LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126092.D

Acqg On : 9 Nov 2021 20:57

Operator : JU/CG

Sample : M4582-01 :
Misc : VWE-B10-110621-0-10

ALS Vvial : 11 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126092.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 3 12 17 rBV 1927409 2436775 37.94% 5.938%
2 2.263 25 30 37 rBv 72574 97621 1.52% 0.238%
3 5.075 504 508 516 rVB 261666 323683 5.04% 0.789%
4 5.475 570 576 579 rBV 5065934 4794282 74.64% 11.683%
5 6.481 741 747 750 rBV 4802658 5009912 78.00% 12.208%

6 6.851 806 810 813 rBV 1549052 1178480 18.35% 2

7 7.416 900 906 909 rBV 3436880 3353519 52.21% 8

8 8.033 1007 1011 1024 rBV 1184958 1242116 19.34% 3.027%

9 8.133 1024 1028 1031 rBV 1874201 1479295 23.03% 3
9.210 1206 1211 1214 rBV 7663931 6423304 100.00% 15.

11  9.886 1322 1326 1329 rBV 2211153 1732168 26.97%
12 10.674 1455 1460 1463 rBV 4164860 3640321 56.67%
13 11.369 1574 1578 1581 rBV 1861171 1532803 23.86%
14 11.763 1642 1645 1649 rBV 161637 142237 2.21%
15 12.468 1763 1765 1769 rVB 128046 105164 1.64%

OO WwWoph
~
w
%]
R

16 12.957 1844 1848 1851 rBV 5808136 4651454 72.42% 11.
17 13.857 1998 2001 2012 rVB 317434 432591 6.73%
18 14.004 2022 2026 2030 rBV 1077034 1008532 15.70%

OO NRKRBRL
»
Ul
[e]
R

19 14.498 2105 2110 2114 rBV4 67771 131614 2.05% 321%
20 14.868 2170 2173 2176 rBV 100277 89329 1.39% 218%
21 14.974 2188 2191 2199 rVB1o 56054 94100 1.46% ©0.229%

22 15.474 2271 2276 2280 rBV 835793 1023901 15.94%  2.495%
23 16.015 2363 2368 2373 rBV8 56701 114276 1.78% 0.278%

Sum of corrected areas: 41037477
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: M4582-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
BF126092.D

9 Nov 2021 20:57

JU/CG

VWE-B10-110621-0-10

: 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF126092.D\data.ms

5475 6.481

7.416

157
6.851

263 5.075

Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

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

TIC: BF126092.D\data.ms
9.210

12.957

10.674

9.886
8.133 11.369

L 11.163 12£168—FJJ

0
Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

e — e I e e T 1 —T L A R B I R e B e
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF126092.D\data.ms

14.004 15.474

13.857 14.498 1486874 16.015

Time-->

8270-BF110321

T ‘ T T ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126092.D

Acqg On 9 Nov 2021 20:57

Operator Ju/caG

Sample : M4582-01 :
Misc VWE-B10-110621-0-10
ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.157 41.35 ng 2436780 1,4-Dichlorobenzene-d4 6.851
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 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 12 (2.157 min): BF126092.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 j\
R REEE e
‘ 2.202.302.402.502.60
O L ATT0 4y a3.10 46.09%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T [ T T T [T T[T T 7T
43.0 2.202.302.402.502.60
‘ m/z 55.05 30.65%
O\‘\\\\‘\u‘\\“\\11‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 80 100 120 140 160 180
Abundance #15764: 2,2,4—Trimethyl—3—pentanol
73.0
R RaE A A
2.202.302.402.502.60
5000 m/z 87.10 27.79%
0 H 97.0 1290
‘“H“‘H“"H“‘H“‘H““w“‘w“‘w““_
miz--> 0 40 80 100 120 140 160 180
Abundance #2245.Snane,tenanuﬂhyh R RaaE e e
73.0 2.202.302.402.502.60
m/z 41.05 15.84%
5000
43.0
15.0 H
ol e e AR RRRESEETERARERESS
m/z--> 0O 20 40 60 80 100 120 140 160 180 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126092.D

Acqg On : 9 Nov 2021 20:57

Operator : JU/CG

Sample : M4582-01 :
Misc : VWE-B10-110621-0-10

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.075 5.49 ng 323683 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 508 (5.075 min): BF126092.D\data.ms (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
T A
831 1011 4.80 5.00 5.20 5.40
Ot B3 Wz 59.10 53.19%
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA L B I B LA R
4.80 5.00 5.20 5.40
101.0 m/z 101.10 15.59%
0 29'\0 L i 83\"0
H‘HH‘HH‘HH‘H\\‘\\H‘\H\‘\H\‘HH‘\\H‘HH‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A Ra e NREERE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 12.68%
41.0
27.0 101.0
obr bl 73O 880
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15660: 3-Octanol AR e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.35%
5000
27.0 41.0 83.0
101.0
bbbl My e b 1200
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126092.D

Acqg On : 9 Nov 2021 20:57

Operator : JU/CG

Sample : M4582-01 :
Misc : VWE-B10-110621-0-10

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.033 16.79 ng 1242120  Naphthalene-d8 8.133

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 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53

