LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096159.D

Aca On : 23 Jun 2017 14:56

Operator : SJ/MA

Sample : PB100046BL

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-BF060517.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 1.540 7 9 46 rVB 712149 1467673 65.96% 8.648%
2 4.446 499 503 522 rBV 61521 193917 8.71% 1.143%
3 5.151 619 623 654 rBV 637370 1509880 67.85% 8.896%
4 6.834 905 909 919 rBvV 778280 1321994 59.41% 7.789%
5 6.916 919 923 939 rVB 1049029 1853944 83.32% 10.924%

7.263 978 982 1004 rVB 214099 327247 14.71% 1.928%
7.492 1016 1021 1049 rBvV 899480 1301381 58.48% 7.668%
8.181 1134 1138 1176 rBV 562084 953848 42.87% 5.620%
9.292 1323 1327 1350 rBV 287726 451525 20.29% 2.660%
11.069 1623 1629 1649 rBV 1395711 2023671 90.94% 11.924%

=
QO ~NO®

11 12.110 1802 1806 1825 rBV2 364674 527619 23.71% 3.109%
12 13.410 2022 2027 2053 rBV 730724 1150441 51.70% 6.779%
13 14.510 2209 2214 2237 rBV 347802 554993 24 .94% 3.270%
14 16.904 2614 2621 2624 rBV 1691876 2225207 100.00% 13.111%
15 18.245 2845 2849 2866 rBV 384980 587052 26.38% 3.459%

16 19.921 3130 3134 3147 rBV 303339 498398 22.40% 2.937%
17 20.350 3201 3207 3212 rBv4 16372 23076 1.04% 0.136%

Sum of corrected areas: 16971866
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF062317\

BF096159.D

23 Jun 2017 14:56

SJ/MA

PB100046BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060517 .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 : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096159.D

Aca On : 23 Jun 2017 14:56

Operator : SJ/MA

Sample : PB100046BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.45 11.85 ng 193917 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 504 (4.451 min): BF096159.D (-499) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 O e
83.0 420 4.40 4.60 4.80
Y OV X | e S N m/z 59.10 65.02%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R UL UL I
59.0 420 440 460 4.80
m/z 101.00 25.00%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 420 440 460 480
5000 m/z 58.00 15.83%
20.0 101.0
0ty }?lq RSN S SRS SR 7?;9, F?3q URIIS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol L L LB |Ml TT T T
59.0 420 4.40 4.60 4.80
m/z 41.10 10.11%
5000 310 430 73.0
0 \‘\‘ “\H 510\‘ I | 840 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096159.D

Aca On : 23 Jun 2017 14:56

Operator : SJ/MA

Sample : PB100046BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3 unknown6.92 Concentration Rank 1

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

6.92 113.31 ng 1853940 1,4-Dichlorobenzene-d4 7.26
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 17
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 924 (6.922 min): BF096159.D (-919) (-) m/z 132.00 100.00%
132.0
5000 68.0 [\
96.1 PESARNESARRARARNARALRE
400 540 6.60 6.80 7.00 7.20
o....,...:,':...,.:..,..I-.|,..7.5?,0....,..!.,.1??.?....,....,-'...,.. m/z 68.05  36.66%
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 BN S AR AR
6.60 6.80 7.00 7.20
210 510 m/z 134.00 33.62%
0'“'J“Jhwl'WH“'|“'lw”?wq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.20
5000 67.0 m/z 66.05 21.68%
41.0 97.0
53.0
79.0 117.0 Jk
107.0
e R RS AR AR ARALS RAARS RS RARRN SRS BALRS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methy!l- A R e L AR
132.0 6.60 6.80 7.00 7.20
m/z 96.10 13.65%
5000
51.0 770 104.0
39.0
0% "'l"'*‘l""lH' "??ﬂq'l' “lll'?Z'q" "|“'L'|%%§ 9|""| "" T ISR AR AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062317\
Data File : BF096159.D

Acq On : 23 Jun 2017 14:56

Operator : SJ/MA

Sample : PB100046BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.45 11.9 ng 193917 1 7.26 327247 20.0
unknown6 .92 6.92 113.3 ng 1853940 1 7.26 327247 20.0

8270-BF060517 .M Wed Jun 28 18:18:32 2017 Page: 5



