LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012718\
Data File : BG032362.D

Aca On : 27 Jan 2018 18:39

Operator : SJ/JU

Sample : PB106052BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG011218.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.470 24 31 38 rBv 30777 56707 1.82% 0.434%
2 6.155 481 488 501 rBV 472296 814188 26.18% 6.230%
3 7.836 765 774 783 rBV 451681 830101 26.69% 6.351%
4 8.235 835 842 855 rVB 501174 910221 29.27% 6.964%
5 8.723 916 925 933 rBV 112475 207796 6.68% 1.590%

9.058 974 982 992 rBV 430652 784224 25.21% 6.000%
9.916 1120 1128 1138 rBV 271388 515627 16.58% 3.945%
11.602 1407 1415 1427 rBB 145783 273606 8.80% 2.093%
13.982 1813 1820 1830 rBV 1036774 1625169 52.25% 12.435%
15.356 2047 2054 2064 rBV2 248787 412111 13.25% 3.153%

=
QO ~NO®

11 16.831 2298 2305 2317 rBV 857443 1331430 42.81% 10.187%
12 18.088 2513 2519 2529 rVB2 364207 572539 18.41% 4_.381%
13 20.627 2945 2951 2959 rBV 2378785 3110240 100.00% 23.797%
14 22.413 3247 3255 3267 rBV 433820 812962 26.14% 6.220%
15 26.091 3870 3881 3895 rBV2 248143 812904 26.14% 6.220%

Sum of corrected areas: 13069825
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG012718\
Data File : BG032362.D

Aca On : 27 Jan 2018 18:39

Operator : SJ/JU

Sample : PB106052BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG032362.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012718\
Data File : BG032362.D

Aca On : 27 Jan 2018 18:39

Operator : SJ/JU

Sample : PB106052BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.47 5.46 ng 56707 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 37
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 31 (3.470 min): BG032362.D (-24) (-) m/z 73.10 100.00%
741
5000 450
0 87.1
3.403.50 3.60 3.703.80 3.90
1 m/z 43.00 33.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 430 950 3.40 3.50 3.60 3.70 3.80 3.90
87.0 m/z 87.10 31.36%
27.0
0 "I""I"'H““"'MM'M'I ""I""J'l"l""l" %01'9"|""|""|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0
3.403.50 3.60 3.703.80 3.90
5000 41.0 550 m/z 55.10 23.83%
29.0
o 97.0 1120 129.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 3.40 3.50 3.60 3.703.80 3.90
550 m/z 71.10 10.08%
43.0
5000
270
15.0 \M H
0'W'”W'”'P'”I”'W'”'P'”I“'W'”'P'“I“'W'”'P'“I“'
m/z--> 10 30 40 50 70 80 90 100 110 120 130 3.403.503.60 3.703.80 3.90
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012718\
Data File : BG032362.D

Aca On : 27 Jan 2018 18:39

Operator : SJ/JU

Sample : PB106052BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown8.24 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

8.24 87.61 ng 910221 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 843 (8.241 min): BG032362.D (-835) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 R LSS RN IR S
400 40 8.00 8.20 8.40 8.60
o....,...:ll!...,:!..,:!l.',..7.53,0....,..!.,?1??.?....,...., lrr | | m/z 134.00 35.93%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R LRSS LR LR S
8.00 8.20 8.40 8.60
210 510 m/z 68.10 32.92%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
"800 820 840 8.60
5000 m/z 66.10 23.57%
33.0 44.0 0.0 105.0
0'"'P"'I"'W"'é??"'{'”g?P'”I""I'”'I%%qpl"”l""I'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal P T
132.0 8.00 8.20 8.40 8.60
m/z 69.10 15.18%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0'“'|“'jwh'w“”“|“Ll|“ujﬁ"W'J“lﬁezo“'“w"wH'“ T R LSS LR LR S
m/z--> 30 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_G\DATA\BG012718\
Data File : BG032362.D

Acq On : 27 Jan 2018 18:39

Operator : SJ/JU

Sample : PB106052BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.47 5.5 ng 56707 1 8.72 207796 20.0
unknown8.24 8.24 87.6 ng 910221 1 8.72 207796 20.0
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