LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101116\
Data File : BF090508.D

Aca On : 11 Oct 2016 18:08

Operator : UM/SJ

Sample - PB93889BL

Misc :

ALS Vial : 6 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-BF101116.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 5.160 244 247 252 rBV 910156 1297261 18.40% 2.607%
2 5.571 280 283 285 rBVY 4568890 5214684 73.95% 10.480%
3 6.577 368 371 374 rBVY 3784327 4402775 62.44% 8.849%
4 6.714 381 383 386 rBY 3642904 4988416 70.74% 10.026%
5 6.954 401 404 406 rBV 998876 1131941 16.05% 2.275%

7.103 415 417 420 rVB 3245868 3783055 53.65% 7.603%
7.515 450 453 455 rBV 2957189 3369808 47.79% 6.773%
1693254 1560813 22.13% 3.137%
9.320 607 611 613 rBV 4894481 6325956 89.71% 12.714%
9.995 667 670 672 rBV 2094733 1853551 26.29% 3.725%
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11 10.783 736 739 742 rBV 3618008 3634637 51.54% 7.305%
12 11.481 798 800 803 rVvB 2204591 1845207 26.17% 3.708%
13 13.069 936 939 942 rBV 5234034 7051469 100.00% 14.172%
14 14.121 1029 1031 1034 rBV 1884068 1821401 25.83% 3.661%
15 15.595 1157 1160 1163 rBV 974800 1475378 20.92% 2.965%

Sum of corrected areas: 49756352
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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:\HPCHEMI\BNA F\DATA\BF101116\

BF090508.D

11 Oct 2016 18:08

UM/SsJ

PB93889BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090508.D

Aca On : 11 Oct 2016 18:08

Operator : UM/SJ

Sample - PB93889BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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.

5.16 22.92 ng 1297260 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 247 (5.160 min): BF090508.D (-244) (-) m/z 43.10 100.00%
43
59
5000
101 .
4.80 5.00 5.20 5.40
83
0...,....,....,..3.6.',':...‘?.1.'51,...‘.3?....,.-...,...:,....,....,....,....,...., m/z 59.10 62.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A A I L
59 480 500 520 540
m/z 101.10 22 .42%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540
5000 m/z 58.10 18.61%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R
59 4.80 5.00 5.20 5.40
m/z 41.10 8.80%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090508.D

Aca On : 11 Oct 2016 18:08

Operator : UM/SJ

Sample - PB93889BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 unknown6.71 Concentration Rank 1

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

6.71 88.14 ng 4988420 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 383 (6.714 min): BF090508.D (-381) (-) m/z 132.00 100.00%
5000 68
40 %0 J 640 6.60 680 7.00
54 . . : .
o Qe | asus W w/z 68.10 49.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR SRS R LR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.49%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.10 30.27%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon LI L L L L BB
132 6.40 6.60 6.80 7.00
m/z 69.10 19.37%
5000
66
O ISR SRS RS LR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101116\
Data File : BF090508.D

Acq On : 11 Oct 2016 18:08

Operator : UM/SJ

Sample - PB93889BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101116.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... 5.16 22.9 ng 1297260 1 6.95 1131940 20.0
unknown6.71 6.71 88.1 ng 4988420 1 6.95 1131940 20.0
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