LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG062117\

Data File : BG027587.D

Acq On - 22 Jun 2017 9:03 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 13799-01 5302756%
ALS Vial : 28 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-BG062117 .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

5.639 292 298 308 rBV 64161 105319 5.11% 1.159%
6.085 367 374 385 rVB 364109 616474 29.91% 6.787%
rBv 362353 670831 32.54% 7.385%
8.036 696 706 714 rBV 358293 643716 31.23% 7.087%
8.500 778 785 793 rBV 74932 132311 6.42% 1.457%
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8.829 833 841 849 rBV 250162 451474 21.90% 4_.970%
9.664 975 983 995 rBV 205594 391611 19.00% 4.311%
11.320 1258 1265 1274 rBV 104534 197770 9.59% 2.177%
13.712 1664 1672 1680 rBV 591924 951552 46.16% 10.476%
14.517 1802 1809 1817 rBV 51237 79638 3.86% 0.877%

=
QO ~NO®

11 15.087 1899 1906 1915 rVB2 168424 284741 13.81% 3.135%
12 16.573 2152 2159 2168 rBV 565797 906425 43.97% 9.979%
13 17.836 2367 2374 2380 rBV 282678 445582 21.62% 4._.906%
14 17.972 2386 2397 2405 rVB 25087 39732 1.93% 0.437%
15 18.671 2512 2516 2527 rBV4 13864 24140 1.17% 0.266%

16 20.416 2806 2813 2822 rVB 1489219 2061362 100.00% 22.694%
17 22.202 3109 3117 3134 rVB 285878 560269 27.18% 6.168%
18 25.839 3723 3736 3750 rvB2 158093 520335 25.24% 5.728%

Sum of corrected areas: 9083282
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG062117\

BG027587.D

22 Jun 2017 9:03

SJ/JuU

13799-01

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BG027587.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027587.D

Acq On : 22 Jun 2017 9:03

Operator : SJ/JU

Sample : 13799-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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.

5.64 15.92 ng 105319 1,4-Dichlorobenzene-d4 8.50
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 37
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 Acetone 58 C3H60 000067-64-1 22

Abundance Scan 298 (5.639 min): BG027587.D (-292) (-) m/z 43.00 100.00%
43
59
5000
1 " 540 560 580 6.00
o..,....,....,....','.':..?.1.-:'!,....,....,55.3..,...:,....,....,....,....,...., m/z 59.10 61.74%
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
5000 RS UL UL R
540 5.60 5.80 6.00
59 101 m/z 58.00 18.64%
0 27 36, 51, ‘ 67 76 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
540 5.60 5.80 6.00
5000 M m/z 101.00 18.49%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L L
50 5.40 5.60 5.80 6.00
m/z 41.00 9.60%
5000
a1 101
31
0"w%?'w'”w“'“\UJ“?}JMi'”é?"“lg?“l'“'|'“'|'“'|'“'|'“'|'“'| RS RS AR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027587.D

Acq On : 22 Jun 2017 9:03

Operator : SJ/JU

Sample : 13799-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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 unknown8.04 Concentration Rank 1

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

8.04 97.30 ng 643716 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 707 (8.042 min): BG027587.D (-696) (-) m/z 132.00 100.00%
5000 68
96 U R L R I
40 254 ¢ | 5 g | 103 7.80 8.00 8.20 8.40
O bbb bt et e bt et || M/Z 68.00 51.70%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 U R L R I
69 7.80 8.00 8.20 8.40
a9 57 76 m/z 66.00 35.32%
a7 | e ‘ 89 97103 ‘
0:||||||||ml‘||‘|‘i‘ﬁ‘|ﬁ||‘|‘||‘||||‘|l|||||‘|‘|||‘|||‘l‘||||1|1|5||||||| A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
~7.80 8.00 820 840
5000 97 m/z 134.00 35.10%
70
31
. 4 51 60 7T gs 105 116
miz--> 3 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine s B s
132 7.80 8.00 8.20 8.40
69 m/z 69.10 22.28%
104
5000
78
31 35 ,, 51
0”'Wt”wPl”JL'W'”lW“”I”'W'”'P“”I”'W'”'I“”I” UL R L R I
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027587.D

Acq On : 22 Jun 2017 9:03

Operator : SJ/JU

Sample : 13799-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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... 5.64 15.9 ng 105319 1 8.50 132311 20.0
unknown8.04 8.04 97.3 ng 643716 1 8.50 132311 20.0
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