LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027737.D

Acq On 29 Jun 2017 11:54

Operator : SJ/JU

Sample : 13949-11

Misc :

ALS Vial : 32 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-BG062817 .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

5.607 286 292 300 rVvB 139103 214847 5.96% 1.473%
6.059 360 369 379 rBV 596168 1028311 28.54% 7.052%
rBv 545875 996379 27.65% 6.833%
8.010 692 701 710 rBV 625048 1136949 31.55% 7.797%
8.474 773 780 787 rVB2 97869 176095 4_89% 1.208%
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8.803 827 836 846 rVB 438607 805950 22.37% 5.527%
9.638 967 978 990 rBV 369683 707065 19.62% 4._.849%
11.294 1252 1260 1272 rVB 147314 281057 7.80% 1.928%
13.686 1659 1667 1681 rVB 1084103 1721977 47.79% 11.810%
15.061 1893 1901 1913 rVB4 233774 397319 11.03% 2.725%

=
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11 16.547 2145 2154 2165 rBV 1039407 1593403 44.22% 10.928%
12 17.810 2362 2369 2377 rBV2 369471 580172 16.10% 3.979%
13 20.390 2801 2808 2823 rBV 2718222 3603074 100.00% 24.710%
14 22.170 3103 3111 3120 rBV 376352 691528 19.19% 4.743%
15 25.783 3713 3726 3740 rVB2 198526 647155 17.96% 4._.438%

Sum of corrected areas: 14581281
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027737.D

Acq On 29 Jun 2017 11:54

Operator : SJ/JU

Sample : 13949-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027737.D
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Abundance TIC: BG027737.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027737.D

Acq On 29 Jun 2017 11:54

Operator : SJ/JU

Sample : 13949-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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.

5.61 24.40 ng 214847 1,4-Dichlorobenzene-d4 8.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23

Abundance Scan 293 (5.613 min): BG027737.D (-286) (-) m/z 43.10 100.00%
a3
59
5000
61 | o 1‘|’1 520 540 560 580 6.00
Y 1 LU | SRS MERLN M m/z 59.10 63.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR R L LR S
59 5.20 540 5.60 5.80 6.00
m/z 58.10 17 .47%
15 31 101
\ 25 7 37, 53, 83
miz--> R P I NS N N N
Abundance
59
520 5.40 5.60 5.80 6.00
5000 m/z 101.10 16.45%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T ERamne
59 520 5.40 5.60 5.80 6.00
m/z 41.10 8.93%
5000
a1 101
T "|'}§'|' '”“?%""JJJ"l??W' |"'§?" "|§?"|' U B N SAARE RRASE RARAERAASS SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027737.D

Acq On 29 Jun 2017 11:54

Operator : SJ/JU

Sample : 13949-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 unknown8.01 Concentration Rank 1

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

8.01 129.13 ng 1136950 1,4-Dichlorobenzene-d4 8.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 701 (8.010 min): BG027737.D (-692) (-) m/z 132.00 100.00%
5000 68
4 54 % J 7.60 7.80 8.00 8.20 8.40
Jrer Lapsus o "m/z 68.10  41.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN LN RS LS
760 7.80 8.00 8.20 8.0
31 51 78 m/z 134.00 32.09%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.60 7.80 8.00 8.20 8.40
5000 67 m/z 66.10 27.45%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R B
57 132 7.60 7.80 8.00 8.20 8.40
24 m/z 69.10 16.25%
5000 og M°
I I qu\,\‘,,h_ 158 189 S £ W
m/z--> 40 60 80 100 120 140 160 180 760 7.80 8.00 820 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027737.D

Acq On 29 Jun 2017 11:54

Operator : SJ/JU

Sample : 13949-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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... 5.61 24_4 ng 214847 1 8.47 176095 20.0
unknown8.01 8.01 129.1 ng 1136950 1 8.47 176095 20.0
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