LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111021\
Data File : BP0@7924.D

Acqg On : 10 Nov 2021 17:42

Operator : CG/JU

Sample : M4605-04 :
Misc : VWE-B19-110821-30-40

ALS vial : 5 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-BP110221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7924.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.446 360 367 377 rBV 2395652 3477453 43.05% 9.414%
2 7.034 629 637 650 rBV 2220609 3531693 43.72% 9.561%
3 7.858 770 777 785 rBV 448409 721826 8.94% 1.954%
4 9.016 963 974 983 rBV 1225758 2099161 25.99% 5.683%
5 10.440 1208 1216 1228 rBV 158997 270072  3.34% 0.731%

6 10.652 1244 1252 1265 rBV 533309 906949 11.23%  2.455%
7 13.116 1662 1671 1686 rBV 3416745 4933037 61.07% 13.355%
8 13.716 1767 1773 1780 rBV 103994 151110 1.87% ©.409%
9 14.492 1897 1905 1911 rBV 824883 1215595 15.05% 3.291%
10 15.987 2152 2159 2178 rBV 2921310 4308790 53.34% 11.665%

11 17.122 2348 2352 2359 rBV 74127 95042 1.18% ©.257%
12 17.245 2367 2373 2385 rBV 1054279 1524663 18.87% 4.128%
13 17.375 2389 2395 2400 rVB2 85179 126417 1.56% 0.342%
14 18.145 2521 2526 2542 rBV 467279 729361 9.03% 1.975%
15 19.380 2732 2736 2750 rVB 225694 333858 4.13% 0.904%

16 19.810 2804 2809 2817 rBV 6337245 8078091 100.00% 21.
17 21.051 3017 3020 3027 rBV3 200317 284105 3.52%
18 21.339 3064 3069 3074 rBV 1592543 1985297 24.58%
19 23.751 3472 3479 3489 rVB2 1017396 2165693 26.81%
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Sum of corrected areas: 36938213
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111021\
Data File : BP0@7924.D

Acqg On : 10 Nov 2021 17:42

Operator : CG/JU

Sample : M4605-04 :
Misc : VWE-B19-110821-30-40

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP007924.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111021\
Data File : BP@@7924.D

Acqg On : 10 Nov 2021 17:42

Operator : CG/JU

Sample : M4605-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

VWE-B19-110821-30-40

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.440 5.96 ng 270072  Naphthalene-d8 10.652
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 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 64

5 Ethylene glycol monoisobutyl ether 118 C6H1402

004439-24-1 59

Abundance Scan 1216 (10.440 min): BP007924.D\data.ms (-1208) (-  m/z 57.05 100.00%
57.0
5000 k
=
‘ | 132.1 ( 10.50
of ALl 1321 207.0267.0 355.0417.3 489.1547 ./, 45,05  96.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1
1050
’ 39.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
1050
5000 ITI/Z 75.10 19.64%
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- P
45.0 10 50
16.29%
B /dih
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111021\
Data File : BP@@7924.D

Acqg On : 10 Nov 2021 17:42

Operator : CG/JU

Sample : M4605-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

VWE-B19-110821-30-40

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Ethylhexyl mercaptoacetate

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.716 2.49 ng 151110  Acenaphthene-di10 14.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 87
2 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 58
3 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 52
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 50
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 49

Abundance Scan 1773 (13.716 min): BP007924.D\data.ms (-1767) (-
57.0

m/z 57.05 100.00%

RS —
‘J '1451 13.50 14.00
Ol AL 7702 206.9 280.9341.1403.7  490.25491 /7 71.05  68.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 g =
13.50 14.00
m/z 43.05 53.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59106: Nonane, 4-methyl-5-propyl-
57.0
—— —
13.50 14.00
5000 m/z 41.10 46.42%
OJ‘M.“-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107226: Decane, 5,6-dipropyl- 7 —
57.0 13.50 14.00
m/z 55.10 38.71%
h MMWMMWWWmAVWWWWWWﬂL
UL o
R R R A AEAA KA RERRAIAE — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111021\
Data File : BP0@7924.D

Acqg On : 10 Nov 2021 17:42
Operator : CG/JU

Sample : M4605-04

Misc

ALS vial : 5 Sample Multiplier: 1

VWE-B19-110821-30-40

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.145 9.57 ng 729361  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 83

Abundance Scan 2526 (18.145 min): BP007924.D\data.ms (-2521) (-
73.1
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213.2
o u“‘nm h besl 357.0415.6473.1532.7
Baans ‘w“u H‘w“u T T T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111021\
Data File : BP0@7924.D

Acqg On : 10 Nov 2021 17:42
Operator : CG/JU

Sample : M4605-04

Misc

ALS vial : 5 Sample Multiplier: 1

VWE-B19-110821-30-40

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Octadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.381 3.36 ng 333858 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602

2 Pentadecanoic acid 242 C15H3002
3 Tetradecanoic acid 228 C14H2802
4 n-Hexadecanoic acid 256 C16H3202

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404

Abundance Scan 2736 (19.380 min): BP007924.D\data.ms (-2732) (-

5000
185.1
l 284.1
Oy ‘ -‘H“ L bl L “ (o029 420.9491.1548,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
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5000 284.0
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Olil’ “‘IJ‘H“WTHllL!\\\“
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Abundance #126199: Pentadecanoic acid
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5000

oLscL i H\ ‘Il ,.W\llg‘gn

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

Abundance #109279: Tetradecanoic acid
73.0

5000
185.0

000057-11-4 99
001002-84-2 90
000544-63-8 74
000057-10-3 64
000106-11-6 58
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:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111021\
Data File : BP0@7924.D

Acqg On : 10 Nov 2021 17:42

Operator : CG/JU

Sample : M4605-04 :
Misc : VWE-B19-110821-30-40

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Tetracosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.051 2.86 ng 284105  Chrysene-di2 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 17-Pentatriacontene 491 C35H70 006971-40-0 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3020 (21.051 min): BP007924.D\data.ms (-3017) (- m/z 57.10 100.00%
57.1

‘ N AR
281.1 :
0l ‘MMmJl"m"m"3““‘1‘9‘4‘1‘5‘97“7‘43“5‘4?‘ m/z 55.10 92.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene
43.0
L1.0
5000 — ‘
21.00
m/z 83.05 90.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336401: 17-Pentatriacontene
57.0
LI
21.00
5000 ITI/Z 97.05 87.84%
5.0
oL 11150 2670 3300052000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene 7 ‘
57.0 21.00
m/z 43.10 84.55%
5000
5.0
ob L ‘h‘ml%o“’“ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111021\
Data File : BP0@7924.D

Acqg On : 10 Nov 2021 17:42

Operator : CG/JU

Sample : M4605-04 :
Misc : VWE-B19-110821-30-40

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP1160221.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|
Ethanol, 2-(2-b... 10.440 6.0 ng 270072 2 10.652 906949 20.0
2-Ethylhexyl me... 13.716 2.5 ng 151110 3 14.493 1215600 20.0
n-Hexadecanoic ... 18.145 9.6 ng 729361 4 17.245 1524660 20.0
Octadecanoic acid 19.381 3.4 ng 333858 5 21.339 1985300 20.0
1-Tetracosene 21.051 2.9 ng 284105 5 21.339 1985300 20.0
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