LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098203.D

Aca On : 31 Aug 2017 19:16

Operator : SJ/JU

Sample : PB101916BL

Misc :

ALS Vial : 6 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 4.928 477 483 496 rBV 177893 268273 7.37% 0.916%
2 5.334 546 552 555 rBY 2930300 3132039 86.03% 10.692%
3 6.357 720 726 729 rBVY 2822375 3235049 88.86% 11.044%
4 6.487 743 748 751 rBVY 3009091 3119223 85.68% 10.649%
5 6.716 783 787 790 rBV 882664 695189 19.10% 2.373%

6.875 809 814 817 rBV 2650915 2418542 66.43% 8.257%
7.281 878 883 886 rBV 1801640 2033990 55.87% 6.944%
1021875 945970 25.98% 3.229%
9.081 1182 1189 1192 rBV 3332144 3581296 98.37% 12.226%
9.751 1298 1303 1307 rBV 1174890 1050160 28.85% 3.585%

=
QOO ~NO®
\l
o]
(o]
(00]
=
o
o
o
=
o
o
)]
=
o
=
(00]
=
os]
<

11 10.539 1431 1437 1441 rBV 1908757 2164423 59.45% 7.389%
12 11.233 1550 1555 1562 rBV 1354781 1152254 31.65% 3.934%
13 12.822 1820 1825 1828 rBV 3226714 3640527 100.00% 12.428%
14 13.863 1998 2002 2006 rBV 1060054 1007125 27.66% 3.438%
15 15.280 2237 2243 2247 rBV 570919 732142 20.11% 2.499%

16 16.186 2393 2397 2402 rVB2 23391 39003 1.07% 0.133%

17 16.739 2485 2491 2496 rBV3 18942 37129 1.02% 0.127%

18 17.380 2593 2600 2606 rBV5 16193 40098 1.10% 0.137%
Sum of corrected areas: 29292432
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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\BF083117\

BF098203.D

31 Aug 2017 19:16

SJ/Ju

PB101916BL

6 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

Abundance
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TIC: BF098203.D
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3000000

2500000

2000000

1500000

8.00

1000000
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0

TIC: BF098203.D

10.54

11.23
9.75

T
Time--> 8.00
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13.50

8.50 9.50
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3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098203.D

13.86

15.28

16.19 16.74 17.38

Time-->

14.00
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14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098203.D

Aca On : 31 Aug 2017 19:16

Operator : SJ/JU

Sample : PB101916BL

Misc :

ALS Vial : 6 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.

4.93 7.72 ng 268273 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (4.928 min): BF098203.D (-477) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 IS SAEBERRE NARRE RRRN
| 83.0 4.60 4.80 5.00 5.20
rrrprrerprerer e e e e m/z 59.10 58.52%
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 L LS UL UL R
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 21.78%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 5.00 520
5000 410 m/z 58.00 16.89%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- B A e e R
59.0 4.60 4.80 5.00 5.20
31.0 m/z 41.00 9.32%
5000
3.0 73.0
15\'0 A‘ | ‘ , ‘ 87.0 102.0
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\BF083117\
Data File : BF098203.D

Aca On : 31 Aug 2017 19:16

Operator : SJ/JU

Sample : PB101916BL

Misc :

ALS Vial : 6 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 unknown6.49 Concentration Rank 1

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

6.49 89.74 ng 3119220 1,4-Dichlorobenzene-d4 6.72
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 749 (6.493 min): BF098203.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 LSRR SRR LR A
40.1 540 J 6.20 6.40 6.60 6.80
S0 N .2 | m/z 68.10 41.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 LRSS AR LR R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.82%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o o ok
5000 ggo 1160 m/z 66.00 25.56%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180 i
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.54%
5000
"'M |'?%O'=”7%?'“8§P'J|'M"'| D DN DA AL ISR NESE AR R LR
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\BF083117\
Data File : BF098203.D

Acq On : 31 Aug 2017 19:16

Operator : SJ/JU

Sample : PB101916BL

Misc :

ALS Vial : 6 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... 4.93 7.7 ng 268273 1 6.72 695189 20.0
unknown6 .49 6.49 89.7 ng 3119220 1 6.72 695189 20.0
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