LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112222\
Data File : BF131352.D

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

Sample : N5641-09

Misc :

ALS Vvial : 22 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: BF131352.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 rBV 678783 905690 54.68%  7.265%
2 5.181 521 526 532 rVB 219780 244005 14.73% 1.957%
3 5.569 587 592 595 rBV 1807852 1605230 96.92% 12.877%
4 6.575 758 763 766 rBV 1699010 1572570 94.95% 12.615%
5 6.963 825 829 832 rBV 677533 510792 30.84% 4.098%

6 7.528 920 925 928 rBV 1192883 977623 59.03%  7.843%
7 8.145 1027 1030 1044 rBV 181759 208411 12.58% 1.672%
8 8.251 1044 1048 1051 rVV 786569 622288 37.57% 4.992%
9 9.334 1227 1232 1235 rBV 1798208 1656202 100.00% 13.286%
10 10.016 1344 1348 1351 rBV 824516 637620 38.50% 5.115%
11 10.804 1478 1482 1486 rBV 996117 774452 46.76% 6.213%
12 11.510 1599 1602 1606 rBV 620450 506437 30.58% 4.063%
13 11.898 1664 1668 1673 rVB 20844 19399 1.17% 0.156%
14 12.027 1687 1690 1693 rBV2 22007 17670 1.07% 0.142%
15 12.922 1839 1842 1846 rBV 34219 27694 1.67% ©0.222%

16 13.104 1869 1873 1877 rBV 1394402 1138156 68.72%

9.
17 14.168 2050 2054 2057 rBV 555967 473431 28.59% 3.798%
18 14.968 2186 2190 2195 rVB4 16985 20065 1.21% 0.161%
19 15.333 2249 2252 2259 rVB2 17814 21792 1.32% 0.175%
20 15.710 2311 2316 2321 rBV 392616 503164 30.38% 4.036%
21 16.227 2399 2404 2409 rBvV3 14841 22990 1.39% 0.184%
Sum of corrected areas: 12465681
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112222\
Data File : BF131352.D

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

Sample : N5641-09

Misc

ALS Vial : 22 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
Abundance TIC: BF131352.D\data.ms
5.569 6.575
1500000
7.528
1000000
2.263 6.963
500000
5.181
O \\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\%\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF131352.D\data.ms
9.334
1500000 13.104
1000000 10.804
8.251 10.016
11.510
500000
8.14
0 k ( 11.899027 12.922
— — — I — — N A — e
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: BF131352.D\data.ms
1500000
1000000
14.168
500000 15.710
0 14.968 15.333 16.227
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 : BF131352.D

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

Sample : N5641-09

Misc

ALS Vial : 22 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 35.46 ng 905690 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 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9
Abundance  Scan 30 (2.263 min): BF131352.D\data.ms (-24) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
A
‘ 2. 20 240 2. 60
Ol O m/z 43.05  46.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA LA L B L B
43.0 220 240 2.60
87.0 m/z 55.00  33.15%
29.0
\ \‘ 9 0 _ll
O \‘HH‘\\H‘\H\‘\!\!‘\H\‘\H\‘H\\‘HH’\H\‘HH‘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 A
2. 20 240 2. 60
5000 41.0 55.0 ITI z 87.10 26.69%
27.0
0 H il | ‘\‘ I | 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R Aman s
73.0 220 2.40 260
m/z 41.10 16.13%
5000 43.0
58.0
29.0 ‘ 87‘-0
0“HWMH‘WH‘WH‘W‘HW‘MW‘H‘_H‘VH‘_‘H_‘HV‘H O AR E e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2. 20 240 2. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112222\
Data File : BF131352.D

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

Sample : N5641-09

Misc

ALS Vial : 22 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 9.55 ng 244005 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 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Acetone 58 C3H60 000067-64-1 12
Abundance Scan 526 (5.181 min): BF131352.D\data.ms (-521) (-) m/z 42.95 100.00%
43.0
59.0
5000
R R Rl
83.0 1011 4.80 5.00 5.20 5.40 5.60
O e et e e M/z 59.08 51.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 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
m/z 101.10 15.63%
O \\‘\\\\‘\\\?‘T“\.\O\\“”i\\‘\\‘}\‘\\\\‘\\\\8‘:\’"\.(\)\‘\\\]-\0“]\“\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 15.58%
41.0
29.0 101.0
ob el 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl- R EaRaEE s e e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.71%
5000
43.0
31.0 gap 10
o250 Tl me®e L
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 : BF131352.D

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

Sample : N5641-09

Misc

ALS Vial : 22 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 6.70 ng 208411 Naphthalene-d8 8.251

Hit# of 5 Tentative ID MW MolForm CAS# 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 Tetraethylene glycol 194 C8H1805 000112-60-7 53
5 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 50
Abundance Scan 1030 (8.145 min): BF131352.D\data.ms (-1027) (-) m/z 45.00 100.00%
5000 L
R
8.0 7.80 8.00 8.20 8.40
A | 101l 1320
O vy M‘WMW‘M“}M“““‘“““““ m/z 57.10 93.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L N B B R
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10 37.80%
O \\\‘\‘H“\‘\“‘H‘\\M“\\‘l“\‘1‘1‘\1\0?\()\\\‘\]_\3\2\0‘\\\\‘\\\
m/z--> 20 4 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T R Ty
7.80 8.00 8.20 8.40
5000 m/z 56.00 16.10%
29.0 75.0
100.0
0 Y O L .
m/z--> 40 60 80 100 120 140 160
Abundance #38409.EthanoL 2-[2-(2-methylpropoxy)ethoxy]- A Eama S
45.0 7.80 8.00 8.20 8.40
m/z 75.00 14.83%
5000
89.0
27/0
o 0L | 1190 s
SNNDAES * “‘“““_““‘H““‘w“‘ T e
m/z--> 20 40 100 120 140 160 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 : BF131352.D

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

Sample : N5641-09

Misc

ALS Vvial : 22 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 35.5 ng 905690 1 6.963 510792 20.0
2-Pentanone, 4-... 5.181 9.6 ng 244005 1 6.963 510792 20.0
Ethanol, 2-(2-b... 8.145 6.7 ng 208411 2 8.251 622288 20.0
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