LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103368.D

Aca On : 2 Mar 2018 16:38

Operator : SJ/JU

Sample : PB106972BL

Misc :

ALS Vial : 4 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 F\METHODS\8270-BF022218.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 5.128 513 517 530 rBV 80376 124392 3.21% 0.371%
2 5.504 577 581 604 rBVY 3412945 3873896 100.00% 11.569%
3 6.510 747 752 771 rBV 3260520 3851173 99.41% 11.501%
4 6.645 771 775 779 rBVY 3527489 3700546 95.53% 11.052%
5 6.875 810 814 819 rBVY 1085512 979433 25.28% 2.925%

7.028 836 840 844 rBV 2971021 2874061 74.19% 8.583%
7.439 905 910 926 rBV 2435147 2672903 69.00% 7.983%
8.157 1028 1032 1050 rBV 1348213 1363926 35.21% 4.073%
9.233 1210 1215 1229 rBV 3485235 3690525 95.27% 11.022%
9.916 1327 1331 1343 rVB 1320835 1316475 33.98% 3.932%

=
QO ~NO®

11 10.710 1462 1466 1480 rBV 1939261 2180553 56.29% 6.512%
12 11.410 1581 1585 1601 rVB 1336582 1289366 33.28% 3.851%
13 12.998 1849 1855 1858 rBV 3004737 3310882 85.47% 9.888%
14 13.757 1978 1984 1989 rBV9 19405 48740 1.26% 0.146%
15 14.063 2032 2036 2047 rBV 1091192 1207028 31.16% 3.605%

16 15.568 2287 2292 2307 rVB 594173 1000427 25.82% 2.988%

Sum of corrected areas: 33484326
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\Data\BF030218\

BF103368.D
2 Mar 2018 16:38
SJ/Ju
PB106972BL
4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103368.D

Aca On : 2 Mar 2018 16:38

Operator : SJ/JU

Sample : PB106972BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 2.54 ng 124392 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 517 (5.128 min): BF103368.D (-513) (-) m/z 42.95 100.00%
43
59
5000
51 . 83 1(|)1 480 5.00 5.20 5.40
R B ot I Bt m/z 59.00 59.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LS L RS
59 480 500 520 540
m/z 101.00 17.17%
25 3 37 ‘ 83 g3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 15.48%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethy! ester
43 480 5.00 5.20 5.40
m/z 41.00 8.04%
57
5000
29 101
15 Y 51 ||| 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103368.D

Aca On : 2 Mar 2018 16:38

Operator : SJ/JU

Sample : PB106972BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

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

6.65 75.57 ng 3700550 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103368.D (-771) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTTT T T T T T T T T
40 54 | 75 104 ‘ 6.40 6.60 6.80 7.00
S I 0l A 1A M e S [ N m/z 68.00 38.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 AL
5000 U UL IS L
6.40 6.60 6.80 7.00
78 m/z 134.00 33.97%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.00 26.94%
33 44 97 105

70 78
51 60 86 115

wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /L
Abundance #14491: 5-Aminoindole N mmmms ne
132 6.40 6.60 6.80 7.00
m/z 68.95 15.03%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030218\
Data File : BF103368.D

Acq On : 2 Mar 2018 16:38

Operator : SJ/JU

Sample : PB106972BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.13 2.5 ng 124392 1 6.87 979433 20.0
unknown6 .65 6.65 75.6 ng 3700550 1 6.87 979433 20.0
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