LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125462.D

Acqg On : 14 Sep 2021 1:06
Operator : JU/CG

Sample : M3715-01 2X

Misc :

ALS Vvial : 18 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125462.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 6 11 18 rVB 555564 684623 41.14% 4.361%
2 2.263 26 30 39 rvB 22714 34206 2.06% 0.218%
3 3.963 315 319 324 rBV 14394 19242 1.16% 0.123%
4 5.098 508 512 523 rBV 247831 286454 17.21%  1.825%
5 5.510 578 582 599 rBV 1739490 1640180 98.56% 10.448%
6 5.898 644 648 654 rVB 24736 24190 1.45% 0.154%
7 6.522 750 754 773 rBV 1733434 1664171 100.00% 10.601%
8 6.887 812 816 819 rBV 1125227 867791 52.15% 5.528%
9 7.445 908 911 922 rBV 973917 963329 57.89% 6.137%
106 8.081 1015 1019 1031 rBV2 108871 335403 20.15% 2.137%
11  8.169 1031 1034 1041 rVB 1194016 1046435 62.88% 6.666%
12 9.245 1213 1217 1220 rBV 1988919 1576703 94.74% 10.044%
13 9.357 1233 1236 1240 rBvV 28145 28812 1.73% 0.184%
14  9.792 1304 1310 1312 rBV 18646 19498 1.17% 0.124%
15 9.928 1329 1333 1337 rBV 1206197 982686 59.05% 6.260%
16 10.716 1464 1467 1477 rBV 888121 888873 53.41% 5.662%
17 10.833 1483 1487 1491 rBV2 27990 34952 2.10% 0.223%
18 11.298 1564 1566 1571 rBV3 21127 26659 1.60% 0.170%
19 11.422 1583 1587 1589 rBV 1047243 987554 59.34% 6.291%
20 11.439 1589 1590 1593 rVB 58261 44594 2.68% 0.284%
21 11.651 1623 1626 1632 rBv4 14889 27293 1.64% 0.174%
22 11.798 1649 1651 1656 rBV 30715 31036 1.86% 0.198%
23 11.933 1669 1674 1681 rBV3 78164 123757 7.44% 0.788%
24 12.033 1688 1691 1693 rBv4 20431 22049 1.32% 0.140%
25 12.469 1763 1765 1767 rBV 29391 22949 1.38% 0.146%
26 12.510 1767 1772 1774 rBV5 69250 70520 4.24% 0.449%
27 12.598 1784 1787 1790 rBV4 24943 27446 1.65% 0.175%
28 12.633 1790 1793 1797 rBV 133747 127174 7.64% 0.810%
29 12.727 1806 1809 1815 rBv4 31335 45769 2.75% 0.292%
30 12.863 1830 1832 1839 rVB 128755 126889 7.62% 0.808%

31 13.004 1852 1856 1859 rBV 1868999 1489085 89.48%
32 13.539 1944 1947 1950 rBV 64566 61966  3.72%
33 14.068 2033 2037 2040 rBV 756839 759272 45.62%
34 15.568 2288 2292 2300 rVB 442539 606524 36.45%
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Sum of corrected areas: 15698084

8270-BFO81821.M Tue Sep 14 10:18:17 2021 Pag 1



8270-BFO81821.M Tue Sep 14 10:18:17 2021 Pag 2



Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091321\

BF125462.D
: 14 Sep 2021 1:06
Ju/CG
: M3715-01 2X
: 18 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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\BF@91321\
Data File : BF125462.D

Acqg On : 14 Sep 2021 1:06
Operator : JU/CG

Sample : M3715-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.152 15.78 ng 684623 1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 23
Abundance  Scan 11 (2.152 min): BF125462.D\data.ms (-6) (-) m/z 73.05 100.00%
73.0
5000 43.0
87.1
R R RAREAREE
‘ 2.202.302.402.502.60
0 MW_WHMHwHw,“wwmww,wwww m/z 43.00  45.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN R A
43.0 2.202.302.402.502.60
87.0 m/z 54.95  34.46%
\ \‘ 9 0 |
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R RRREREEREEE SRR
2.202.302.402.502.60
5000 m/z 87.10 26.26%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RRERE R R
73.0 2.202.302.402.502.60
87.0 m/z 41.00 13.39%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
HW‘HWHH‘HHMH‘_HWHH,HHMH‘_HWH‘WHHM‘H_H‘ R RRRNAEE SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125462.D

