LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098073.D

Aca On : 28 Aug 2017 18:31

Operator : SJ/JU

Sample : PB101862BL

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-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

4.945 480 486 493 rVB 162637 231851 8.30% 0.954%
5.357 550 556 559 rBV 2469059 2605686 93.30% 10.716%
rBV 2544539 2637847 94.45% 10.849%
6.510 747 752 755 rBV 2770764 2563153 91.78% 10.541%
6.739 787 791 795 rBV 897146 722933 25.89% 2.973%
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6.898 813 818 821 rBV 2138597 1966717 70.42% 8.089%
7.304 882 887 890 rBV 1701365 1622905 58.11% 6.675%
8.022 1004 1009 1013 rBV 1020676 949754 34.01% 3.906%
9.098 1187 1192 1196 rBV 2665343 2792720 100.00% 11.486%
9.774 1302 1307 1315 rBV2 1046727 992786 35.55% 4.083%

=
QO ~NO®

11 10.563 1435 1441 1455 rBV 1592577 1589357 56.91% 6.537%
12 11.257 1554 1559 1563 rBV 1201582 1030000 36.88% 4._.236%
13 12.668 1795 1799 1803 rBV 36651 31266 1.12% 0.129%
14 12.845 1824 1829 1832 rBV 2777278 2650683 94.91% 10.901%
15 13.892 2003 2007 2014 rVB 1107972 1005287 36.00% 4._.134%

16 15.315 2243 2249 2253 rBV 679803 853553 30.56% 3.510%

17 15.756 2321 2324 2330 rVB3 20224 28080 1.01% 0.115%
18 16.233 2402 2405 2413 rVB5 21458 40350 1.44% 0.166%
Sum of corrected areas: 24314928
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098073.D

Aca On : 28 Aug 2017 18:31

Operator : SJ/JU

Sample : PB101862BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF098073.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098073.D

Aca On : 28 Aug 2017 18:31

Operator : SJ/JU

Sample : PB101862BL

Misc :

ALS Vial : 4 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.

4.95 6.41 ng 231851 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 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 487 (4.951 min): BF098073.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 NSNS SRR
| 831 | 4.60 4.80 5.00 5.20
O i e L e e e m/z 59.00 56.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL IR B
59.0 460 480 500 520
0,
150 a0 1010 m/z 101.10 21.24%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 58.00 18.17%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LA L L L L L L
43.0 460 4.80 5.00 5.20
m/z 41.00 7.55%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁ"'wéﬁ?w"'h"'VQQQw"'V"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098073.D

Aca On : 28 Aug 2017 18:31

Operator : SJ/JU

Sample : PB101862BL

Misc :

ALS Vial : 4 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 70.91 ng 2563150 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 752 (6.510 min): BF098073.D (-747) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 %1 J "ol oM 650 580
.0 540 : - :
0 S8 S T .2 | m/z 68.10 47.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IRSENRARE BURSE RSN SRR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.74%
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
57.0 132.0
740 o5 ok oko b
5000 ggo 1160 m/z 66.00 29.10%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 i
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.63%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%?‘".0.‘.‘a|....“|..H.|....|....|.... S S 1 K-
m/z--> 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\BF082817\
Data File : BF098073.D

Acq On : 28 Aug 2017 18:31

Operator : SJ/JU

Sample : PB101862BL

Misc :

ALS Vial : 4 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... 4.95 6.4 ng 231851 1 6.74 722933 20.0
unknown6 .51 6.51 70.9 ng 2563150 1 6.74 722933 20.0
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