LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126095.D

Acqg On : 9 Nov 2021 22:36

Operator : JU/CG

Sample : M4583-02 :
Misc : VWE-B7-110621-10-20

ALS Vvial : 14 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: BF126095.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 10 15 rBV 1529265 1968335 31.78% 5.120%
2 2.246 23 27 33 rvB 54324 75292 1.22% 0.196%
3 5.069 504 507 518 rVB 266076 355760 5.74%  0.925%
4 5.475 570 576 579 rBV 4562966 4756903 76.81% 12.373%
5 6.481 741 747 750 rBV 4656316 4996221 80.68% 12.996%
6 6.681 779 781 791 rVB2 68752 81161 1.31% 0.211%
7 6.775 791 797 805 rBV 79886 76304 1.23% 0.198%
8 6.851 806 810 813 rBV 1612703 1190795 19.23% 3.097%
9 7.416 900 906 909 rBV 3675493 3273011 52.85% 8.513%
10 7.451 909 912 916 rvVB 119177 99640 1.61% 0.259%
11 8.033 1008 1011 1023 rBV 466844 482143  7.79%  1.254%
12 8.133 1023 1028 1031 rBV 1861626 1534817 24.78% 3.992%
13 9.210 1206 1211 1214 rBV 7622636 6192783 100.00% 16.108%
14  9.886 1322 1326 1329 rBV 2051982 1579119 25.50% 4.107%
15 10.674 1456 1460 1463 rBV 3551279 3243768 52.38% 8.437%
16 11.369 1574 1578 1581 rBV 1667507 1321759 21.34% 3.438%
17 11.439 1586 1590 1595 rVB3 68968 73377 1.18% 0.191%
18 12.580 1781 1784 1789 rVB 172774 137039 2.21% 0.356%
19 12.810 1820 1823 1826 rVB 121187 97990 1.58% 0.255%
20 12.957 1844 1848 1851 rBV 5163118 4308042 69.57% 11.206%

21 13.439 1927 1930 1936 rBV4 55839 107537 1.74%
22 13.862 1998 2002 2011 rVB2 220336 291643  4.71%
23 14.004 2021 2026 2030 rBV 1150482 1231304 19.88%
24 14.486 2105 2108 2111 rBV3 50580 73975 1.19%
25 15.474 2271 2276 2280 rBV 777511 896658 14.48%
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Sum of corrected areas: 38445376
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M4583-02

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
BF126095.D

9 Nov 2021 22:36

JU/CG

VWE-B7-110621-10-20

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
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Library Search Compound Report

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

Data File : BF126095.D

Acqg On 9 Nov 2021 22:36

Operator Ju/caG

Sample : M4583-02 :
Misc VWE-B7-110621-10-20
ALS vial : 14 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.
2.146  33.06 ng 1968340 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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 10 (2.146 min): BF126095.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
R ERR R AR
‘ Lg 1 ‘ 2.202.302.402.502.60
Ok 22 2009 njz a3.10 46.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T[T T T T[T T T[T T TT 17T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10 31.23%
29.0
‘\‘ \‘\“ %9-0 ‘ |
O\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R aa TS S SEERESSEIEEE
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 27.91%
27.0
bbbl e 11229, 3290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #2307: 1,3-Dioxolane, 2-methyl- R AAARRamsEaEa
73.0 2.202.302.402.502.60
m/z 41.10 16.07%
5000 43.0
58.0
20.0 ‘ 87.0
Obrprrthbirrrepter e N N —
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 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 : BF126095.D

