LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\
Data File : BF094170.D

Aca On > 4 Apr 2017 16:39

Operator : SJ/MA

Sample - PB98028BL

Misc :

ALS Vial : 3 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-BF032217.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

4.028 358 364 373 rBV 722035 990500 21.67% 2.679%
4.422 426 431 434 rBV 3753711 3741367 81.85% 10.119%
rBv 62021 53769 1.18% 0.145%
5.487 606 612 615 rBV 3357147 3749781 82.04% 10.141%
5.622 630 635 639 rBV 3513450 3909982 85.54% 10.575%
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5.875 674 678 682 rBV 1085454 958746 20.98% 2.593%
6.057 704 709 712 rBV 3139928 3100156 67.82% 8.384%
6.522 782 788 792 rBV 2034235 2483108 54.33% 6.716%
7.381 928 934 937 rBV 1233006 1303119 28.51% 3.524%
8.704 1152 1159 1162 rBV 4052600 4570817 100.00% 12.362%

=
QO ~NO®

11 9.522 1292 1298 1302 rVB 1281746 1428912 31.26% 3.865%
12 10.492 1456 1463 1467 rBV 2173590 2572269 56.28% 6.957%
13 11.345 1601 1608 1612 rBV 1369640 1415412 30.97% 3.828%
14 13.327 1937 1945 1949 rBV2 3667598 4449683 97.35% 12.034%
15 14.598 2156 2161 2165 rBV 1193881 1280195 28.01% 3.462%

16 16.227 2433 2438 2443 rBV 803991 912680 19.97% 2.468%
17 16.345 2455 2458 2464 rBvV4 36136 54756 1.20% 0.148%

Sum of corrected areas: 36975252
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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\BF040417\

BF094170.D

4 Apr 2017 16:39

SJ/MA

PB98028BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\
Data File : BF094170.D

Aca On : 4 Apr 2017 16:39

Operator : SJ/MA

Sample = PB98028BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.03 20.66 ng 990500 1,4-Dichlorobenzene-d4 5.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 364 (4.028 min): BF094170.D (-358) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 350 3B0 40 250 4k
o..,....,....',':...,..4!,....7,1;9..?.3:?.,...:,|....,....,....,....,...., m/z 59.10 59.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R R L
59.0 360 3.80 4.00 420 4.40
m/z 101.10 21.86%
31.0 g3 1010
O RRRAARAA RN Raa0s Rasts RERSA RARRRASSR RSN LARM NARRS A AR LA RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 380 4.00 4.20 4.40
5000 m/z 58.00 14 .93%
41.0
29.0 101.0
ol 73.0 86.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R RN RRmmE T L
59.0 3.60 3.80 4.00 4.20 4.40
m/z 41.10 9.15%
5000 41.0
0 A A =X 1260 1420
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 360 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\
Data File : BF094170.D

Aca On : 4 Apr 2017 16:39

Operator : SJ/MA

Sample = PB98028BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.62 Concentration Rank 1

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

5.62 81.56 ng 3909980 1,4-Dichlorobenzene-d4 5.87
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 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 635 (5.622 min): BF094170.D (-630) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SR R UL SR
400 540 || 61 " 1060 520 540 560 5.80 6.00
T O | =N PR\ NN | P m/z 68.10 40.26%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 S R UL SR
5.20 5.40 5.60 5.80 6.00
210 510 m/z 134.00 33.03%
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
520 540 560 580 6.00
5000 67.0 m/z 66.10 24.34%
41.0 97.0
53.0 . 117.0
0”'%'”'P'”I”'W'”'P'”;”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine T Bam o )
132.0 5.20 5.40 5.60 5.80 6.00
m/z 69.05 16.01%
97.0
5000 0.0
31.0 52.0
0 ‘ I} [ L 86.0 | 107011§0 l
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 520 540 560 580 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040417\
Data File : BF094170.D

Acq On 4 Apr 2017 16:39

Operator : SJ/MA

Sample - PB98028BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.03 20.7 ng 990500 1 5.87 958746 20.0
unknown5.62 5.62 81.6 ng 3909980 1 5.87 958746 20.0
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