LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098039.D

Aca On : 25 Aug 2017 19:22

Operator : SJ/JU

Sample : PB101833BL

Misc :

ALS Vial : 9 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-BF081517.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 4 _.957 478 488 498 rBV 218762 345455 8.81% 1.104%
2 5.357 550 556 559 rBVY 3257347 3660893 93.34% 11.701%
3 6.381 723 730 732 rBVY 3081490 3738900 95.32% 11.951%
4 6.510 747 752 755 rBVY 3350830 3571638 91.06% 11.416%
5 6.739 787 791 794 rBV 810685 723404 18.44% 2.312%

6.892 813 817 821 rBV 2736199 2769266 70.60% 8.851%
7.304 881 887 890 rBV 2117850 2345597 59.80% 7.497%
8.022 1003 1009 1012 rBV 924970 944993 24 .09% 3.020%
9.098 1186 1192 1195 rBV 3562507 3922310 100.00% 12.537%
9.769 1301 1306 1310 rBV 996697 996093 25.40% 3.184%

=
QO ~NO®

11 10.563 1434 1441 1444 rBV 1973401 2215187 56.48% 7.080%
12 11.251 1553 1558 1562 rBV 1207687 1043389 26.60% 3.335%
13 12.845 1822 1829 1832 rBV 3293969 3524600 89.86% 11.266%
14 13.880 2001 2005 2009 rBV 918980 878108 22.39% 2.807%
15 15.298 2241 2246 2251 rBV 508396 606454 15.46% 1.938%

Sum of corrected areas: 31286287
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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\BF082517\

BF098039.D

25 Aug 2017 19:22

SJ/Ju

PB101833BL

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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\BF082517\
Data File : BF098039.D

Aca On : 25 Aug 2017 19:22

Operator : SJ/JU

Sample : PB101833BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.96 9.55 ng 345455 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (4.957 min): BF098039.D (-478) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 R R R LA
| 83.0 | 4.60 4.80 5.00 5.20
At NN Mt S U m/z 59.00 51.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A N R L
4.60 4.80 5.00 5.20
59.0 m/z 101.00 19.54%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 1.0 m/z 58.00 16.61%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime B e
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.66%
5000
101.0
150 310 | 80490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098039.D

Aca On : 25 Aug 2017 19:22

Operator : SJ/JU

Sample : PB101833BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.51 Concentration Rank 1

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

6.51 98.75 ng 3571640 1,4-Dichlorobenzene-d4 6.74
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 752 (6.510 min): BF098039.D (-747) (-) m/z 132.05 100.00%
132.1
5000 68.1
40,0 560 J 620 640 6.60 6.80
.0 54.0 . . . .
ol 4820 | 80 m/z 68.10 47.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 L L B UL AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.01%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 ok oko b
5000 9go 1160 m/z 66.00 29.38%
0 158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e R
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.69%
117.0
5000
91.0
ST A
0,.h..h..w.,m..ﬁ“.:.,ﬂ..h e — SR L S £ —
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082517\
Data File : BF098039.D

Acq On : 25 Aug 2017 19:22

Operator : SJ/JU

Sample : PB101833BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.96 9.6 ng 345455 1 6.74 723404 20.0
unknown6 .51 6.51 98.8 ng 3571640 1 6.74 723404 20.0
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