Acqg On : 9 Nov 2021 22:36

Operator : JU/CG

Sample : M4583-02 :
Misc : VWE-B7-110621-10-20

ALS vial : 14 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 3
R.T. EstConc Area Relative to ISTD R.T.
5.069 5.98 ng 355760 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 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 507 (5.069 min): BF126095.D\data.ms (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 \\\‘\\\\‘\\\\‘\\\\’\\\\
‘ 83.0 4.80 5.00 5.20 5.40
Obrrrrrrrprreeprrdili gl eyt M/z 59.05  54.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B B LR B
4.80 5.00 5.20 5.40
9.0 m/z 101.00  17.33%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
Crp
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.10 13.79%
29.0
‘ 101.0
Y B AN N P X S
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl- N EARRaEEESE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.11%
5000
43.0
31.0 ‘ g0 10
oh 250 UL Wl by me®° |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF110321.M Wed Nov 10 15:46:07 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126095.D

Acqg On : 9 Nov 2021 22:36

Operator : JU/CG

Sample : M4583-02 :
Misc : VWE-B7-110621-10-20

ALS vial : 14 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 6.28 ng 482143  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 Di-sec-Butyl ether 130 C8H180 006863-58-7 59
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53
5 Tetraethylene glycol 194 C8H1805 000112-60-7 50

Abundance Scan 1011 (8.033 min): BF126095.D\data.ms (-1008) (-) m/z 45.05 100.00%

458.0
5000
R R Rt
8.0 7.80 8.00 8.20 8.40
Ol il el e m/z 57.05  94.48%
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 U LR R R R
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.05  40.94%
04 T \‘H“\‘\“‘H‘\ \‘!‘HH\ \‘1“\“ \“\‘ \1\0}0‘\0\ T \1\3\2\0‘ LA B
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
PR T e e
7.80 8.00 8.20 8.40
5000 m/z 43.00 16.02%
29.0 75.0
100.0
o w‘t i Mw R SO -1
miz--> 20 40 60 80 100 120 140 160
Abundance #15681: Di-sec-Butyl ether B A ma et
45.0 7.80 8.00 8.20 8.40
m/z 75.00 15.47%
5000
101.0
2710
83.0
obepolly Ml A7 L1800 SR L.V S
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126095.D

Acqg On : 9 Nov 2021 22:36

Operator : JU/CG

Sample : M4583-02 :
Misc VWE-B7-110621-10-20

ALS vial : 14 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 5 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.863 4.74 ng 291643  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 E-14-Hexadecenal 238 C16H300 330207-53-9 94
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 94
4 1-Docosene 308 C22H44 001599-67-3 93
5 1-Eicosene 280 C20H40 003452-07-1 93

Abundance Scan 2002 (13.862 min): BF126095.D\data.ms (-1998) (-  m/z 43.05 100.00%

5000 ﬂ%ﬂuMmMWWKN$VW“KWLm
251 "0 1400
13.50 14.00
180.021 12482 328.
ob— ”\“ M\H\ I “\‘ o ‘m?f 2870 m/z 57.05 98.30%
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 970 — —
13.50 14.00
m/z 55.10 90.03%
2ol | L 1 | 1300 1820 2230 2800
T L ‘ T T LI ‘ T LI T L T ‘ L \ T ‘ T L
miz-> 50 100 150 200 250 300
Abundance #121278: E-14-Hexadecenal
43.0
— ——
83.0 13.50 14.00
5000 m/Z 83.10 67.73%
L h 1 M . 168020302380
iy : [ T
miz--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)- — —
57.0 13.50 14.00
m/z 69.00 61.06%
97.0
5000
OmL ‘ 4L 1390 1820 2240 2800
i “‘ S ‘ T — ——
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126095.D

Acqg On : 9 Nov 2021 22:36

Operator : JU/CG

Sample : M4583-02 :
Misc : VWE-B7-110621-10-20

ALS Vvial : 14 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... 2.146 33.1 ng 1968340 1 6.851 1190800 20.0
2-Pentanone, 4-... 5.069 6.0 ng 355760 1 6.851 1190800 20.0
Ethanol, 2-(2-b... 8.033 6.3 ng 482143 2 8.133 1534820 20.0
5-Eicosene, (E)- 13.863 4.7 ng 291643 5 14.004 1231300 20.0
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