LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094964.D

Aca On : 8 May 2017 2:31 Instrument :
Operator : SJ/MA gﬁgiéamlem'
a?zgle ; 12947-01 s&or&zop
ALS Vial : 11 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-BF050217 .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 3.431 222 254 257 rBVY 6153265 35806171 100.00% 60.646%
2 5.042 524 528 552 rBV 269061 570867 1.59% 0.967%
3 5.672 630 635 660 rBY 1625047 2437990 6.81% 4.129%
4 7.266 900 906 921 rBVY 1633839 2434398 6.80% 4.123%
5 7.383 921 926 942 rVB 2017263 2682372 7.49% 4 .543%

7.725 979 984 996 rVB 380965 472284 1.32% 0.800%
7.960 1019 1024 1036 rBV 1706316 2013016 5.62% 3.409%
8.625 1131 1137 1146 rBV 1105581 1527425 4.27% 2.587%
9.742 1322 1327 1341 rBV 453051 648643 1.81% 1.099%
11.513 1623 1628 1644 rBV 2365761 3094325 8.64% 5.241%

=
QO ~NO®

11 12.571 1803 1808 1821 rBV2 576509 806206 2.25% 1.365%
12 13.865 2022 2028 2043 rBV 1292436 1900843 5.31% 3.219%
13 14.971 2211 2216 2231 rBV2 495449 733669 2.05% 1.243%
14 17.301 2606 2612 2615 rBV 2258894 2825553 7.89% 4._.786%
15 18.636 2835 2839 2845 rBV 465618 611485 1.71% 1.036%

16 20.306 3119 3123 3135 rBV 324118 476382 1.33% 0.807%

Sum of corrected areas: 59041629
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094964.D

Aca On : 8 May 2017 2:31

Operator : SJ/MA

Sample : 12947-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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: BF094964.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094964.D

Aca On : 8 May 2017 2:31

Operator : SJ/MA

Sample : 12947-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.04 24_.17 ng 570867 1,4-Dichlorobenzene-d4 7.72
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 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 528 (5.042 min): BF094964.D (-524) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AN R e S
| 83.0 | 4.80 5.00 520 540
0'”I””P'“P'Jﬁ“'PAW'”W”'W“”I””P'”P”'P”W'”W”'W m/z 59.10 58.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 520 5.40
0
150 4, 1010 m/z 101.10 20.66%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 m/z 58.00 14 .46%
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 #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e E
54.0 480 500 520 5.40

m/z 41.10 8.80%

5000 41.0
AL 173.0 126.0 1420

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094964.D

Aca On : 8 May 2017 2:31

Operator : SJ/MA

Sample : 12947-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 3 unknown7.38 Concentration Rank 2

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

7.38 113.59 ng 2682370 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 925 (7.378 min): BF094964.D (-921) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || aso %70 Th 7o 740 7k 7o
Obrrprrrr e pre bbbt e 82,0 L B0 L m/z 68.10 39.16%
m/z--> 10 20 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 UL I R
7.00 7.20 7.40 7.60 7.80
2.0 510 m/z 134.00 31.44%
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
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 23.07%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole L B AL ELEL A B B
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 15.13%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050617\
Data File : BF094964.D

Acq On : 8 May 2017 2:31

Operator : SJ/MA

Sample : 12947-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.04 24_.2 ng 570867 1 7.72 472284 20.0
unknown? .38 7.38 113.6 ng 2682370 1 7.72 472284 20.0
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