LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP006142.D

Acqg On : 08 Jul 2021 16:27
Operator : CG/JU

Sample : M2963-03

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_ P\Methods\8270E-BP070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6142.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.987 318 323 334 rBV 80715 128546  1.23% 0.226%
2 5.452 396 402 422 rBV 3990286 6104490 58.25% 10.727%
3 7.063 668 676 698 rBV 3558894 6058807 57.82% 10.646%
4 7.875 804 814 826 rBV 736060 1205492 11.50% 2.118%
5 9.046 1006 1013 1036 rBV 2174669 3806796 36.33% 6.689%

6 10.493 1250 1259 1271 rBV2 70512 217821 2.08% 0.383%
7 10.681 1284 1291 1306 rBV 849396 1575271 15.03% 2.768%
8 13.140 1701 1709 1724 rBV 5287949 8116005 77.45% 14.261%
9 14.510 1936 1942 1959 rVB 1253057 1957363 18.68%  3.439%
10 16.004 2187 2196 2215 rBV 4052340 6192789 59.09% 10.882%

11 17.263 2404 2410 2427 rBV 1407061 2199851 20.99%  3.866%
12 18.151 2556 2561 2567 rBV 126079 214169 2.04% 0.376%
13 19.816 2838 2844 2854 rBV 8854855 10479508 100.00% 18.414%
14 21.010 3043 3047 3050 rBV 150861 238552  2.28% 0.419%
15 21.051 3050 3054 3061 rVv2 515754 987380  9.42%
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I

16 21.116 3061 3065 3072 rVV 640037 851654  8.13%
17 21.345 3099 3104 3112 rBV 1791679 2374433 22.66%
18 22.427 3283 3288 3301 rVB 1035865 1534666 14.64%
19 23.739 3505 3511 3521 rVB2 1277526 2666097 25.44%
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N
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Sum of corrected areas: 56909690
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP@@6142.D

Acq On : 08 Jul 2021 16:27

Operator : CG/JU

Sample : M2963-03

Misc

ALS Vial Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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7000000

6000000
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4000000

3000000

2000000

1000000

TIC: BP006142.D\data.ms

5.452
7.063

9.046

7.875
4.987

10.681

10.49

0
Time-->
Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

4.50 5.00 5.50 6.00 650 7.00 750 800 850 9.00
TIC: BP006142.D\data.ms

3.50 4.00 9.50

13.140

16.004

14.510 17.263

18.151

10.00 10.50 11.00 11.50

19.816

0
Time-->
Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP006142.D\data.ms

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BPO@6142.D

Acq On : 08 Jul 2021 16:27
Operator : CG/JU

Sample : M2963-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.987 2.13 ng 128546 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 33
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28

Abundance Scan 323 (4.987 min): BP006142.D\data.ms (-318) (-) m/z 43.05 100.00%

43.0
5000
101.0

4.60 4.80 5.00 5.20 5.40
207.9267.1 340.7401.2 489.1

Ol R L S LR e A0 m/z 59.10 67.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RS e

4.60 4.80 5.00 5.20 5.40

m/z 100.95  28.76%
101.0

O ‘ \JW .V‘J ‘ T \‘ T “ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #122483: Succinic acid, heptyl 2-methoxyethyl ester

59.0
e
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 16.83%
159.0
obtlllf iy za0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12814: Dimethadione S TR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 10.72%
5000
129.0
0‘ﬁkuim‘_‘L‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ R AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20 5.40

8270E-BP070721.M Fri Jul @9 13:46:35 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BPO@6142.D

Acq On : 08 Jul 2021 16:27
Operator : CG/JU

Sample : M2963-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.493 2.77 ng 217821 Naphthalene-d8 10.681
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 83
3 Acetaldehyde, di-sec-butyl acetal 174 C1OH2202 005314-41-0 50
4 Di-sec-butyl ether 130 C8H180 006863-58-7 50
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50

Abundance Scan 1259 (10.493 min): BP006142.D\data.ms (-1250) (-  m/z 57.05 100.00%

57.0
5000
P
"1309 10.50
b AMULESY-2192.9 2811 354.9 4375 5260 y/; 45.05  98.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
m/z 41.10 37.06%
OJ“Jle‘JHFlS?'O’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
C
10.50
5000 ITI/Z 75.00 19.18%
o kAL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40921: Acetaldehyde, di-sec-butyl acetal Pl
45.0 10.50
m/z 56.05 17.08%
5000
H 103.0
L —— S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BPO@6142.D

