LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135816.D

Acqg On : 17 Oct 2023 17:20
Operator : CG\JU

Sample : PB156288BL

Misc :

ALS vial : 3  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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135816.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.1e5 50 53 58 rVB2 18177119 31774830 100.00% 56.249%
2 1.735 150 160 174 rVB 607353 830930 2.62% 1.471%
3 4.982 707 712 731 rBV 634310 1019954 3.21% 1.806%
4 5.387 777 781 803 rBV 2814709 2978496 9.37% 5.273%
5 6.399 948 953 980 rBV 2689492 3170639 9.98% 5.613%
6 6.734 1007 1010 1021 rBV 665914 601007 1.89% 1.064%
7 7.311 1104 1108 1130 rBV 2284556 2069661 6.51% 3.664%
8 8.017 1225 1228 1246 rBV 922331 819674  2.58% 1.451%
9 9.099 1407 1412 1415 rBV 3979323 3416922 10.75% 6.049%
10 9.775 1523 1527 1537 rBV 1097210 941036 2.96% 1.666%
11 10.575 1659 1663 1683 rBV 2381716 2366718 7.45% 4.190%
12 11.269 1778 1781 1790 rBV 1151092 1020993 3.21% 1.807%
13 12.875 2048 2054 2057 rBV 3703888 3826442 12.04% 6.774%
14 13.940 2231 2235 2246 rBV 849341 879160 2.77%  1.556%
15 15.410 2481 2485 2496 rBV 521766 773492  2.43%  1.369%

Sum of corrected areas: 56489954
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135816.D

Acqg On : 17 Oct 2023 17:20

Operator : CG\JU

Sample : PB156288BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
. ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF135816.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135816.D

Acqg On : 17 Oct 2023 17:20
Operator : CG\JU

Sample : PB156288BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 unknownl.105 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.105 1057.39 ng 31774800 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, dichloronitro- 129 CHC12NO2 007119-89-3 9
2 Methan-d3-ol 35 CHD30 001849-29-2 4
3 Trichloromethane 118 CHC13 000067-66-3 4
4 Thionyl chloride 118 C120S 007719-09-7 4
5 Ethanol, 2,2-dichloro- 114 C2H4C120 000598-38-9 2
Abundance  Scan 53 (1.105 min): BF135816.D\data.ms (-50) (-) m/z 35.10 100.00%
35.1
83.1
5000
e
m 130 1.00 1.20 1.40
bt MEESl 1828 ATLL sz 83.10 53.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15021: Methane, dichloronitro-
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5000 L L B B B B B
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O\\\\‘\\\\“\“\“\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
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33.0
A I
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ol e e
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Abundance #10220: Trichloromethane A I
83.0 1.00 1.20 1.40
m/z 85.00 34.29%
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35.0
o‘m‘H“mu“m‘HH‘\‘m_m_‘”,‘m,‘m T e
m/z--> 20 40 60 80 100 120 140 160 1.00 1.20 1.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135816.D

Acqg On : 17 Oct 2023 17:20

Operator : CG\JU

Sample : PB156288BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: 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 Propane, 2,2-dimethoxy- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
1.735 27.65 ng 830930 1,4-Dichlorobenzene-d4 6.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 23
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 9
Abundance Scan 160 (1.735 min): BF135816.D\data.ms (-150) (-) m/z 73.05 100.00%
73.0
43.0
5000
89.1
M\ 55.0 1.40 1.60 1.80 2.00
Ol prrrr e e et e e ey m/z 43.00 68.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5398: Propane, 2,2-dimethoxy-
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5000 430 NN RN R RN
1.40 1.60 1.80 2.00
. m/z 89.10 29.44%
310 H 89.0 /
O\\‘\\\\‘\\\‘\“‘\\\\“\\‘\‘\‘\5\\7\?\\\\‘!}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
 AAEEmANN RS
1.40 1.60 1.80 2.00
5000 m/z 41.05 12.24%
41.0 570
29.0
15.0
S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester S RARR Ry S
43.0 1.40 1.60 1.80 2.00
m/z 45.05 9.49%
71.0
5000 89.0
270
0 “‘ 590 10;0
“_‘H“H‘_‘H“H‘_‘H“H‘_‘H“H‘_‘H“H“ RS AR SN, S LS
m/z--> 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135816.D

Acqg On : 17 Oct 2023 17:20
Operator : CG\JU

Sample : PB156288BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.982 33.94 ng 1019950 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 712 (4.982 min): BF135816.D\data.ms (-707) (-) m/z 43.00 100.00%
43.0
59.0
5000
T
61 10‘1'0 4.60 4.80 5.00 5.20 5.40
ottt S m/z 59.60 54.15%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I RN R R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 58.00 16.37%
15.0 101.0
‘ ml i \‘ 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
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59.0
AR e
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 101.00 14 .89%
0 126.0142.0
e N B ammaea o SR
miz--> 20 40 60 80 100 120 140
Abundance #15660: 3-Octanol R B AR
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.50%
5000 410 83.0
u 101.0
o0 w0 L
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135816.D

Acqg On : 17 Oct 2023 17:20
Operator : CG\JU

Sample : PB156288BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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|
unknownl.105 1.105 1057.4 ng 31774800 1 6.734 601007 20.0
Propane, 2,2-di... 1.735 27.6 ng 830930 1 6.734 601007 20.0
2-Pentanone, 4-... 4.982 33.9 ng 1019950 1 6.734 601007 20.0
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