LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92521\
Data File : BF125657.D

Acqg On : 25 Sep 2021 15:27
Operator : JU/CG

Sample : M3922-05

Misc :

ALS Vvial : 12 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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125657.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 8 15 21 rVB 937492 1180616 32.42% 4.595%
2 5.504 576 581 584 rBV 2868270 2831910 77.77% 11.021%
3 6.504 746 751 754 rBV 3010228 2818278 77.40% 10.968%
4 6.88 812 816 819 rBV 1200821 898509 24.68%  3.497%
5 7.445 906 911 914 rBV 1979811 1802786 49.51% 7.016%

6 8.063 1013 1016 1030 rBV 629369 595333 16.35% 2.317%
7 8.169 1030 1034 1037 rVB 1459196 1247999 34.27% 4.857%
8 9.245 1212 1217 1220 rBV 4042423 3641288 100.00% 14.171%
9 9.922 1328 1332 1335 rBV 1832531 1419178 38.97% 5.523%

10 10.704 1461 1465 1469 rBV 2462437 2150190 59.05%  8.368%
11 11.404 1580 1584 1587 rBV 1777577 1394679 38.30% 428%

12 11.927 1669 1673 1678 rBV 111605 102075 2.80%
13 12.710 1803 1806 1816 rBV 33319 41147 1.13%
14 12.992 1849 1854 1857 rBV 3641574 3205554 88.03% 12.
15 13.468 1928 1935 1942 rBV 319841 314356  8.63%
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16 13.892 2003 2007 2016 rBV2 50817 89127  2.45% 0.347%
17 14.039 2027 2032 2036 rBV 1180223 1011974 27.79%
18 15.515 2277 2283 2288 rBV 807339 949860 26.09%  3.697%
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o]
w
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R

Sum of corrected areas: 25694859
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 25 Sep 2021 15:27
: M3922-05

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@092521\
BF125657.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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@92521\
Data File : BF125657.D

Acqg On : 25 Sep 2021 15:27
Operator : JU/CG

Sample : M3922-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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.
2.175 26.28 ng 1180620 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 15 (2.175 min): BF125657.D\data.ms (-8) (-) m/z 73.10 100.00%
73.1
5000
43.0
87-1 H\‘HH‘HH‘HH‘\H\‘\H
o1 ‘ 2.202.302.402.502.60
Ob ek B2 L m/z 43.05  33.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN N R RN RN R
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  25.37%
29.0
N ‘\“\ L?-O if
O\‘H\\‘HH‘!\!\‘\!\‘!‘HH‘\H\’\H\‘HH‘\H\‘\H\‘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 R
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.10 24.25%
27.0
0Ll 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- A
73.0 2.202.302.402.502.60
m/z 71.10 11.15%
5000 43.0
58.0
Obrprrthbirrrepter e L ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92521\
Data File : BF125657.D

Acqg On : 25 Sep 2021 15:27
Operator : JU/CG

Sample : M3922-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.063 9.54 ng 595333  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 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64

4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56

5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
Abundance Scan 1016 (8.063 min): BF125657.D\data.ms (-1013) (-) m/z 57.10 100.00%
57.1
5000
o 7.808.008.208.40
39 ‘ 1010 4354 OYeEE 8.8
0 ‘uﬁ ‘M”H‘M A bt m/z 45.10 92.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L R B L B R
7.80 8.00 8.20 8.40
29.0 75.0
: m/z 41.10 34.57%
101.0
O \\\‘\H“\ \“‘h‘\ \m\ \“‘1‘\ T U\ 1T ‘ \:L\SHWZ-\()‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
N RARRNEEEEEEL
7.80 8.00 8.20 8.40
5000 m/z 75.10 19.51%
29.0 75.0
100.0
0 i M Ao 10 ses0
miz--> 20 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether e RARRNEEESE T
57.0 7.80 8.00 8.20 8.40
m/z 56.10 15.61%
5000
29.0 75.0
0 Al L 1oouse SNV E—
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@92521\
Data File : BF125657.D

Acqg On : 25 Sep 2021 15:27
Operator : JU/CG

Sample : M3922-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.468 6.21 ng 314356 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Octadecanamide 283 C18H37NO 000124-26-5 53
3 Octanamide 143 C8H17NO 000629-01-6 50
4 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 43
5 Palmitoleamide 253 C16H31NO 106010-22-4 38

Abundance Scan 1935 (13.468 min): BF125657.D\data.ms (-1928) (- m/z 59.10 100.00%

5000 ﬂ\
e
|
0 . H‘ \‘ m MHH h“‘ \H‘F‘H‘\ M “'168‘1‘.1‘98‘]‘_ ‘2‘38‘3‘ . ?8‘1“‘ m/z 72.19 69.92%
m/z--> 100 150 200 250
Abundance #174776:94Ddadecenanﬂde,(2}
59.0
5000 T
13.50
050 126.0 m/z 55.05 38.55%
Lil
05— 1‘ “ \“1‘ ”\H”“\ M‘ i”‘\ el T e T T \“ T
m/z--> 50 100 150 200 250
Abundance #177478: Octadecanamide
59.0
S
13.50
5000 m/z 41.10 33.79%
o290 1| 8501280 100 w00 283
— L e R
m/z--> 50 100 150 200 250
Abundance #23422: Octanamide
59.0 13.50
m/z 43.10 26.23%
5000
29. O‘H 00.0 143.0
oHM‘HHHH‘_H_H‘H A
mlz--> 100 150 200 250 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92521\
Data File : BF125657.D

Acqg On : 25 Sep 2021 15:27
Operator : JU/CG

Sample : M3922-05

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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... 2.175 26.3 ng 1180620 1 6.886 898509 20.0
Ethanol, 2-(2-b... 8.063 9.5 ng 595333 2 8.169 1248000 20.0
9-Octadecenamid... 13.468 6.2 ng 314356 5 14.039 1011970 20.0
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