Acq On : 08 Jul 2021 16:27
Operator : CG/JU

Sample : M2963-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 (3-Phenyloxiran-2-yl)methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.010 2.01 ng 238552 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 50
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 47
3 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 42
4 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 40
5 N-(4-0x0-4H-chromen-3-yl)benzamide 265 C16H11NO3 1000243-49-5 27

Abundance Scan 3047 (21.010 min): BP006142.D\data.ms (-3043) (- m/z 105.00 100.00%
105.0

5000 163.1

—

21.00
410 .
ol QL Ll §3412060355.14150 5082 ./, 163,05 46.22%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
5000 T
163.0 21.00
m/z 77.00 27.78%
0 39.0, | | 254.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105.0
T \
163.0 21.00
5000 ITI/Z 106.00 7.64%
27.0 L
Ot e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)- —
105.0 21.00

163.0 m/z 207.00 5.71%
5000 /M/M
AR I T
[ e e e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BPO@6142.D

Acq On : 08 Jul 2021 16:27
Operator : CG/JU

Sample : M2963-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.051 8.32 ng 987380 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91

Abundance Scan 3054 (21.051 min): BP006142.D\data.ms (-3050) (-  m/z 83.10 100.00%

83.1
5000
163.1
L
21.00
283.1
o*,JM h‘”llzz‘”341141724892549 m/z 97.65 94.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosano
55.0
5000 T ‘
21.00
1P5.0 m/z 57.10 92.10%
O‘\\J\H"\\ \‘l\l\‘\\‘!‘h\l\l\g\s‘\q\\z‘e\?\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57.0
LI
21.00
5000 ITI/Z 55.10 87.01%
125.0
ol bbb 2950 %080
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol 7
83.0 21.00
m/z 69.10 82.80%
oloOULLL P30 22202800 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BPO@6142.D

Acq On : 08 Jul 2021 16:27
Operator : CG/JU

Sample : M2963-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 2-(2-(2-Methoxyethoxy)ethox... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.116 7.17 ng 851654 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 72
3 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 64
5 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 56

Abundance Scan 3065 (21.116 min): BP006142.D\data.ms (-3061) (- m/z 105.00 100.00%

105.0
5000
— —
42 21.00 21.50
ol A0 | R7O0 2670 34104000 5029  m/z 149.00  86.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0
5000 - —_—
21.00 21.50
45 m/z 77.00 40.84%
ol JJ wld  [179.0

L A L B L L B L B R L B R L R U R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0

o

T =
21.00 21.50

5000 m/z 51.05 9.51%

|

‘\‘\l\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester = =~
149.0 21.00 21.50

m/z 150.05 8.14%

o
~
~
o

77.0
5000

N

Ll 1. |1 2110 2870
O itk S P B e e —d o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BPO@6142.D

Acq On : 08 Jul 2021 16:27
Operator : CG/JU

Sample : M2963-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.427 12.93 ng 1534670 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 81
3 Tetradecanamide 227 C14H29NO 000638-58-4 43
4 Octadecanamide 283 C18H37NO 000124-26-5 43
5 2,11-Dimethyl-2,11-dodecanediol 230 C14H3002 022092-59-7 35

Abundance Scan 3288 (22.427 min): BP006142.D\data.ms (-3283) (- m/z 59.05 100.00%
59.0

—

5000
\ 1 2250
207.1 320.2 '
o4 }MWWLM‘uu_“W‘H‘_‘H“H‘ﬁ?99ﬂ9ﬂ?§43 m/z 72.05  74.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 T
22.50
m/z 55.10 50.73%
Od" V\J\m\m‘ll\“\‘h\‘\‘l:\l_\8\4\‘()\\\\‘2\\8\1\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174696: 13-Docosenamide, (2)-
59.0
—
22.50
5000 ITI/Z 41.10 32.40%
J ) 337.0
of Wm0 areo [
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83610: Tetradecanamide T
59.0 22.50

m/z 43.10 31.08%

5000
”l 128.0 22‘70
|
I

ot e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP006142.D

Acqg On : 08 Jul 2021 16:27
Operator : CG/JU

Sample : M2963-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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-Pentanone, 4-... 4.987 2.1 ng 128546 1 7.875 1205490 20.0
Ethanol, 2-(2-b... 10.493 2.8 ng 217821 2 10.681 1575270 20.0
(3-Phenyloxiran... 21.010 2.0 ng 238552 5 21.345 2374430 20.0
1-Heneicosanol 21.051 8.3 ng 987380 5 21.345 2374430 20.0
2-(2-(2-Methoxy... 21.116 7.2 ng 851654 5 21.345 2374430 20.0
9-Octadecenamid... 22.427 12.9 ng 1534670 5 21.345 2374430 20.0
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