LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094290.D

Aca On > 7 Apr 2017 23:15

Operator : SJ/MA

Sample : 12534-02 2X

Misc :

ALS Vial : 25 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
1 3.440 261 264 269 rVB 50052 49989 3.19% 0.314%
2 3.987 353 357 365 rVB 269252 279823 17.85% 1.757%
3 4.422 427 431 441 rBV 1398039 1392644 88.83% 8.742%
4 5.504 610 615 626 rVB 1354259 1486235 94.80% 9.330%
5 5.616 630 634 641 rBY 1628698 1485198 94.73% 9.323%
6 5.857 670 675 678 rBV 884438 871675 55.60% 5.472%
7 6.034 700 705 708 rBVY 1193472 1142723 72.89%% 7.174%
8 6.498 780 784 788 rBV 897320 856203 54.61% 5.375%
9 7.357 925 930 934 rBVY 1239238 1126035 71.82% 7.069%
10 8.681 1150 1155 1158 rBV 1658460 1567810 100.00% 9.842%

11 9.175 1236 1239 1243 rBV 210359 190582 12.16% 1.196%
12 9.498 1290 1294 1300 rVB2 1109435 1057810 67.47% 6.641%

13 10.086 1391 1394 1398 rVB 27334 25885 1.65% 0.162%
14 10.363 1436 1441 1444 rBV2 12612 16549 1.06% 0.104%
15 10.475 1456 1460 1464 rBV 695928 666187 42.49% 4.182%
16 10.675 1490 1494 1495 rBV 30857 32764 2.09% 0.206%
17 10.692 1495 1497 1501 rVB2 20672 21003 1.34% 0.132%
18 11.227 1585 1588 1591 rBV2 30662 27861 1.78% 0.175%
19 11.263 1591 1594 1600 rVB4 15204 17957 1.15% 0.113%
20 11.322 1600 1604 1608 rBV 905432 869705 55.47% 5.460%
21 11.757 1675 1678 1681 rVB 25049 22766 1.45% 0.143%
22 12.263 1760 1764 1767 rVB5 14895 16592 1.06% 0.104%
23 12.816 1854 1858 1861 rVB 48163 47927 3.06% 0.301%
24 13.086 1901 1904 1908 rVB 47790 56852 3.63% 0.357%

25 13.298 1935 1940 1945 rVB 1117931 1082391 69.04% 6.795%
26 14.574 2153 2157 2161 rBV 772411 862955 55.04% 5.417%
27 16.209 2431 2435 2442 rVB 576853 655544 41.81% 4._.115%

Sum of corrected areas: 15929665
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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\BF040717\

BF094290.D

7 Apr 2017 23:15

SJ/MA

12534-02 2X

25 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094290.D
5162
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Abundance TIC: BF094290.D
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Abundance TIC: BF094290.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094290.D

Aca On : 7 Apr 2017 23:15

Operator : SJ/MA

Sample : 12534-02 2X

Misc :

ALS Vial : 25 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.

3.99 6.42 ng 279823 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 358 (3.993 min): BF094290.D (-353) (-) m/z 43.00 100.00%
43
59
5000
101 e ——— e
51| 83 3.60 3.80 4.00 4.20 4.40
i S SRS m/z 59.10 63.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AN LS A AR R
3.60 3.80 4.00 4.20 4.40
m/z 101.10 24 .04%
15 31 101
‘ 11 ‘ Il 51 \‘ 83 ‘
mz-> 10 % 30 4 80 60 70 80 90 100 110 130 130 140
Abundance
43
- 360 3.80 4.00 420 4.40
5000 m/z 58.10 15.01%
29 101
15 73 83
wﬁmmwwmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A R
59 3.60 3.80 4.00 4.20 4.40
m/z 41.05 8.92%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094290.D

Aca On : 7 Apr 2017 23:15

Operator : SJ/MA

Sample : 12534-02 2X

Misc :

ALS Vial : 25 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 34.08 ng 1485200 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 635 (5.622 min): BF094290.D (-630) (-) m/z 132.00 100.00%
32
5000
68
0 st || 75 s 100 530 540 550 550 650
e i A e Skl 8 el Tm/Z 134.00  33.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S R UL SR
5.20 5.40 5.60 5.80 6.00
78 m/z 68.10 33.66%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580 6.00
5000 67 m/z 66.00 19.59%
41 97
53 2 117
34 60 89 105 124
wwmm@wmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole e ERaEEEEEE L
132 5.20 5.40 5.60 5.80 6.00

m/z 69.10 12.83%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 5.60 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040717\
Data File : BF094290.D

Acq On > 7 Apr 2017 23:15

Operator : SJ/MA

Sample : 12534-02 2X

Misc :

ALS Vial : 25 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... 3.99 6.4 ng 279823 1 5.86 871675 20.0
unknown5.62 5.62 34.1 ng 1485200 1 5.86 871675 20.0
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