan 1790 (12.615 min): BF125210.D\data.ms (-1787) (- m/z 74.00 100.00%
74.0
5000 43.0 ﬂ
143.1 — —r
199.1 2552 12.50 13.00
FEREY | ' | 298
Huw St it m/z 87.00 70.68%
miz--> 100 150 200 250 300
Abundance #197277: Methyl stearate
74.0
5000 : ﬂ A A
450 143.0 255.0 298.( 12.50 13.00
1990 43.05 42.23%
T T \ \“ ‘M‘\ “ ‘H‘ 91 \‘\cj‘f \‘ ‘ ‘\ \ T T ‘ \ T \ \ \ “f T T “
miz--> 100 150 200 250 300
Abundance #143571: Pentadecanoic acid, methyl ester
74.0
1250 1300
5000 m/z 55.00  31.43%
43.0
‘ ‘ 143.0 213.0 256.0
1] ‘H‘ - YN A
miz--> 100 150 200 250 300
Abundance #161236.Pemadecanmcacm,144nemyh,meﬂwleﬁer = =
74.0 12.50 13.00
41.00 25.66%
5000 43.0
\ LJMM‘M %11014 ° 1850 2270 210.0
0

3.
m/z--> 15 200 250 300 1250 1300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.739 3.03 ng 173411  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1811 (12.739 min): BF125210.D\data.ms (-1808) (1 m/z 43.10 100.00%

43.1
73.0
5000
129.1
= —
‘ H 1851 o412 o84 12.50 13.00
T \\hhﬂhhlﬂwﬁwﬂw\}\“\\‘\\“\\‘\A‘ \\\‘T m/Z 57.05 84.69%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 12 . T T T T T
90 12.50 13.00
m/z 60.00 80.68%
‘ 1850 o4 284l
: ‘\“ \“\ W “H“H”‘L w‘u‘\“h} i - ‘\ " “‘ R ““
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
s SR S
12.50 13.00
5000 129.0 m/z 72.95 77 .80%
97.0 1710 2130 2560
- ‘M’H‘\ W “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ ‘ “ “ “‘ \‘ ““ I “\‘ -
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0 12.50 13.00
m/z 55.00 69.20%
5000 129.0
‘ ‘ 199.0 2420
IIGRO — — P
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Diethylene glycol dibenzoate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.945 2.38 ng 96804 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 83
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
4 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 72
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 72

Abundance Scan 2016 (13.945 min): BF125210.D\data.ms (-2013) (-  m/z 105.00 100.00%

105.0
149.0
5000
e
5%0 ‘ 179.0 14.00
‘ ‘ : 281.( .
\H‘H\\‘\\‘\\’\\‘\i‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘H\\‘\H\‘\H\’\\ m/z 149.09 77.854
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000 T
14.00
m/z 76.95 43.02%
51.0
]\-ﬁ"c\)\\\‘\\“\\’\\‘\i“\\H‘H\\‘H\\‘\H\’\]\-Z’g\.\()\\‘HH‘H\\‘\H\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0 - —u
14.00
5000 ITI/Z 51.00 10.88%
45.0
uwuHMHHMHMQﬂWﬁu‘uu_u\“uwu\wuu_\u_uw\uwu
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol LU A ARV
149.0 14.00
m/z 150.00 10.82%
105.0
5000
51.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptafluorobutyric acid, he... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.992 4.73 ng 192872 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 64
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 64
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 64
4 1-Hexacosene 364 C26H52 018835-33-1 64
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 64

Abundance Scan 2024 (13.992 min): BF125210.D\data.ms (-2018) (- m/z 55.00 100.00%

58.0
163.1
5000
—r
L ki o oo
— L J‘H““““u‘h““““‘H‘ m/z 57.00  97.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 T
11.0 14.00
m/z 43.00 74.89%
169
T \‘l\ ‘\“‘ ‘ “‘ “ “‘ ‘“ ‘\ 1 T \“2\2\4\ \0‘2\6?\()\ ‘ LI ‘ LI ‘4.\29\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
—r
14.00
m/z 69.00 71.35%
5000 110 /
AL 3se0 2690 3200
—— | e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester T
57.0 14.00
m/z 163.10 70.24%
5000 11.0
H““‘ R e R B R
m/z--> 50 100 150 200 250 300 350 400 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125210.D

Acqg On : 25 Aug 2021 15:20
Operator : JU/CG

Sample : M3524-08

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.210 30.6 ng 1316470 1 6.916 860853 20.0
2-Pentanone, 4-... 5.139 2.2 ng 94104 1 6.916 860853 20.0
Ethanol, 2-(2-b... 8.092 27.6 ng 1535700 2 8.198 1112750 20.0
2,4,7,9-Tetrame... 9.380 8.5 ng 511655 3 9.951 1206940 20.0
Hexadecanoic ac... 11.821 2.9 ng 167882 4 11.439 1143100 20.0
n-Hexadecanoic ... 11.957 6.3 ng 362974 4 11.439 1143100 20.0
9-Octadecenoic ... 12.533 7.4 ng 425375 4 11.439 1143100 20.0
Methyl stearate 12.616 2.8 ng 159153 4 11.439 1143100 20.0
Octadecanoic acid 12.739 3.0 ng 173411 4 11.439 1143100 20.0
Diethylene glyc... 13.945 2.4 ng 96804 5 14.074 814768 20.0
Heptafluorobuty... 13.992 4.7 ng 192872 5 14.074 814768 20.0
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