LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50561.D

Acqg On : 12 Oct 2021 20:34
Operator : CG/JU

Sample : M4169-01

Misc :

ALS Vvial : 17 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_ G\Methods\8270-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50561.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.327 306 313 322 rVB 249816 413301 13.28% 2.961%
2 5.797 386 393 402 rBV 296960 490629 15.77% 3.516%
3 7.401 659 666 677 rBV 215696 384585 12.36% 2.756%
4 8.259 804 812 823 rVB 188935 328874 10.57%  2.356%
5 9.428 1002 1011 1021 rBV 645977 1196082 38.44% 8.570%

6 10.826 1241 1249 1260 rBV 323751 535040 17.20%  3.834%
7 11.e85 1285 1293 1300 rBV 274958 505260 16.24% 3.620%
8 13.500 1696 1704 1718 rVB 1529705 2421354 77.82% 17.350%
9 13.747 1738 1746 1755 rVB 50359 84025 2.70% 0.602%
10 14.875 1930 1938 1949 rBV 448327 711139 22.86% 5.096%

11 16.355 2184 2190 2199 rBV 554986 856817 27.54% 6.139%

12 16.537 2215 2221 2228 rBV2 29798 57738 1.86% 0.414%

13 17.619 2398 2405 2411 rBV 532012 806114 25.91% 5.776%

14 18.253 2508 2513 2520 rBV 74537 92912 2.99% 0.666%
1.

15 19.411 2707 2710 2715 rVB 168570 192063 6.17%

16 19.546 2728 2733 2737 rVB 45512 53679 1.73%
17 20.204 2839 2845 2851 rBV 2246099 3111442 100.00% 22.
18 21.514 3063 3068 3075 rBV 80400 133197  4.28%
19 21.913 3130 3136 3145 rVB 437959 798969 25.68%
20 25.327 3708 3717 3730 rVB3 248381 782899 25.16%
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Sum of corrected areas: 13956119

8270-BG100621.M Wed Oct 13 14:50:04 2021 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BG@50561.D

Acqg On : 12 Oct 2021 20:34
Operator : CG/JU

Sample : M4169-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG050561.D\data.ms
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Abundance TIC: BG050561.D\data.ms
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Abundance TIC: BG050561.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BG@50561.D

Acqg On : 12 Oct 2021 20:34
Operator : CG/JU

Sample : M4169-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.327 25.13 ng 413301 1,4-Dichlorobenzene-d4 8.259

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 313 (5.327 min): BG050561.D\data.ms (-306) (-) m/z 42.95 100.00%
3.0
59.0
5000
1010 T T T[Tt rrrry
83.0 5.00 5.20 5.40 5.60
S R) .. . B A m/z 59.00  52.86%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I B
5.00 5.20 5.40 5.60
101.0 m/z 101.00 17.77%
2710 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R AREammaRE
5.00 5.20 5.40 5.60
5000 41.0 m/z 57.95 13.10%
H ‘ 87.0
oz Wl L T
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester H“‘H“‘H“‘H,“HA
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.16%
5000 41.0
ol 10
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BG@50561.D

Acqg On : 12 Oct 2021 20:34
Operator : CG/JU

Sample : M4169-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.826 21.18 ng 535040 Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 56
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 53

Abundance Scan 1249 (10.826 min): BG050561.D\data.ms (-1241) (- m/z 45.00 100.00%

45.0
5000
75.0
101.0 1050 11100
y— ‘MHH‘!“WW‘Um‘,‘1‘3%10‘ e m/z 57.00  92.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10 50 11 00
75.0 m/z 41.00 38.80%
‘ 1000 1320
O\\‘\“\“‘\\‘H‘\\ H\\‘l‘\“\“i‘\\“\\\\’\\w'\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10 50 11 00
5000 m/z 75.60  19.05%
29.0 75.0
100.0
0 L =1
miz--> 20 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0 10 50 11 00
m/z 56.00 15.68%
5000
29.0 75.0
H“‘H‘ ‘HH‘HH‘HH,HH‘HH,‘H
mlz--> 0 60 80 100 120 140 160 10 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BG@50561.D

Acqg On : 12 Oct 2021 20:34
Operator : CG/JU

Sample : M4169-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.747 2.36 ng 84025  Acenaphthene-di10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 56
2 Metacetamol 151 C8H9NO2 000621-42-1 52
3 Acetaminophen 151 C8HINO2 000103-90-2 50
4 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 40
5 4-Pyridinemethanol, acetate (ester) 151 C8H9NO2 001007-48-3 40
Abundance Scan 1746 (13.747 min): BG050561.D\data.ms (-1738) (- m/z 43.00 100.00%
3.0
109.0
5000
151.0
69.0 P .,
‘ ‘ ‘ 13.50 14.00
Ot oottt b by m/z 109.00 60.66%
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 j\
5000 U -
13.50 14.00
69.0 m/z 151.00  35.75%
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 #28724: Metacetamol
109.0
I U |
13.50 14.00
5000 151.0 m/z 40.95 25.26%
43.0
80.0
0 AN AR UMD AR DO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen h R Y
109.0 13.50 14.00
m/z 69.00 17.60%
5000 151.0
43.0 80.0
ELT. N A A N S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BG@50561.D

