LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112222\
Data File : BF131353.D

Acqg On : 23 Nov 2022 03:35
Operator : CG\JU

Sample : N5641-20

Misc :

ALS Vvial : 23  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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131353.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  2.263 24 30 36 rVB 642850 821336 49.01% 6.427%
2 5.181 521 526 534 rVB 219593 240743 14.37% 1.884%
3 5.569 587 592 595 rBV 1824587 1608164 95.97% 12.584%
4 6.575 758 763 766 rBV 1658959 1583262 94.48% 12.389%
5 6.963 825 829 832 rBV 724766 551028 32.88% 4.312%

6 7.528 920 925 928 rBV 1219537 1012254 60.41% 7.921%
7 8.145 1027 1030 1044 rBV 194899 221713 13.23% 1.735%
8 8.251 1044 1048 1051 rVV 862021 673393 40.19% 5.269%
9 9.334 1227 1232 1235 rBV 1864838 1675712 100.00% 13.112%
10 10.016 1344 1348 1351 rBV 910033 689457 41.14% 5.395%
11 10.804 1479 1482 1486 rBV 1010290 805719 48.08% 6.305%
12 11.510 1598 1602 1606 rBV 677630 546953 32.64% 4.280%
13 12.027 1687 1690 1695 rBV 26057 23272 1.39% 0.182%
14 12.922 1839 1842 1845 rBV 29442 22772 1.36% 0.178%
15 13.104 1869 1873 1877 rBV 1385956 1128105 67.32% 8.827%
16 14.168 2050 2054 2062 rVB 604141 528280 31.53% 4.134%
17 14.639 2131 2134 2138 rVB 22284 20562 1.23% 0.161%
18 14.968 2187 2190 2196 rVB2 19886 21183 1.26% 0.166%
19 15.333 2249 2252 2259 rVB3 19083 28709 1.71% 0.225%
20 15.710 2311 2316 2321 rBV 414504 533968 31.87% 4.178%
21 15.751 2321 2323 2329 rVB4 18007 22585 1.35% 0.177%
22 16.227 2400 2404 2409 rBV3 14244 20419 1.22% 0.160%
Sum of corrected areas: 12779589

8270-BF112122.M Wed Nov 23 11:52:11 2022 Pag 1



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 23 Nov 2022 03:35
: CG\JU
: N5641-20

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112222\
BF131353.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: BF131353.D\data.ms
5.569
6.575
1500000
7.528
1000000
6.963
2.263
500000
5.181
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF131353.D\data.ms
9.334
1500000 13.104
10.804
1000000
8.951 10.016
11.510
500000
8.14
0 Jk 12.027 12gggj
— —T T — — — — 7 — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF131353.D\data.ms
1500000
1000000
14.168
500000 15.710
14.639 14.968 15.333  15/751 16.227
0 T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T \,\\\ T T T T T T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112222\
Data File : BF131353.D

Acq On : 23 Nov 2022 03:35
Operator : CG\JU

Sample : N5641-20

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.263 29.81 ng 821336 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# 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 32
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 30 (2.263 min): BF131353.D\data.ms (-24) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 871
A
‘ 220 240 260
Ol m/z 43.05 a5.96%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L LA LA N B B B
43.0 220 240 2.60
550 87.0 m/z 55.00  33.17%
w0 |
O\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
e  An
40 55, 87.0 220 240 260
5000 ’ m/z 87.10 26.22%
29.0
15.0 M\ ‘ Iy \H
o+t e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- e Aman s
73.0 220 240 2.60
m/z 41.00 14.57%
5000 43.0
58.0
29.0 87‘-0
o) v PN 1S S N —
m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112222\
Data File : BF131353.D

Acq On : 23 Nov 2022 03:35
Operator : CG\JU

Sample : N5641-20

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.181 8.74 ng 240743 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# 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 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 526 (5.181 min): BF131353.D\data.ms (-521) (-) m/z 42.95 100.00%
43.0
59.0
5000
T e
a3l 1011 4.80 5.00 5.20 5.40 5.60
Ol TR0 S m/z 59.08  53.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U L B B
59.0 4.80 5.00 5.20 5.40 5.60
150 1010 m/z 58.00 16.21%
O \\\‘\\‘\.\‘\\\ﬁ:ﬁ\.(\)\\“H1\\‘\\‘}\‘\\\\‘\\\\8‘%\.9\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
P e
4.80 5.00 5.20 5.40 5.60
5000 57.0 m/z 101.10 14.08%
29.0
101.0
0 m"""m‘w‘m“‘l1""H‘;“HH_‘?‘S"R"Wm“mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- T
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.77%
5000
41.0
20.0 101.0
Oyt 730 888 Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112222\
Data File : BF131353.D

Acq On : 23 Nov 2022 03:35
Operator : CG\JU

Sample : N5641-20

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.145 6.58 ng 221713  Naphthalene-d8 8.251

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Tetraethylene glycol 194 (C8H1805 000112-60-7 53
3 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 50
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
Abundance Scan 1030 (8.145 min): BF131353.D\data.ms (-1027) (-) m/z 45.00 100.00%
45.
5000 L
750 T
7.80 8.00 8.20 8.40
‘ M 101.0 131.1 o
01—} e e e B A m/z 57.10 98.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LI L L L L A BN L
29.0 7.80 8.00 8.20 8.40
' 75.0 m/z 41.10 36.71%
‘ 1000 1320
0 \\‘\”‘ \‘H\ \““1‘\\ Ly \‘1‘\“ \“i‘\ T }‘\ T \”\.\ L
miz--> 20 40 60 80 100 120 140 160
Abundance #69770: Tetraethylene glyco
45.0
A Eamaa s SRR
7.80 8.00 8.20 8.40
5000 m/z 56.00 15.49%
89.0
27.0
ot b 709 1330 1630
m/z--> 20 40 60 80 100 120 140 160
Abundance #15716: 2-Heptanol, 3-methyl- A Kamat s S
45.0 7.80 8.00 8.20 8.40
m/z 75.00 13.66%
5000
84.0
27.0 112.0
S db “UF?-‘Q“‘!MW e S N —
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112222\
Data File : BF131353.D

Acqg On : 23 Nov 2022 03:35
Operator : CG\JU

Sample : N5641-20

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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... 2.263 29.8 ng 821336 1 6.963 551028 20.0
2-Pentanone, 4-... 5.181 8.7 ng 240743 1 6.963 551028 20.0
Ethanol, 2-(2-b... 8.145 6.6 ng 221713 2 8.251 673393 20.0
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