LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100349.D

Aca On : 9 Nov 2017 19:14

Operator : SJ/JU

Sample : PB104087BL

Misc :

ALS Vial : 7 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-BF110817.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 5.140 514 519 529 rBV 479627 586409 15.79% 1.875%
2 5.528 579 585 588 rBY 2947959 2975869 80.11% 9.517%
3 6.522 748 754 757 rBVY 3071541 2928387 78.83% 9.365%
4 6.669 774 779 782 rBVY 3186265 3022503 81.37% 9.666%
5 6.898 815 818 822 rVB 1052137 928286 24.99% 2.969%

7.057 841 845 848 rBV 2752617 2393694 64.44% 7.655%
7.457 908 913 917 rBV 1805772 1917162 51.61% 6.131%
8.181 1031 1036 1040 rBV 1394985 1268029 34.14% 4 _.055%
3692064 3596375 96.82% 11.501%
9.939 1329 1335 1338 rBV 1500863 1435097 38.63% 4 _589%
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11 10.728 1463 1469 1472 rBV 2165743 2217944 59.71% 7.093%
12 11.422 1583 1587 1591 rBV 1688821 1551276 41.76% 4.961%
13 13.010 1852 1857 1860 rBV 3862332 3714599 100.00% 11.879%
14 14.063 2032 2036 2039 rBV 1527187 1356912 36.53% 4 _.339%

15 15.180 2223 2226 2230 rVB 48125 50122 1.35% 0.160%

16 15.545 2282 2288 2298 rVB 809339 1082687 29.15% 3.462%

17 16.015 2363 2368 2373 rVB2 55268 77765 2.09% 0.249%

18 16.533 2451 2456 2464 rVB2 54241 99013 2.67% 0.317%

19 17.145 2556 2560 2570 rVB5 31966 68104 1.83% 0.218%
Sum of corrected areas: 31270233
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110917\

BF100349.D

9 Nov 2017 19:14

SJ/Ju

PB104087BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100349.D

Aca On : 9 Nov 2017 19:14

Operator : SJ/JU

Sample : PB104087BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.14 12.63 ng 586409 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 519 (5.140 min): BF100349.D (-514) (-) m/z 42.95 100.00%
43.0
59.1
5000
oL 480 500 520 540
ot 8O 2010 iy 59.10  54.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LU I L
59.0 480 500 520 540
0,
150 1010 m/z 101.10 17.14%
0 wl ol " 83.0 \ ‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.10%
87.0
15.0
G L L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R e R
59.0 480 5.00 5.20 5.40
m/z 41.00 8.60%
5000 41.0
o Il 126.0142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100349.D

Aca On : 9 Nov 2017 19:14

Operator : SJ/JU

Sample : PB104087BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 65.12 ng 3022500 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 779 (6.669 min): BF100349.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBE ARSI S
401 540 | 6.40 6.60 6.80 7.00
o..,....,....,...:,".'..:,:!..,::.-.|,..l:.,?‘?:?,..!.,.’fﬂ?,"....,....,"...,.. m/z 68.10 41.29%
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 IREBEAREE RS L S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.82%
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
" 640 6.60 6.80 7.00
5000 m/z 66.00 25.84%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal I R o AR
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.32%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0'w'“w'“w'“ij“w““w”hm'm“““w'mw'“'VHLw“'”L'" IREBE ARSI S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110917\
Data File : BF100349.D

Acq On : 9 Nov 2017 19:14

Operator : SJ/JU

Sample : PB104087BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.14 12.6 ng 586409 1 6.90 928286 20.0
unknown6 .67 6.67 65.1 ng 3022500 1 6.90 928286 20.0
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