LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124096.D

Acqg On : 27 May 2021 17:14

Operator : JU/CG

Sample : M2538-01 :
Misc : FK-BPM-03-022-ABCD

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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124096.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 4 12 17 rVB 563900 728987 51.25% 8.062%
2 5.098 509 512 518 rVB 25878 31534 2.22% 0.349%
3 5.498 575 580 583 rBV 1252804 1118260 78.62% 12.366%
4 6.504 746 751 754 rBV 1115493 1112107 78.19% 12.298%
5 6.875 811 814 818 rBV 345359 263119 18.50% 2.910%

6 7.439 905 910 913 rBV 867106 776789 54.61% 8

7 8.057 1013 1015 1026 rBV 90849 117160 8.23% 1

8 8.157 1029 1032 1036 rVB 374398 325315 22.87% 3.598%

9 9.233 1211 1215 1218 rBV 1630210 1422344 100.00% 15.
9.916 1327 1331 1334 rBV 442540 363944 25.59% 4

11 10.704 1461 1465 1468 rBV 938411 812038 57.09%  8.980%
12 11.404 1580 1584 1587 rBV 349453 327076 23.00% 3.617%
13 12.986 1849 1853 1856 rBV 1313767 1075137 75.59% 11.890%
14 13.921 2007 2012 2014 rBv4 20142 32402 2.28% ©.358%
15 14.039 2027 2032 2036 rVB 246666 238663 16.78% 2.639%

16 15.527 2279 2285 2290 rBV 232378 280651 19.73%  3.104%
17 16.003 2362 2366 2371 rBV7 11521 17267 1.21% ©0.191%

Sum of corrected areas: 9042733
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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\BF052721\

BF124096.D
: 27 May 2021 17:14
Ju/CG
: M2538-01 :
FK-BPM-03-022-ABCD
Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124096.D

Acqg On : 27 May 2021 17:14

Operator : JU/CG

Sample : M2538-01 :
Misc : FK-BPM-03-022-ABCD

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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.
2.157 55.41 ng 728987 1,4-Dichlorobenzene-d4 6.875

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 38
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 12 (2.157 min): BF124096.D\data.ms (-4) (-) m/z 73.10 100.00%

73.1
5000 43.0
87.1
R ERaRE
‘ ‘ ‘ 2.202.302.402.502.60
0‘w‘Hw‘Hw‘Hh‘Hwumw‘HW‘MW‘HW‘HWH‘WH‘WH‘WH“ m/z 42.95 50.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 N R R AR RN R
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.10  39.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 RS
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 28.21%
27.0
0 11, L 112.0 129.0
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7506: 2-Methyl-5-hexen-3-ol R EREE e e
73.0 2.202.302.402.502.60
m/z 41.00 14.36%
55.0 /
5000
410
27.0
ol L S —
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@52721\
Data File : BF124096.D

Acqg On : 27 May 2021 17:14

Operator : JU/CG

Sample : M2538-01 :
Misc : FK-BPM-03-022-ABCD

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown5.09 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.098 2.40 ng 31534 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 40
2 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 9
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
4 Silane, trimethyl- 74 C3H1esi 000993-07-7 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 512 (5.098 min): BF124096.D\data.ms (-509) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0 \H‘m‘,mmum\wﬂu
4.80 5.00 5.20 5.40
0 m‘mwHH_H“pmWM_‘H,‘m‘ww:,www m/z 59.18  69.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8193: Oxirane, [(1-methylethoxy)methyl]-
43.0
20.0 59.0
5000 \\\‘\\A\\’\\\\‘\\\\‘\\A\\A
4.80 5.00 5.20 5.40
m/z 101.00 18.80%
15.0 73.0 101.0
O \\\‘\\‘\\‘\\1\‘}\\\‘}“\\\\‘\\w!i\\\\’\\\\‘?\?'\9\\\\"\\\\]‘-\]-\5\.\0‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4777: 1-Butanol, 3-methoxy-
59.0
A RAR T AR R
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.06%
31.0
89.0
Ol 20 720 T 1030
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- A RAREE R
43.0 4.80 5.00 5.20 5.40
m/z 39.00 7.37%
5000 590
15.0 101.0
0 ‘ 2%\ 1Ly | ‘ 830 |
e e e e e e e e e D
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@52721\
Data File : BF124096.D

Acqg On : 27 May 2021 17:14

Operator : JU/CG

Sample : M2538-01 :
Misc : FK-BPM-03-022-ABCD

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2
R.T. EstConc Area Relative to ISTD R.T.
8.057 7.20 ng 117100 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 2-Propanol, 1-(2-butoxyethoxy)- 176 C9H2003 000124-16-3 64
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 50
5 2-Propanol, 1-(2-methylpropoxy)- 132 C7H1602 023436-19-3 45
Abundance Scan 1015 (8.057 min): BF124096.D\data.ms (-1013) (-) m/z 45.00 100.00%
45.0
5000
o1 Thso0ss0si
N1 e O 132.0 5700 99.07%
o e m/z 57.00 99.07%
miz--> 20 40 60 80 100 120 140 160
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L I L LI L B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 37.58%
0 \\\‘\‘H“\‘\“‘H‘\\MH\\‘1“\"\“\‘\]-\0}0‘.\0\\\‘\1\3\2.\0‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #43033: 2-Propanol, 1-(2-butoxyethoxy)-
57.0
T RAREEEREE S
7.80 8.00 8.20 8.40
5000 29.0 m/z 56.10 22.63%
87.0
131.0
0 a0 B0 aseo
miz--> 20 40 60 80 100 120 140 160
Abundance #13749: Butane, 1-(1-methylpropoxy)- “H“‘AW“,‘ﬁu““‘
57.0 7.80 8.00 8.20 8.40
m/z 87.10 13.46%
5000
29.0 101.0
o Ll | 830 130.0
e e e RARmEEEE
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\BF@52721\
Data File : BF124096.D

Acqg On : 27 May 2021 17:14

Operator : JU/CG

Sample : M2538-01 :
Misc : FK-BPM-03-022-ABCD

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Hexenal, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.921 2.72 ng 32402 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexenal, (E)- 98 C6H100 006728-26-3 52
2 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 52
3 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 52
4 3-Trifluoroacetoxy-6-ethyldecane 282 C14H25F302 116436-59-0 50
5 2-Butenal, 2-ethyl- 98 C6H100 019780-25-7 47

Abundance Scan 2012 (13.921 min): BF124096.D\data.ms (-2007) (- m/z 55.00 100.00%
5[:

5.0
83.3
5000
111.2 L
LA
0 e H“““‘ m/z 69.10 75.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3173: 2-Hexenal, (E)-
41.0 69.0
5000
14.00
98.0 m/z 57.10  75.52%
O\\\\‘\‘\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6786: Cyclopentane, 1,1,3-trimethyl-
i T
83.0 14.00
5000 ITI/Z 83.30 71.84%
27.0
‘ 112.0
Olereb el Al e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6726: 3-Hexene, 2,3-dimethyl-
55.0 14.00
m/z 43.00 64.64%
83.0
5000
112.0
AL ! 4
0 M H il ‘ M

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124096.D

Acqg On : 27 May 2021 17:14

Operator : JU/CG

Sample : M2538-01 :
Misc : FK-BPM-03-022-ABCD

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.157 55.4 ng 728987 1 6.875 263119 20.0
unknown5.09 5.098 2.4 ng 31534 1 6.875 263119 20.0
Ethanol, 2-(2-b... 8.057 7.2 ng 117100 2 8.157 325315 20.0
2-Hexenal, (E)- 13.921 2.7 ng 32402 5 14.045 238663 20.0
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