LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096011.D

Aca On 19 Jun 2017 17:50

Operator : SJ/MA

Sample - PB99828BL

Misc :

ALS Vial : 14 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-BF060517.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 1.557 10 12 61 rvB 1903725 3966737 100.00% 18.804%
2 4.510 510 514 541 rBV 49374 180845 4 _.56% 0.857%
3 5.192 626 630 662 rBV 984624 1938738 48.87% 9.191%
4 6.875 912 916 926 rBY 1095754 1758617 44.33% 8.337%
5 6.963 926 931 951 rVB 1429334 2299061 57.96% 10.899%

7.304 985 989 1009 rVvB 274956 390884 9.85% 1.853%
7.539 1024 1029 1046 rBV 1165874 1601172 40.36% 7.590%
8.227 1141 1146 1173 rBV 809830 1216644 30.67% 5.768%
9.339 1331 1335 1357 rBvV 351029 548485 13.83% 2.600%
11.116 1631 1637 1654 rBV 1834670 2439425 61.50% 11.564%

=
QO ~NO®

11 12.157 1809 1814 1828 rBV2 419548 587984 14.82% 2.787%
12 13.451 2029 2034 2062 rBV 746731 1154381 29.10% 5.472%
13 14.551 2216 2221 2243 rBV2 324225 515052 12.98% 2.442%
14 16.933 2620 2626 2646 rBB 1441652 1806940 45.55% 8.566%
15 18.280 2851 2855 2872 rBB 247239 337356 8.50% 1.599%

16 19.950 3135 3139 3151 rBV 219217 352309 8.88% 1.670%

Sum of corrected areas: 21094630

8270-BF060517 .M Tue Jun 20 18:03:06 2017 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF061917\

BF096011.D

19 Jun 2017 17:50

SJ/MA

PB99828BL

14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517 .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\BF061917\
Data File : BF096011.D

Aca On 19 Jun 2017 17:50

Operator : SJ/MA

Sample = PB99828BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.51 9.25 ng 180845 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 3-Hexanol 102 C6H140 000623-37-0 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 514 (4.510 min): BF096011.D (-510) (-) m/z 43.10 100.00%
43.1
59.0
5000
101.0 e
83.1 420 4.40 4.60 4.80
o VY| S E m/z 59.00 70.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I L L L
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0,
150 a0 1010 m/z 101.00 23.44%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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43.0 59.0
1
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m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol LI L L N L NN |
54.0 420 4.40 4.60 4.80
m/z 41.00 10.85%
5000 31 73.0
0 \ \ ‘ ‘ 11 \‘ 840 1010
”'I"”I"'W""P"'I”"I'”'I"”I"'W""P"'I' IR A LR U SRR
m/z--> 10 20 30 60 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096011.D

Aca On 19 Jun 2017 17:50

Operator : SJ/MA

Sample = PB99828BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.96 Concentration Rank 2

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

6.96 117.63 ng 2299060 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 931 (6.963 min): BF096011.D (-926) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 TTrrrTyTrTT T T TT T T T
400 540 6.60 6.80 7.00 7.20
o....,...::u...,::..,.:l-.',..7.5?',0....,..!.,%??:?....,....,J...,.. m/z 68.05  38.30%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i TS T T
410 o m/z 134.00  32.85%
79.0 '
0....,....,....,....,....,....,....,....,.1.0.7.0....|....|... -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 ok 650 700 720
5000 ' m/z 66.05 22_.17%
31.0 51.0
79.0
e R RS AR AR RS RAARS RSN BALRN SERSS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine  EEaa i L
132.0 6.60 6.80 7.00 7.20
m/z 69.10 14 .58%
97.0
5000 0.0
31.0 52.0
o . 86.0 | 10701160
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061917\
Data File : BF096011.D

Acq On 19 Jun 2017 17:50

Operator : SJ/MA

Sample - PB99828BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : 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... 4.51 9.3 ng 180845 1 7.30 390884 20.0
unknown6 .96 6.96 117.6 ng 2299060 1 7.30 390884 20.0
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