Acqg On : 12 Oct 2021 20:34
Operator : CG/JU

Sample : M4169-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 Pentadecanoic acid, 14-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.253 2.31 ng 92912  Phenanthrene-d10 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 2513 (18.253 min): BG050561.D\data.ms (-2508) (-  m/z 74.00 100.00%
74.0
5000
43.0
—— —
143.0
227.2 18.00 18.50
— u“ w““ h‘w“u‘hh PO LML TN 280, g7.00  70.16%
miz-> 50 100 150 200 250
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 T T
18.00 18.50
m/z 43.00 35.33%
T T \ \ ‘ T \ \ T \ \ ‘ T \ T T “ T T \ T ‘ T } T T
miz--> 100 150 200 250
Abundance #161209:Hexadecanok:add,nnﬁhylemer
74.0
—— —
18.00 18.50
5000 m/z 55.00 29.55%
43.0
143.0
oL | | 1L 110™° saso 270 200
0 ““"_‘H_HWH‘H_‘
miz--> 50 100 150 200 250
Abundance #126208: Methyl tetradecanoate T —
74.0 18.00 18.50
m/z 41.00 23.96%
5000
43.0
143.0  190.0
oLl ol 120 2o b
mlz--> 100 150 200 250 18.00 18.50

8270-BG100621.M Wed Oct 13 14:50:08 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BG@50561.D

Acqg On : 12 Oct 2021 20:34
Operator : CG/JU

Sample : M4169-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 5 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.411 4.77 ng 192063  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91

Abundance Scan 2710 (19.411 min): BG050561.D\data.ms (-2707) (- m/z 55.00 100.00%

558.0
5000 97.0
P
m ‘ 138.1 1801 2222 264.1 19.50
oL Hh‘\‘h u“m \‘Hm\mw ke — ;L‘ - i : m/z 69.00 67.78%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8.0 7
19.50
23.0 m/z 41.00 66.91%
‘ ‘ WA ‘ 180.0 222.0 264.02
02‘5“0“\“ | il \‘ H\H\\H‘MH\‘\\ all ks ‘1 e 1“ T ‘H‘ . ‘9\6‘0
miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
o
19.50
5000 ITI/Z 74 .00 57.82%
87.0
264.0
Lo smo 220 g
0L— ‘\ HM\\‘MH H\ Mh\u\”m \H\ ll 1‘ - i - {\L - — I i
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester e
55.0 19.50
m/z 43.00 50.48%
5000
87.0
264.0
L hh\ M \H [0 1800 2220 | 3050
L B —r—
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BG@50561.D

Acqg On : 12 Oct 2021 20:34
Operator : CG/JU

Sample : M4169-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.514 3.33 ng 133197 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Tricosene 322 C23H46 018835-32-0 93
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3068 (21.514 min): BG050561.D\data.ms (-3063) (- m/z 57.00 100.00%
57.0

97.0
5000
N
‘ 209.9 282.1  340. 21.50 o
0l m/z 43.00 90.27%
m/z--> 50 100 150 200 250 300
Abundance #244232: Cyclotetracosane
43.Q
83.0
5000 — ‘
21.50
m/z 55.00 86.07%
25.0
0 Ll “ | \H\ L ‘\ } \‘6‘70 210.0 250.0 2930 336C
\\\\‘\\\\\ \\\\\\\\‘\\ LI
m/z--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
—
7.0 21.50
5000 ITI/Z 69.00 70.66%
s L LLLL L1001
i A7
m/z--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene 7
43.0 83.0 21.50
m/z 83.05 68.66%
5000
25.0
: [Lil o szo o)
m/z--> 50 100 150 200 250 300 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50561.D

Acqg On : 12 Oct 2021 20:34
Operator : CG/JU

Sample : M4169-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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|
2-Pentanone, 4-... 5.327 25.1 ng 413301 1 8.259 328874 20.0
Ethanol, 2-(2-b... 10.826 21.2 ng 535040 2 11.085 505260 20.0
2,4,7,9-Tetrame... 13.747 2.4 ng 84025 3 14.875 711139 20.0
Pentadecanoic a... 18.253 2.3 ng 92912 4 17.619 806114 20.0
9-Octadecenoic ... 19.411 4.8 ng 192063 4 17.619 806114 20.0
Cyclotetracosane 21.514 3.3 ng 133197 5 21.919 798969 20.0
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