LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110717\
Data File : BF100279.D

Aca On > 7 Nov 2017 12:56

Operator : SJ/JU

Sample : 16336-01

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-BF102317.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

4.934 482 484 500 rBvV 59399 129125 4._.26% 0.692%
5.340 550 553 583 rBvV 549834 1048493 34.60% 5.616%
rBv 387078 659155 21.75% 3.530%
6.487 744 748 763 rVB 1577177 1897336 62.61% 10.162%
6.710 783 786 798 rBV 520972 534164 17.63% 2.861%
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6.863 808 812 835 rBV 2034403 2002032 66.07% 10.723%
7.287 880 884 904 rBV 1368370 1504980 49.66% 8.061%
7.992 1001 1004 1017 rBV 754317 779216 25.71% 4.173%
9.063 1182 1186 1200 rVB 2994780 3030375 100.00% 16.230%
9.739 1298 1301 1314 rVB 852302 884009 29.17% 4_.735%

=
QO ~NO®

11 10.539 1433 1437 1458 rBV 1436911 1464926 48.34% 7.846%
12 11.233 1552 1555 1567 rBV 956038 911016 30.06% 4_.879%
13 12.816 1820 1824 1828 rBV 2559942 2754689 90.90% 14.754%
14 13.886 2003 2006 2021 rBV 600254 652516 21.53% 3.495%
15 15.333 2248 2252 2267 rBV 246251 418900 13.82% 2.244%

Sum of corrected areas: 18670932
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100279.D

Aca On : 7 Nov 2017 12:56

Operator : SJ/JU

Sample : 16336-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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: BF100279.D
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2500000

2000000

1500000

1000000

13.89

500000
15.33

e i s L . B s A

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF102317.M Wed Nov 08 10:23:11 2017 Page: 2



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100279.D

Aca On : 7 Nov 2017 12:56

Operator : SJ/JU

Sample : 16336-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 4.83 ng 129125 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 483 (4.928 min): BF100279.D (-482) (-) m/z 43.10 100.00%
431 P
59.0
5000
101.0
82.9 | 460 4.80 5.00 5.20
oY 1 FESESSCSESOY | A SIS MM m/z 59.00 53.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS SSEDESEAE NARRE ARE
460 4.80 5.00 5.20
59.0 1010 m/z 58.10 19.18%
o 270 | 510 ‘ 69.0 830910 |
miz--> 1 % % 4 % 6 70 s % 100 10
Abundance
43.0
570 460 480 5.00 520
5000 m/z 101.00 18.67%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LA L L L B N LB |
59.0 460 480 500 520

m/z 41.00 9.04%

5000 31.0 43.0 73.0
0 Wﬁ \““ 51.0) 84.0 101.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100279.D

Aca On : 7 Nov 2017 12:56

Operator : SJ/JU

Sample : 16336-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 3-Chloro-6-fluoro-pyrazine Concentration Rank 2

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

6.49 71.04 ng 1897340 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 52
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 25
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 749 (6.492 min): BF100279.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 ey A R RN ARN
200 540 6.20 6.40 6.60 6.80
o....,....,....,.:..,.:I-.',..7.55,0....,..!.,.1??.?....,....,-'...,.. m/z 134.00 33.23%
m/z--> 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 SRR U R R
6.20 6.40 6.60 6.80
310 510 m/z 68.10 31.85%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 19.54%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7—methy|— LI L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 96.10 12.84%
5000
510 770 104.0
39.0
SN R | N Y NN N N N B PO | G
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110717\
Data File : BF100279.D

Acq On > 7 Nov 2017 12:56

Operator : SJ/JU

Sample - 16336-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 4.8 ng 129125 1 6.71 534164 20.0
3-Chloro-6-fluoro. .. 6.49 71.0 ng 1897340 1 6.71 534164 20.0
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