LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041717\
Data File : BF094452.D

Aca On : 17 Apr 2017 16:33

Operator : SJ/MA

Sample - PB98268BL

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-BF041717 .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 3.910 340 344 354 rVB 437668 589674 12.92% 1.675%
2 4.316 408 413 416 rBV 3534499 3689308 80.84% 10.477%
3 5.392 589 596 599 rBY 3053019 3711163 81.32% 10.539%
4 5.510 611 616 620 rBY 3334418 3820442 83.71% 10.849%
5 5.757 654 658 662 rBY 1013497 876405 19.20% 2.489%

5.939 683 689 692 rBV 2887417 3018438 66.14% 8.572%
6.410 762 769 772 rBV 2091582 2444475 53.56% 6.942%
7.257 907 913 917 rBV 1151095 1191229 26.10% 3.383%
8.586 1131 1139 1142 rBV 3673343 4563633 100.00% 12.960%
9.392 1269 1276 1281 rBV2 1256239 1327053 29.08% 3.769%

=
QO ~NO®

11 10.369 1435 1442 1446 rBV 1910739 2078181 45.54% 5.902%
12 11.216 1578 1586 1589 rBV 1243216 1328486 29.11% 3.773%
13 13.198 1914 1923 1926 rBV2 3400727 4311961 94.49% 12.245%
14 14.462 2131 2138 2143 rBV 1121264 1265942 27.74% 3.595%
15 16.080 2408 2413 2423 rVB 880806 996753 21.84% 2.831%

Sum of corrected areas: 35213143
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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\BF041717\

BF094452_.D

17 Aor 2017 16:33

SJ/MA

PB98268BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041717\
Data File : BF094452.D

Aca On : 17 Apr 2017 16:33

Operator : SJ/MA

Sample - PB98268BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

3.91 13.46 ng 589674 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 344 (3.910 min): BF094452.D (-340) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 RS SRR LR AR
| 83.0 | 3.60 3.80 4.00 4.20
Obrrr el e e m/z 59.10 58.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R LN I LI
59.0 360 3.80 400 420
0
150 4, 1010 m/z 101.10 20.60%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 3.80 4.00 420
5000 m/z 58.10 14 .64%
41.0
29.0 101.0
ol 73.0 86.0
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R e
59.0 3.60 3.80 4.00 4.20
m/z 41.10 9.01%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 360 380 4.00 420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041717\
Data File : BF094452.D

Aca On : 17 Apr 2017 16:33

Operator : SJ/MA

Sample - PB98268BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.51 Concentration Rank 1

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

5.51 87.18 ng 3820440 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 616 (5.510 min): BF094452.D (-611) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 500 || g0t uso %0 a0 oko Sk
L i [ m/z 68.10 40.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R L SRR LN SRR
5.20 540 5.60 5.80
2.0 510 m/z 134.00 32.10%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580
5000 m/z 66.10 24 .83%
150 280 39.0 520 830 770 o000 1040 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e o e
132.0 5.20 540 5.60 5.80
m/z 69.10 16.44%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0'w'“w'“w'“ij“'ﬂ“'Nhﬂwmuﬁ“'wm'w“'VHLw“'”t“" R UL SRR LN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF041717\
Data File : BF094452.D

Acq On 17 Apr 2017 16:33

Operator : SJ/MA

Sample - PB98268BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.91 13.5 ng 589674 1 5.76 876405 20.0
unknown5.51 5.51 87.2 ng 3820440 1 5.76 876405 20.0
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