LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100873.D

Aca On - 23 Nov 2017 14:12 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16567-05 Gl
Misc i 112017-JETT-F-D-B
ALS Vial : 44 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

5.075 504 508 516 rBV 124365 133512 5.24% 0.978%
5.469 572 575 579 rBV 644537 607800 23.83% 4.451%
rBB 419789 401942 15.76% 2.944%
6.628 767 772 775 rBV 1249302 1178551 46.21% 8.631%
6.857 807 811 814 rBV 548656 437876 17.17% 3.207%
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7.016 833 838 841 rBV 1931338 1683196 66.00% 12.327%
7.422 901 907 910 rBV 1243141 1407610 55.20% 10.309%
8.139 1025 1029 1032 rBV 707280 570710 22.38% 4._.180%
9.216 1206 1212 1215 rBV 2660198 2550221 100.00% 18.676%
9.892 1321 1327 1331 rBV 679127 654319 25.66% 4.792%

=
QO ~NO®

11 10.680 1457 1461 1465 rBV 949376 887616 34.81% 6.500%
12 11.380 1576 1580 1583 rBV 702855 559240 21.93% 4._.096%
13 12.969 1845 1850 1853 rBV 1911669 1766137 69.25% 12.934%
14 13.851 1996 2000 2004 rBV 30048 31078 1.22% 0.228%
15 14.021 2025 2029 2032 rBV 402011 368930 14.47% 2.702%

16 15.492 2273 2279 2289 rBV 317897 416060 16.31% 3.047%

Sum of corrected areas: 13654798
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Data Path
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Misc
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Quant Title
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TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF112217\
: BF100873.D

: 23 Nov 2017 14:12

: SJ/JU

: 16567-05

: 44 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100873.D

Aca On : 23 Nov 2017 14:12

Operator : SJ/JU

Sample : 16567-05

Misc :

ALS Vial : 44 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.
" 5.07 6.10ng 133512 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38

000540-88-5 38
001116-98-9 23
000057-71-6 9
017348-59-3 9

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2
4 2.3-Butanedione. monooxime 101 C4H7NO2
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160

Abundance Scan 507 (5.069 min): BF100873.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 L
83.1 480 5.00 5.20 5.40
Ot e e e m/z 59.10 54 _.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LANLINL L L L L L L L LB
59.0 4.80 5.00 520 5.0
m/z 101.10 17.85%
31.0 83.0 101.0
A S m NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R AL B e
4.80 5.00 5.20 5.40
57.0 0
5000 m/z 58.10 14 .51%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A e i ma
59.0 480 5.00 5.20 5.40
m/z 41.10 8.78%
5000 41.0
A Y 1260 1420
S T A SR sl e b N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100873.D

Aca On : 23 Nov 2017 14:12

Operator : SJ/JU

Sample : 16567-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.63 Concentration Rank 2

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

6.63 53.83 ng 1178550 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Xenon 132 Xe 007440-63-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF100873.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 540 ||| 781 ﬁ1160u51 620 640 6.60 6.80 7.00
O el 8L 3001 L "m/z 68.10  36.35%
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 R UL A I
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.54%
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 7.00
5000 67.0 m/z 66.10 21.76%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon |....||fu\|||||||||||||"|||
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .13%
5000
66.0
I L s I A R LA R LA AR R BRI SR R S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100873.D

Acq On : 23 Nov 2017 14:12

Operator : SJ/JU

Sample - 16567-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .M
Quant Title : 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... 5.07 6.1 ng 133512 1 6.86 437876 20.0
unknown6 .63 6.63 53.8 ng 1178550 1 6.86 437876 20.0
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