Acqg On : 14 Sep 2021 1:06
Operator : JU/CG

Sample : M3715-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.098 6.60 ng 286454  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 512 (5.098 min): BF125462.D\data.ms (-508) (-) m/z 42.95 100.00%
59.0
5000
101.0 R ARa e S RREEERE
4.80 5.00 5.20 5.40
‘ \ 83.0 -
ot e et e e e m/z 59.00 60.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B B B AL
59.0 4.80 5.00 5.20 5.40
m/z 101.00 16.92%
15.0 101.0
0 ‘ 2%10 Ly | 830 |
H\‘HH‘HH‘HH[HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A Ra e A RaEEaRE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.09%
41.0
27.0 101.0
0 H‘ww‘WHH‘u‘mwwmWm_m_m‘w_m‘w_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15660: 3-Octanol R Rmaa e
59.0 4.80 5.00 5.20 5.40
m/z 40.95 8.35%
5000
27.0 41.0 83.0
101.0
0 H""""‘:1_H“MMMWEHMHu;u""‘:"‘HH“W‘;HH%?:QH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125462.D

Acqg On : 14 Sep 2021 1:06
Operator : JU/CG

Sample : M3715-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.081 6.41 ng 335403 Naphthalene-d8 8.169

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 56
4 DL-Lactamide, butyl ether 145 C7H15NO2 1000452-56-5 50
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 45

Abundance Scan 1019 (8.081 min): BF125462.D\data.ms (-1015) (-) m/z 57.10 100.00%

57.1
5000

=0 17.80 8.00 8.20 8.40
39 101.0
o B Ml IO ama e se.sa
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L B B LR
29.0 7.80 8.00 8.20 8.40
75.0 m/z 40.95 31.18%

O LI ‘ \‘H“\‘ T “‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ }\Oﬁ\o\ T ‘ \:L\SWZ\()‘ 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 18.08%
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]- e e
45.0 7.80 8.00 8.20 8.40

m/z 56.00 17.00%

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\BF@91321\
Data File : BF125462.D

Acqg On : 14 Sep 2021 1:06
Operator : JU/CG

Sample : M3715-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.933 2.51 ng 123757  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 58
2 Undecanoic acid 186 C11H2202 000112-37-8 52
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 1674 (11.933 min): BF125462.D\data.ms (-1669) (1 m/z 60.00 100.00%

60.0
5000
85.0 129.0 171.0 213.2 A}
12.00
0+ m/z 73.00 96.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92070: Tridecanoic acid
73.0
43.0
5000 Lonaapamn Pk ‘ ‘W
129.0 12.00
171.0 214.0 m/z 57.00 82.59%
98.0
180l | Ui ]
O\\\‘\\\\‘\‘\\‘\ \w\\‘”\\\\“\\w}‘\‘\‘\\“\\}H\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60691: Undecanoic acid
60.0
——
12.00
m/z 43.00 80.75%
5000 590 /
85.0 129.0
186.0
H ‘1570 |
0! NP T S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75716: Dodecanoic acid —
60.0 12.00
m/z 41.00 76.68%
5000 129.0
29.0 85.0 157.0
\H \‘\ oo
0! ”Jm\ﬂwmwuh‘_uuﬂu‘w‘ﬂ‘_‘ul‘u‘_‘u ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125462.D

Acqg On : 14 Sep 2021 1:06
Operator : JU/CG

Sample : M3715-01 2X

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.152 15.8 ng 684623 1 6.887 867791 20.0
2-Pentanone, 4-... 5.098 6.6 ng 286454 1 6.887 867791 20.0
Ethanol, 2-(2-b... 8.081 6.4 ng 335403 2 8.169 1046440 20.0
Tridecanoic acid 11.933 2.5 ng 123757 4 11.422 987554 20.0

8270-BFO81821.M Tue Sep 14 10:18:21 2021 Pag 8



