LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF103117\
Data File : BF100005.D

Aca On : 31 Oct 2017 16:16

Operator : SJ/JU

Sample : PB103707BL

Misc :

ALS Vial : 8 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

5.004 493 496 522 rBvV 196965 277943 11.92% 1.809%
5.416 563 566 591 rBV 732636 1040317 44.62% 6.769%
rBv 959532 1032220 44.27% 6.716%
6.557 757 760 769 rvB 1290690 1135627 48.70% 7.389%
6.786 796 799 812 rVB 478130 447835 19.21% 2.914%
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6.939 821 825 843 rBV 1483188 1330538 57.06% 8.658%
7.357 892 896 911 rBV 1024779 961440 41.23% 6.256%
8.069 1013 1017 1042 rBvV 718224 661276 28.36% 4 _.303%
9.139 1195 1199 1203 rBV 2115243 2075659 89.02% 13.506%
9.822 1311 1315 1327 rBV 887538 797171 34.19% 5.187%

=
QO ~NO®

11 10.622 1447 1451 1472 rBV 748224 823237 35.31% 5.357%
12 11.321 1566 1570 1579 rBV 873362 891287 38.22% 5.799%
13 12.904 1835 1839 1843 rBV 2196258 2331742 100.00% 15.172%
14 13.980 2018 2022 2036 rBV 887390 843960 36.19% 5.491%

15 15.439 2266 2270 2272 rBV2 21977 25784 1.11% 0.168%

16 15.474 2272 2276 2291 rVB 431229 630230 27.03% 4.101%

17 15.862 2338 2342 2350 rVB4 18872 28930 1.24% 0.188%

18 16.351 2420 2425 2431 rBV2 19715 33420 1.43% 0.217%
Sum of corrected areas: 15368616
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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\BF103117\

BF100005.D

31 Oct 2017 16:16

SJ/Ju

PB103707BL

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF103117\
Data File : BF100005.D

Aca On : 31 Oct 2017 16:16

Operator : SJ/JU

Sample : PB103707BL

Misc :

ALS Vial : 8 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.

5.00 12.41 ng 277943 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 3-Hexanol 102 C6H140 000623-37-0 25

Abundance Scan 495 (4.998 min): BF100005.D (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 RS LI S N
| 83.0 | 460 480 500 520 540
SRRSO 1 ESESESSISEY | EEIESABARMS.ctHMP S MM m/z 59.10 58.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L R L I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 19.83%
T ‘ 83.0 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 4.80 5.00 520 5.40
5000 m/z 58.00 17.47%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- S EREmmama BT ..
59.0 460 480 500 520 540
m/z 41.00 10.41%
41.0
5000
86.0
|, 500 | 690 \ 101.0 .
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF103117\
Data File : BF100005.D

Aca On : 31 Oct 2017 16:16

Operator : SJ/JU

Sample : PB103707BL

Misc :

ALS Vial : 8 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 unknown6.56 Concentration Rank 2

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

6.56 50.72 ng 1135630 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 760 (6.557 min): BF100005.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
960 """"""""""
401 540 6.20 6.40 6.60 6.80
....,....;-:...,.:..,.:I.',..7.5?,0....,..!.,.??.?....,....,'...,.. m/z 68.10 33.19%
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 L R L L
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.67%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.10 20.32%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine T ,k e R
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.34%
97.0
5000
70.0
31.0
| M0 % | eso | meo |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80

8270-BF102317.M Wed Nov 01 14:31:32 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF103117\
Data File : BF100005.D

Acq On : 31 Oct 2017 16:16

Operator : SJ/JU

Sample : PB103707BL

Misc :

ALS Vial : 8 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... 5.00 12.4 ng 277943 1 6.79 447835 20.0
unknown6 .56 6.56 50.7 ng 1135630 1 6.79 447835 20.0
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