LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110817\
Data File : BF100306.D
Aca On : 8 Nov 2017 21:52 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : 16354-01 5X POOL-5001-0001-01
ALS Vial : 17 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 5.110 511 514 520 rBV 135253 141286 8.56% 0.977%
2 5.504 577 581 585 rBV 988971 818304 49.58% 5.659%
3 6.510 747 752 756 rBV 891900 828505 50.20% 5.729%
4 6.663 774 778 781 rBVY 1022724 854718 51.79% 5.911%
5 6.898 814 818 822 rBVY 1524990 1242706 75.29% 8.594%

7.051 841 844 848 rVB 770349 668570 40.51% 4.623%
7.457 909 913 916 rBV 538403 477124 28.91% 3.299%
8.181 1031 1036 1039 rBV 2023392 1615238 97.86% 11.170%
32416 24551 1.49% 0.170%
9.251 1215 1218 1222 rVB 1234301 927803 56.21% 6.416%
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11 9.645 1281 1285 1288 rBV 207763 152227 9.22% 1.053%
12 9.939 1330 1335 1338 rBV 1765781 1650502 100.00% 11.414%
13 10.645 1451 1455 1458 rBV 84189 62609 3.79% 0.433%
14 10.716 1464 1467 1471 rBV 524651 435887 26.41% 3.014%
15 11.422 1583 1587 1590 rBV 1803678 1444160 87.50% 9.987%

16 11.980 1678 1682 1684 rBV 97292 81737 4_95% 0.565%
17 12.998 1852 1855 1859 rVB 653095 589686 35.73% 4.078%
18 13.898 2005 2008 2011 rBvV4 19241 24207 1.47% 0.167%
19 14.057 2029 2035 2039 rBV 1326228 1165813 70.63% 8.062%
20 15.180 2223 2226 2231 rBV6 27110 31173 1.89% 0.216%

21 15.539 2282 2287 2297 rVB2 956622 1223717 74.14% 8.462%

Sum of corrected areas: 14460523
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110817\

Data File : BF100306.D

Aca On : 8 Nov 2017 21:52

Operator : SJ/JU

ﬁ?ggle i 16354-01 5X POOL-5001-0001-01
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF100306.D
2000000

6.90
1500000

6.66
5.50
1000000 6.51

7.05

7.46
500000

5.11

R e I R ., S I Bl iU -

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF100306.D
2000000 8l18

9.94 11.42

1500000
9.25

1000000

13.00

10.72
500000

9.65
8.77 10. 11.98

ot e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF100306.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110817\

Data File : BF100306.D

Aca On : 8 Nov 2017 21:52

Operator : SJ/JU

ﬁ?ggle i 16354-01 5X POOL-5001-0001-01
ALS Vial : 17 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.

5.11 2.27 ng 141286 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 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 30
3 Acetamide. N-(aminocarbonvIl)- 102 C3H6N202 000591-07-1 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 514 (5.110 min): BF100306.D (-511) (-) m/z 43.00 100.00%
43.0
5000 59.0
| w0 ik 5bo 520 Sk
R e o o e B R m/z 59.00 48.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I LN UL UL
59.0 480 500 520 540
m/z 101.00 14 .59%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 14 .32%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4192: Acetamide, N-(aminocarbonyl)- R e e
43.0 480 5.00 5.20 5.40
m/z 41.00 8.07%
5000 50.0
' 28.0 70.0
obrrr et el el 8202020
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110817\

Data File : BF100306.D

Aca On : 8 Nov 2017 21:52

Operator : SJ/JU

ﬁ?ggle i 16354-01 5X POOL-5001-0001-01
ALS Vial : 17 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 unknown6.66 Concentration Rank 1

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

6.66 13.76 ng 854718 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 777 (6.657 min): BF100306.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 sio || g, 0 "k Gho ko 140
oS/ PR MR S MBS | M. m/z 68.10 42.55%
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 N
5000 U R R R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 30.69%
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 6.60 680 7.00
5000 67.0 m/z 66.00 27.50%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 0
Abundance #14491: 5-Aminoindole LI B L L L rT T
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.78%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 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\HPCHEM1I\BNA_ F\DATA\BF110817\

Data File : BF100306.D

Acq On : 8 Nov 2017 21:52

Operator : SJ/JU

ﬁ?ggle i 16354-01 5X POOL-5001-0001-01
ALS Vial : 17 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... 5.11 2.3 ng 141286 1 6.90 1242710 20.0
unknown6 .66 6.66 13.8 ng 854718 1 6.90 1242710 20.0
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