Abundance Scan 1011 (8.033 min): BF126092.D\data.ms (-1007) (-) m/z 45.10 100.00%
A

45
5000 }L
U
| 75"1 1001 1314 7.80 8.00 8.20 8.40
0 "w‘Jplmdﬂ«umlu‘J‘L‘quH‘,‘H:_MW_H?‘QT:Q m/z 57.10  94.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L L L B B IR
20.0 7.80 8.00 8.20 8.40
' m/z 41.10  39.50%
87.0
0 \\‘\M‘ \H‘\ \““1‘\\ Ly \‘1‘\“ \“‘\‘\ T }‘\ TTT ’]\.\3‘\‘2\?\ R N R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T T
7.80 8.00 8.20 8.40
5000 ITI/Z 75.10 15.61%
29.0
b
b bl p %20 as30
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- e ERRREEESE
45.0 7.80 8.00 8.20 8.40
m/z 56.10 14.01%
5000
89.0
ol 299 L L il ), 1190100
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

8270-BF110321.M Wed Nov 10 15:44:52 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126092.D

Acqg On : 9 Nov 2021 20:57

Operator : JU/CG

Sample : M4582-01 :
Misc VWE-B10-110621-0-10

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.857 8.58 ng 432591  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 2001 (13.857 min): BF126092.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1
97.0
5000
H‘ 13.50 14.00
2300 - .
ol A L] ‘H‘ LA, 19412900 2803 L/, 43,05  97.35%
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 or.0 — .
13.50 14.00
m/z 55.05 88.31%
oL LLLLLL L 3550 1620 2230 200
miz--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
— ——
97.0 13.50 14.00
5000 m/z 83.10 79.75%
oZZ'L L] 111329 1820 040 2800
miz--> 50 100 150 200 250 300
Abundance #248981: 1-Heneicosyl formate T ——
57.0 13.50 14.00
970 m/z 69.10  71.94%
B WML
0 ‘\‘ \\ L i %829 2220 2910 34,
i oAl A P P
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126092.D

Acqg On 9 Nov 2021 20:57

Operator Ju/caG

Sample : M4582-01 :
Misc VWE-B10-110621-0-10
ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: 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 Pentafluoropropionic acid, Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.498 2.61 ng 131614  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 81
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 70
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 70
4 Triacontan-15-ol 438 C30H620 031849-26-0 68
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 64

Abundance Scan 2110 (14.498 min): BF126092.D\data.ms (-2105) (- m/z 43.10 100.00%
43.1
97.0
5000
—r
249.9291.1 14.50
(o [REENL E m/z 57.10  82.69%
mlz--> 50 100 150 200 250 300 350
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
97.0
5000 T
14.50
m/z 55.00 73.17%
0 \‘ \‘\ i “ ‘ “ “\ \ \h L 1820 \ 2380 283.0 384(
\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
—r
91.0 14.50
5000 ITI/Z 69.10 66.76%
ols0 4111390 1960 2600 320,
SEL N I e e
miz--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester P
57.0 14.50
97.0 m/z 97.00 61.68%
5000
sd | L) || 1001820 2550 506
2oL, “““ A 4 - —r
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126092.D

Acqg On 9 Nov 2021 20:57

Operator : JU/CG

Sample : M4582-01 :
Misc . \VWE-B10-110621-0-10

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: 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 6 Heptadecyl trifluoroacetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.015 2.23 ng 114276  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 74
2 Octadecyl propyl ether 312 C21H440 1000406-28-0 72
3 1-Octadecene 252 C18H36 000112-88-9 70
4 1-Heptacosanol 396 C27H560 002004-39-9 70
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 64

Abundance Scan 2368 (16.015 min): BF126092.D\data.ms (-2363) (-]
57.0

m/z 57.05 100.00%

7.1
5000
T T
‘ 169.1 53592711 355. 16.00
o — \H‘ Hu M\‘\HH\H\\H\\HH\H‘“\ m/z 55.00 89.82%
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
97.0
5000 — :
16.00
m/z 83.05 67.35%
ol LLLLLL 20 3620 2580 2830 saag
\\\‘\ \\\\\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #215089: Octadecyl propyl ether
43.0
—— ‘
16.00
5000 ITI/Z 43.10 66.22%
83.0
252.0
do Ll om0
miz--> 50 100 150 200 250 300 350
Abundance #138519: 1-Octadecene T
43.9 16.00
83.0 m/z 97.10 62.41%
5000
2520
LT mopgmn -
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126092.D

Acqg On : 9 Nov 2021 20:57

Operator : JU/CG

Sample : M4582-01 :
Misc : VWE-B10-110621-0-10

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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... 2.157 41.4 ng 2436780 1 6.851 1178480 20.0
2-Pentanone, 4-... 5.075 5.5 ng 323683 1 6.851 1178480 20.0
Ethanol, 2-(2-b... 8.033 16.8 ng 1242120 2 8.133 1479300 20.0
5-Eicosene, (E)- 13.857 8.6 ng 432591 5 14.004 1008530 20.0
Pentafluoroprop... 14.498 2.6 ng 131614 5 14.004 1008530 20.0
Heptadecyl trif... 16.015 2.2 ng 114276 6 15.474 1023900 20.0
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