LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027254.D

Acq On : 6 Jun 2017 18:12

Operator : SJ/MA

Sample - PB99498BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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 height area % max. total
1 5.706 337 343 356 rvB 103989 180958 3.69% 0.724%
2 6.147 411 418 431 rVB 1186550 2065398 42.12% 8.261%
3 7.698 674 682 694 rBvY 1199964 2216882 45.21% 8.867%
4 8.098 741 750 760 rBV 1158848 2125398 43.34% 8.501%
5 8.568 819 830 838 rBv 179096 329066 6.71% 1.316%

8.891 874 885 895 rvB 785689 1452832 29.63% 5.811%
9.731 1019 1028 1037 rBV 645342 1235607 25.20% 4.942%
11.388 1301 1310 1317 rBV 271400 530243 10.81% 2.121%
13.773 1708 1716 1726 rBV 2015320 3321662 67.74% 13.285%
15.148 1942 1950 1959 rBV2 465724 795677 16.23% 3.182%

=
QO ~NO®

11 16.629 2195 2202 2214 rBV 1723470 2675037 54.55% 10.699%
12 17.898 2411 2418 2425 rBV 633928 995597 20.30% 3.982%
13 20.477 2850 2857 2863 rBV 3511374 4903627 100.00% 19.612%
14 22.287 3158 3165 3172 rVB 582451 1100575 22.44% 4.402%
15 25.983 3784 3794 3809 rvB2 325539 1074108 21.90% 4._.296%

Sum of corrected areas: 25002667
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027254.D

Acq On : 6 Jun 2017 18:12

Operator : SJ/MA

Sample - PB99498BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027254.D
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Abundance TIC: BG027254.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027254.D

Acq On : 6 Jun 2017 18:12

Operator : SJ/MA

Sample - PB99498BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.71 11.00 ng 180958 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25

Abundance Scan 344 (5.712 min): BG027254.D (-337) (-) m/z 43.00 100.00%
43
59
5000
ot 540 560 580 600
83 : : :
0.,....',':..-!-,....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.00 58.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR N S LA
540 5.60 5.80 6.00
59 m/z 101.00 19.48%
A H 6o 8 %
L S L L UL B L B UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
540 560 580 600
5000 M m/z 58.00 16.53%
0 69 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40911: 1,8-Nonanediol, 8-methyl-
50 5.40 5.60 5.80 6.00
m/z 41.00 8.87%
5000
43
0 ‘\ MH‘ 6\? 8\3 98 123 141 159
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027254.D

Acq On : 6 Jun 2017 18:12

Operator : SJ/MA

Sample - PB99498BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.10 Concentration Rank 1

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

8.10 129.18 ng 2125400 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 750 (8.098 min): BG027254.D (-741) (-) m/z 132.00 100.00%
132
5000 68
20 54 * J 780 800 820 840
o e e 27 h77 68.00  45.82%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.80 8.00 8.20 8.40
2 51 m/z 134.00 33.36%
0"kﬁﬁlw'l'““jg"'l“'”l""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 780 800 820 840
5000 gg 116 m/z 66.00 29.33%
158 189
L B S UL L L DL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14560: Xenon LI B
132 7.80 8.00 8.20 8.40
m/z 69.00 17.74%
5000
66
0""l”"lfw'w""l'”'l'ﬂ I AL SN DAL DU U LR L I
m/z--> 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027254.D

Acq On : 6 Jun 2017 18:12

Operator : SJ/MA

Sample - PB99498BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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... 5.71 11.0 ng 180958 1 8.57 329066 20.0
unknown8.10 8.10 129.2 ng 2125400 1 8.57 329066 20.0
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