LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092317\
Data File : BG028895.D

Aca On : 23 Sep 2017 12:59

Operator : SJ/JU

Sample : PB102530BL

Misc :

ALS Vial : 6 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 G\METHODS\8270-BG091217.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

5.379 298 305 312 rBV 85391 129999 3.89% 1.171%
5.849 378 385 393 rBV 316159 541711 16.21% 4 _.880%
rBv 289385 560611 16.78% 5.050%
7.811 711 719 731 rBV 313728 548967 16.43% 4.945%
8.275 790 798 806 rBV 87364 153139 4._.58% 1.379%
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8.599 845 853 863 rBvV 343847 623551 18.66% 5.617%
9.451 990 998 1010 rBV 253742 504567 15.10% 4._.545%
11.096 1271 1278 1285 rBVY 104461 197001 5.89% 1.775%
13.511 1682 1689 1700 rBV 803502 1313126 39.29% 11.828%
14.897 1917 1925 1936 rVB2 181388 313638 9.39% 2.825%

=
QO ~NO®

11 16.384 2170 2178 2192 rBV2 519979 883159 26.43% 7.955%
12 17.641 2386 2392 2403 rBV2 329961 529561 15.85% 4._770%
13 20.232 2826 2833 2840 rBV 2529886 3341901 100.00% 30.103%
14 21.959 3119 3127 3137 rBV2 410823 755858 22.62% 6.808%
15 25.408 3703 3714 3724 rBvV2 226817 704908 21.09% 6.350%

Sum of corrected areas: 11101697
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092317\
Data File : BG028895.D

Aca On : 23 Sep 2017 12:59

Operator : SJ/JU

Sample : PB102530BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG028895.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092317\
Data File : BG028895.D

Aca On : 23 Sep 2017 12:59

Operator : SJ/JU

Sample : PB102530BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 Acetic acid, 1,1-dimethylet... Concentration Rank 3

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

5.38 16.98 ng 129999 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 305 (5.379 min): BG028895.D (-298) (-) m/z 43.10 100.00%
431
5000
o 500 520 540 5.60 580
o A0S 59,10 55.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
5000 AN L L U
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.10 18.96%
0""}""l“""'l'"'|""|'"'l""l""l""l'
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
500 520 540 5.60 580
5000 m/z 58.10 15.39%
101.0
L L L L L W WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #40911: 1,8-Nonanediol, 8-methyl-
54.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 8.66%
5000
0 ‘ ‘i | 123'0 159.0
m/z--> 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092317\
Data File : BG028895.D

Aca On : 23 Sep 2017 12:59

Operator : SJ/JU

Sample : PB102530BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.81 Concentration Rank 2

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

7.81 71.70 ng 548967 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 719 (7.811 min): BG028895.D (-711) (-) m/z 132.10 100.00%
132.1
5000 68.1
401 541 sel 7.40 7.60 7.80 8.00 8.20
: - 77.0 . : : : : :
o....,...:l'!..:i:!..,:!~.'.|,..':~.,.??'.9,..!.,1.3‘?.1,....,....,'...,.. m/z 68.10  44.29%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS LA SRR RRRSE R
7.40 7.60 7.80 8.00 8.20
210 510 m/z 134.10 34.41%
0'”'J”JhPl'WH'”I'”li“7%q'”l'”'l””'P"W"”l‘”'I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 97.0 m/z 66.10 31.96%
70.0
31.0
. 44.0 60.0 86.0 116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- e
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 20.22%
5000
67.0
80.0 91.0
N N =
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092317\
Data File : BG028895.D

Acq On : 23 Sep 2017 12:59

Operator : SJ/JU

Sample : PB102530BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
Acetic acid, 1,1-._.. 5.38 17.0 ng 129999 1 8.28 153139 20.0
unknown7 .81 7.81 71.7 ng 548967 1 8.28 153139 20.0
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