LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125512.D

Acqg On : 15 Sep 2021 19:29
Operator : JU/CG

Sample : M3684-21

Misc :

ALS vial : 7 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-BF091521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125512.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.204 13 20 29 rVB 1250513 1647385 36.37% 5.637%
2 2.316 34 39 47 rVB 45219 62014 1.37% 0.212%
3 4.404 382 394 402 rBV2 23856 78758 1.74% 0.269%
4 5.098 508 512 524 rvB 335552 417908 9.23% 1.430%
5 5.498 575 580 583 rBV 3417935 3173650 70.06% 10.859%
6 6.504 746 751 754 rBV 3191053 3303282 72.92% 11.303%
7 6.863 809 812 816 rBV 1121448 1014018 22.39% 3.470%
8 7.433 903 909 912 rBV 2069705 2271880 50.15% 7.773%
9 7.539 924 927 937 rBv2 34422 80115 1.77% 0.274%
10 8.051 1011 1014 1026 rBV 240388 374153 8.26%  1.280%
11  8.151 1026 1031 1034 rVV 1349480 1328183 29.32% 4.545%
12 9.227 1208 1214 1217 rBV 4097638 4068290 89.81% 13.920%
13 9.904 1324 1329 1333 rBV 1599088 1543625 34.08% 5.282%
14 10.698 1460 1464 1473 rBV 560734 557791 12.31% 1.909%
15 11.398 1578 1583 1586 rBV 1808629 1643293 36.28% 5.623%

16 12.986 1848 1853 1856 rBV 4930777 4529841 100.00% 15.
17 13.874 1999 2004 2005 rBV2 57307 71549 1.58% ©
18 13.904 2005 2009 2024 rVV2 201144 491986 10.86% 1.683%
19 14.039 2028 2032 2036 rVB 1573050 1394397 30.78% 4
20 15.527 2279 2285 2293 rBV 963843 1173924 25.92% 4

Sum of corrected areas: 29226042
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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\BF091521\

BF125512.D
: 15 Sep 2021 19:29
Ju/CG
. M3684-21
: 7 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091521.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@91521\
Data File : BF125512.D

Acqg On : 15 Sep 2021 19:29
Operator : JU/CG

Sample : M3684-21

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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.
2.204 32.49 ng 1647390 1,4-Dichlorobenzene-d4 6.869

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 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 20 (2.204 min): BF125512.D\data.ms (-13) (-) m/z 73.00 100.00%

73.0
5000 43.0
87.1

I 220 240  2.60
oH,‘m_m_m‘_HWWwWWwwwwww m/z 43.00  44.94%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 Tt
220 240 260
43.0 o
87.0 m/z 55.00 34.16%
20 | o
O H’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 /L W
2. 20 240 2.60
5000 41.0 55.0 ITI/Z 87.10 25.21%
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 #5032: 3-Pentanol, 3-methyl- T
73.0 220 240 260

m/z 41.00 14.45%

5000
55.0
29.0 ‘ 87.0
0 159 [l \\H | ‘
T T e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125512.D

Acqg On : 15 Sep 2021 19:29
Operator : JU/CG

Sample : M3684-21

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 8.24 ng 417908 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Octanol 130 C8H180 000589-98-0 33
Abundance Scan 512 (5.098 min): BF125512.D\data.ms (-508) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 \\\‘\\\\’\\\\‘\\\\‘\\\\
4.80 5.00 5.20 5.40
| A 83.0 .
o+ttt e m/z 59.00 63.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L L I NI AL BN
4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.46%
3¥0 L | 83.0 |
O\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
amaa e A RAR
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.18%
41.0
29.0 101.0
Ol M L 730 860 |
mfz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- A A RARER
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.73%
5000 41.0
29.
87.0
o150 L Ul Te0 | o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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@91521\
Data File : BF125512.D

Acqg On : 15 Sep 2021 19:29
Operator : JU/CG

Sample : M3684-21

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 4
R.T. EstConc Area Relative to ISTD R.T.
8.051 5.63 ng 374153 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Tetraethylene glycol 194 C8H1805 000112-60-7 53
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50

Abundance Scan 1014 (8.051 min): BF125512.D\data.ms (-1011) (-) m/z 57.00 100.00%
57.0

5000
41.0
75.0 T R
7.80 8.00 8.20 8.40
I M Jo1 1010 1320 0
0t Ml gl T PPEE 0 m/z 45.00  99.16%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B L I LR B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00  33.81%
O T \‘H“\‘ T “‘H‘\ \‘!‘Uur \‘1“\“ \“\‘ \lrofo‘.rowl}\e.‘owlwswz.\o‘ T
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
R
7.80 8.00 8.20 8.40
5000 m/z 56.00 17.01%
89.0
29.0
73
b 7 | a0 saso.
miz-> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether AR A
45.0 7.80 8.00 8.20 8.40
m/z 75.00 15.18%
5000 29.0
101.0
83.0
oy I— L-O 1300 SN e
m/z--> 20 40 60 80 100 120 140 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@91521\
Data File : BF125512.D

Acqg On : 15 Sep 2021 19:29
Operator : JU/CG

Sample : M3684-21

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 Diethylene glycol dibenzoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.904 7.06 ng 491986 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 59
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 53
4 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 43
5 Phthalic acid, heptyl tridec-2-y... 442 C28H4204 1000315-44-0 35
Abundance Scan 2009 (13.904 min): BF125512.D\data.ms (-2005) (1  m/z 105.00 100.00%
105.0
149.0
5000 77.0
430‘ 1400
Ol b Ly 117902080 149,00 83.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
5000
77.0 14 00
m/z 77.00 38.44%
51.0
olL8. [ | . 179.0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0
105.0 14 00
5000 m/z 55.00 14.67%

o

77.0
51.0 | 1780 239.C
SR SN TSN NSNS NN (<
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0 14 00

m/z 43.00 12.08%

105.0
5000 77.0
51.0
| Il | 1780

O b et e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125512.D

Acqg On : 15 Sep 2021 19:29
Operator : JU/CG

Sample : M3684-21

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF@91521.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... 2.204 32.5 ng 1647390 1 6.869 1014020 20.0
2-Pentanone, 4-... 5.098 8.2 ng 417908 1 6.869 1014020 20.0
Ethanol, 2-(2-b... 8.051 5.6 ng 374153 2 8.151 1328180 20.0
Diethylene glyc... 13.904 7.1 ng 491986 5 14.039 1394400 20.0
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