LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027597.D

Aca On 22 Jun 2017 15:36

Operator : SJ/JU

Sample = PB99872BL

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:\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 heiaht area % max. total

5.639 292 298 308 rBV 56854 94246 3.97% 0.937%
6.085 365 374 384 rBV 441054 756318 31.86% 7.519%
rBv 439892 786071 33.11% 7.815%
8.036 698 706 717 rBV 437527 768685 32.38% 7.642%
8.500 779 785 796 rVB 71005 131998 5.56% 1.312%
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8.829 833 841 850 rBV 287420 527847 22.23% 5.248%
9.669 976 984 995 rBV 240823 458395 19.31% 4 _557%
11.320 1255 1265 1274 rVB 106306 196352 8.27% 1.952%
13.712 1665 1672 1680 rBV 707139 1116098 47.01% 11.096%
15.086 1899 1906 1914 rBV2 166973 281151 11.84% 2.795%
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11 16.573 2152 2159 2169 rBV 715317 1118152 47.10% 11.117%
12 17.836 2367 2374 2383 rBV 271116 434116 18.28% 4_.316%
13 20.416 2806 2813 2819 rBV 1775878 2374183 100.00% 23.604%
14 22.202 3109 3117 3125 rBV 283376 525750 22.14% 5.227%
15 25.839 3723 3736 3747 rBV3 146865 489014 20.60% 4.862%

Sum of corrected areas: 10058376
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG062217\
Data File : BG027597.D

Aca On : 22 Jun 2017 15:36

Operator : SJ/JU

Sample : PB99872BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: BG027597.D
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500000 6.09 7.64 8.04
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5.64 8.50 11.32
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Abundance TIC: BG027597.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG027597.D
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Time--> 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027597.D

Aca On 22 Jun 2017 15:36

Operator : SJ/JU

Sample = PB99872BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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.

5.64 14.28 ng 94246 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 298 (5.639 min): BG027597.D (-292) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IIII|IIII|IIII|IIII|III
83.1 540 5.60 5.80 6.00
SRRSO ] ASESESUUREUY T4 ENERABERMS..teMPERS MM m/z 59.00 64.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN I UL LR I
59.0 540 560 580 6.00
0
150 a0 1010 m/z 101.10 20.61%
ST ‘ 83.0 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
" 540 560 580 6.00
5000 m/z 58.00 16.42%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0 540 5.60 5.80 6.00
m/z 41.00 9.41%
41.0
5000
86.0
|, 500 | 690 \ 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 540 560 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027597.D

Aca On 22 Jun 2017 15:36

Operator : SJ/JU

Sample = PB99872BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 unknown8.04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.04 116.47 ng 768685 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 707 (8.042 min): BG027597.D (-698) (-) m/z 132.00 100.00%
132.0
5000 68.0

40.0 54.0 7.80 8.00 8.20 8.40
m/z 68.00 50.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 LINLINL UL LI LI LN L L LI BRI
7.80 8.00 8.20 8.40
70.0 m/z 66.00 34.94%
310 440
\ [ | ‘ __86.0 ‘ 116.0
T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R R EaEmanms
104.0 7.80 8.00 8.20 8.40
5000 ' m/z 134.00 32.43%
51.0 7.0
39.0 65.0 91.0 115.0
wwmmmwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B B
132.0 7.80 8.00 8.20 8.40
m/z 69.10 21.62%
5000
104.0
66.0
140 27.0 390 510 VT 770 g94 | 1150
T e e e e e R N N EREEE R
m/z--> 10 20 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062217\
Data File : BG027597.D

Acq On 22 Jun 2017 15:36

Operator : SJ/JU

Sample - PB99872BL

Misc :

ALS Vial : 3 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 14.3 ng 94246 1 8.51 131998 20.0
unknown8.04 8.04 116.5 ng 768685 1 8.51 131998 20.0
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