LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094683.D

Aca On : 28 Apr 2017 15:05

Operator : SJ/MA

Sample - PB98544BL

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-BF041717 .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 3.942 337 341 356 rBV 430606 519240 14.57% 1.932%
2 4.331 403 407 419 rBV 2934868 2952483 82.84% 10.988%
3 5.395 583 588 591 rBY 2514813 2890839 81.11% 10.759%
4 5.525 605 610 613 rBVY 3240072 3040213 85.31% 11.315%
5 5.766 648 651 656 rBV 519966 502163 14.09% 1.869%

5.948 677 682 685 rBV 2562154 2401204 67.38% 8.936%
6.419 757 762 765 rBV 1866864 1889304 53.01% 7.031%
7.260 901 905 912 rBV 789256 697773 19.58% 2.597%
8.583 1125 1130 1133 rBV 3589103 3563927 100.00% 13.264%
9.389 1263 1267 1277 rVB2 730605 772919 21.69% 2.877%

=
QO ~NO®

11 10.371 1429 1434 1446 rBV 1885304 2000541 56.13% 7.445%
12 11.213 1573 1577 1587 rBV 776196 790126 22.17% 2.941%
13 13.201 1908 1915 1918 rBV 2899406 3551503 99.65% 13.217%
14 14.465 2125 2130 2136 rBV 688947 721391 20.24% 2.685%
15 16.095 2402 2407 2414 rBV 481389 576428 16.17% 2.145%

Sum of corrected areas: 26870054
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042817\

BF094683.D

28 Apr 2017 15:05

SJ/MA

PB98544BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094683.D

Aca On : 28 Apr 2017 15:05

Operator : SJ/MA

Sample - PB98544BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

3.94 20.68 ng 519240 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 341 (3.942 min): BF094683.D (-337) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 NSNS SRR AR
| 83.0 | 3.60 3.80 4.00 4.20
SNBSS AN | S S S m/z 59.00 60.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS SRR LR
3.60 3.80 4.00 4.20
59.0 1010 m/z 101.10 21.00%
"'P"W'???'“'I”"P"W"qu”'?%g'P"W'l”l'”'l”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
360 3.80 4.00 420
5000 m/z 58.05 14.81%
101.0
150 310 %80 690 6.0
mmwmmwm
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
59.0 3.60 3.80 4.00 4.20
m/z 41.00 9.27%
5000 41.0
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094683.D

Aca On : 28 Apr 2017 15:05

Operator : SJ/MA

Sample - PB98544BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 121.09 ng 3040210 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 609 (5.519 min): BF094683.D (-605) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 540 || o ® 0rs 350 5k Sko 5k
S TSSO O 1| RNV S NS | N m/z 68.10 40.83%
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 A R I U U
5.20 5.40 5.60 5.80
310 510 ‘ m/z 134.00 32.00%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580
5000 67.0 m/z 66.00 24.68%
41.0 97.0
53.0
79.0 117.0
wmwm#wmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- T ./,l. P e
132.0 5.20 5.40 5.60 5.80
m/z 69.10 16.05%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 10 % 30 40 50 6 70 80 % 100 110 130 130 140 520 540 560 580
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042817\
Data File : BF094683.D

Acq On : 28 Apr 2017 15:05

Operator : SJ/MA

Sample - PB98544BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.94 20.7 ng 519240 1 5.77 502163 20.0
unknown5 .52 5.52 121.1 ng 3040210 1 5.77 502163 20.0
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