LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126105.D

Acqg On : 10 Nov 2021 13:50
Operator : JU/CG

Sample : M4498-04

Misc :

ALS vial : 9 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: BF126105.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 15 rBV 1659687 2043184 50.47% 7.105%
2 5.475 576 576 579 rBV 3983531 3876770 95.76% 13.480%
3  6.481 742 747 750 rBV 3938784 3925580 96.96% 13.650%
4 6.851 807 810 814 rBV 1169140 1020607 25.21% 3.549%
5 7.416 901 906 909 rBV 2751380 2449280 60.50% 8.517%

6 8.039 1008 1012 1021 rBV 180259 234466 5.79% 0.815%
7 8.133 1024 1028 1032 rBV 1363404 1142438 28.22% 3.973%
8 9.210 1206 1211 1214 rBV 5128427 4048504 100.00% 14.078%
9 9.886 1322 1326 1335 rVB 1396110 1154027 28.51% 4.013%
10 10.674 1456 1460 1476 rVB 2624133 2253541 55.66% 7.836%

11 11.368 1575 1578 1587 rBV 1107013 1032523 25.50%  3.590%
12 11.439 1587 1590 1596 rVB2 55922 50142 1.24% 0.174%
13 12.957 1844 1848 1851 rBV 4185690 3416653 84.39% 11.880%
14 13.862 1999 2002 2011 rVB 159096 230253 5.69% ©.801%
15 14.009 2023 2027 2033 rBV 1157054 1042695 25.76%  3.626%

16 15.474 2272 2276 2281 rBV 664843 837861 20.70%  2.913%

Sum of corrected areas: 28758524
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\

BF126105.D
: 10 Nov 2021 13:50
Ju/CG
. M4498-04
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0
Time-->
Abundance
5000000

4000000

3000000

2000000

1000000

140

TIC: BF126105.D\data.ms

5.475

6.481

7.416

6.851

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: BF126105.D\data.ms
9.210

12.957

10.674

8.133 9.886

11.368

a

0
Time-->
Abundance
5000000

4000000

3000000

2000000

1000000

Time-->

8270-BF110321.M Thu Nov 11 15:05:20 2021

111.439
o
11.50

T — T
10.00 10.50 11.00
TIC: BF126105.D\data.ms

T — T
12.00 12.50 13.00

14.009
15.474

13.862

T T ‘ T T ‘ 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

Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126105.D

Acqg On : 10 Nov 2021 13:50
Operator : JU/CG

Sample : M4498-04

Misc

ALS vial : 9 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.140 40.04 ng 2043180 1,4-Dichlorobenzene-d4 6.857
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 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 38
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 9 (2.140 min): BF126105.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R RAREARREaEES SRS
‘ ‘ 2.202.302.402.50
0‘W‘Hw‘Hw‘HM‘HW‘HW‘HW‘MW‘HW‘HWH‘WH‘WH‘WH“ m/z 43.05 46.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R AU R U N
43.0 2.202.302.402.50
‘ 87.0 m/z 55.05 31.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R —
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 27.17%
27.0
0 11, L 112.0 129.0
HV‘H‘H‘W‘H‘_‘H_‘H‘H e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- R Raa R E
73.0 2.202.302.402.50
m/z 41.05 15.23%
5000
55.0
29.0 ‘ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50

8270-BF110321.M Thu Nov 11 15:05:21 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126105.D

Acqg On : 10 Nov 2021 13:50
Operator : JU/CG

Sample : M4498-04

Misc

ALS vial : 9 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.039 4.10 ng 234466  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-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 64
5 Tetraethylene glycol 194 C8H1805 000112-60-7 59

Abundance Scan 1012 (8.039 min): BF126105.D\data.ms (-1008) (-) m/z 45.00 100.00%

45.0
5000

75.0 R IR e o e

‘ 101.0 7.80 8.00 8.20 8.40
D w‘ﬂh“WM‘U““‘}??Q““““ m/z 57.10 94.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- Jk
57.0
5000 ARR AR AR RARRA AN
29.0 7.80 8.00 8.20 8.40
750 m/z 41.00  41.20%

O LI ‘ \‘H“\‘ T “‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \]-\0}0‘\0\ T ‘ ;‘\312\0‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

7.80 8.00 8.20 8.40

5000 m/z 75.00 15.98%
29.0 75.0
100.0
0 Lt T 320 seso
miz-> 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- R e e U
45.0 7.80 8.00 8.20 8.40

m/z 56.00 14.94%

5000
89.0
27P
119.0 1440

m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126105.D

Acqg On : 10 Nov 2021 13:50
Operator : JU/CG

Sample : M4498-04

Misc

ALS vial : 9 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 17-Pentatriacontene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.862 4.42 ng 230253  Chrysene-di2 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 2002 (13.862 min): BF126105.D\data.ms (-1999) (- m/z 43.10 100.00%
43.1
5000 i wMﬂmkwpwwwﬁkwwwdewﬂv
‘ ‘ 1350  14.00
230.1 . .
285.1341.1
- ‘\“ ALIRES, e 2t 7 ss.1e 88.16%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — —
7.0 13.50 14.00
m/z 57.10 86.07%
0 ‘ M H 4 11930 210.0 267 0321.0 490.(
\\\‘\\\\‘\\\\\\\\\ T \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275085: Octadecy! trifluoroacetate
57.0
— ——
13.50 14.00
5000 110 m/z 83.10 64 .69%
0 \J ] J ‘ ‘l “ 1\16.8 0224 0 297 0349 0
il “““H“ A maa e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester “ —
57.0 13.50 14.00
m/z 41.10 60.13%
5000 111.0
169.0
oL Al H\_mmw‘“2‘4‘1‘9‘H_H‘_%??‘QWW R
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126105.D

Acqg On : 10 Nov 2021 13:50
Operator : JU/CG

Sample : M4498-04

Misc

ALS vial : 9 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... 2.140 40.0 ng 2043180 1 6.857 1020610 20.0
Ethanol, 2-(2-b... 8.039 4.1 ng 234466 2 8.133 1142440 20.0
17-Pentatriacon... 13.862 4.4 ng 230253 5 14.009 1042700 20.0
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