LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096995.D

Aca On 24 Jul 2017 19:57

Operator : SJ/JU

Sample : PB100872BL

Misc :

ALS Vial : 5 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-BF071317.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 4.675 470 474 487 rBV 178331 282098 9.99% 1.198%
2 5.128 547 551 567 rBY 2688674 2777046 98.31% 11.793%
3 6.181 725 730 744 rBVY 2769840 2824773 100.00% 11.996%
4 6.287 744 748 752 rBVY 2885581 2728755 96.60% 11.588%
5 6.510 783 786 790 rBV 854052 745871 26.40% 3.167%
6 6.669 809 813 817 rBVY 2144324 1998215 70.74% 8.486%
7 7.081 878 883 886 rBY 1579835 1597987 56.57% 6.786%
8 7.792 1000 1004 1008 rBV 909916 891533 31.56% 3.786%
9 8.875 1182 1188 1191 rBvV 2533172 2620888 92.78% 11.130%
10 9.539 1296 1301 1305 rBV 987001 923588 32.70% 3.922%
11 9.957 1369 1372 1373 rBV 34227 28869 1.02% 0.123%

12 10.327 1430 1435 1439 rBV 1495149 1409944 49.91% 5.988%
13 11.016 1547 1552 1555 rBV 1036843 904664 32.03% 3.842%
14 12.604 1817 1822 1825 rBV 2303648 2374448 84.06% 10.084%
15 13.639 1994 1998 2002 rBV 957323 874827 30.97% 3.715%

16 14.992 2223 2228 2234 rBV 448589 534058 18.91% 2.268%
17 15.821 2365 2369 2374 rBV3 17559 30125 1.07% 0.128%

Sum of corrected areas: 23547689
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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\BFO072417\

BF096995.D

24 Jul 2017 19:57

SJ/Ju

PB100872BL

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096995.D

Aca On 24 Jul 2017 19:57

Operator : SJ/JU

Sample : PB100872BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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._.67 7.56 ng 282098 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 473 (4.669 min): BF096995.D (-470) (-) m/z 43.00 100.00%
43.0
5000 50.0
1011 ik 3k 4B sho
il 900880 | “m/z 59.00  48.94%
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 I L UL
59.0 440 460 480 500
m/z 58.00 14 .57%
e e 830 030 0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500
5000 m/z 101.10 12.61%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- i e  m maa
59.0 4.40 4.60 4.80 5.00
m/z 41.00 8.85%
5000
410 101.0
Ase O Lol 80 wo
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096995.D

Aca On 24 Jul 2017 19:57

Operator : SJ/JU

Sample : PB100872BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.29 Concentration Rank 1

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

6.29 73.17 ng 2728760 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 749 (6.292 min): BF096995.D (-744) (-) m/z 132.00 100.00%
132.0
5000 681
96.1 P SSRBE SRR AR RN
401 540 6.00 6.20 6.40 6.60
..,....,....,...:,".'...,:!..,.:ln.'...'..,?‘?.9,..!.,.-:..,1.1.“?.1,....,-'...,.. m/z 68.10 35.78%
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 .
5000 RS SR R
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 33.52%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 620 6.40 6.60
5000 m/z 66.00 23.67%
104.0
140 270 300 510 600770 g9, 115.0
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R B
132.0 6.00 6.20 6.40 6.60
m/z 69.10 14.21%
5000 67.0
41.0 97.0
53.0
117.0
“I“'W'”'P'“I“'W'”'P'”I”Ti?”'P'”I”'W'”'P'”I""' ISR R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF072417\
Data File : BF096995.D

Acq On 24 Jul 2017 19:57

Operator : SJ/JU

Sample : PB100872BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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._67 7.6 ng 282098 1 6.51 745871 20.0
unknown6 .29 6.29 73.2 ng 2728760 1 6.51 745871 20.0
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