LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG030217\
Data File : BG026049.D

Aca On : 3 Mar 2017 3:51

Operator : SJ/MA

Sample : 12057-07

Misc :

ALS Vial : 27 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-BG021717.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

5.170 306 312 324 rVB 464114 684690 14.63% 2.444%
5.640 384 392 401 rBV 1380711 2135591 45.63% 7.622%
rBvV 1250816 2235024 47.76% 7.977%
7.602 718 726 735 rBV 1363422 2286044 48.85% 8.159%
8.072 799 806 813 rBV 354701 603334 12.89% 2.153%
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8.396 853 861 869 rBV 1046469 1788411 38.21% 6.383%
9.224 994 1002 1014 rBV 742614 1312667 28.05% 4.685%
10.869 1275 1282 1293 rBVY 487406 892623 19.07% 3.186%
13.302 1689 1696 1713 rBV 2211125 3390340 72.44% 12.101%
14.118 1827 1835 1842 rBV 188624 271815 5.81% 0.970%

=
QO ~NO®

11 14.676 1923 1930 1941 rBV2 698977 1166464 24.92% 4.163%
12 16.151 2174 2181 2193 rBV 1389994 2225406 47.55% 7.943%
13 17.403 2387 2394 2406 rBV 923876 1433094 30.62% 5.115%
14 20.000 2830 2836 2851 rBV 3419210 4680179 100.00% 16.705%
15 21.292 3051 3056 3063 rBV5 62918 121502 2.60% 0.434%

16 21.651 3110 3117 3126 rBV 830753 1390246 29.70% 4.962%
17 24.847 3650 3661 3673 rBV2 477129 1399735 29.91% 4.996%

Sum of corrected areas: 28017165
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\Data\BG030217\
Data File : BG026049.D

Aca On : 3 Mar 2017 3:51

Operator : SJ/MA

Sample - 12057-07

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG021717 .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: BG026049.D

3000000
2500000
2000000

1500000 5.64 7.60

8.40
1000000

500000 5.17 8.07 10.87

e B R B L s o L S MM MMM

Time--> 350 4.00 4.50 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG026049.D

20.00
3000000

2500000
13.30

2000000
1500000 16.15
1000000 17.40 21.65

14.68
500000

k 14.12 L 2129

L0 e L I o o o L s e e L o B B B R e

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: BG026049.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026049.D

Aca On : 3 Mar 2017 3:51

Operator : SJ/MA

Sample : 12057-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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.

5.17 22.70 ng 684690 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 312 (5.170 min): BG026049.D (-306) (-) m/z 43.10 100.00%
43.1
5000
101.1 DU L U
480 5.00 520 5.40 5.60
— ,'I.“.-Q-.-, 2l 8080 3567 sz 59.10  76.89%
m/z--> 50 100 150 200 250 300 350
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R R I
480 5.00 520 5.40 5.60
m/z 101.10 26 .59%
‘ 1010
wl gl
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
480 500 520 540 560
5000 18.0 m/z 58.10 22_.11%
m/z--> " 50 100 150 200 250 300 350
Abundance #40911: 1,8-Nonanediol, 8-methy!l- N EE s e e e e
54.0 480 5.00 520 5.40 5.60
m/z 41.05 8.44%
5000
iy 9501230 3500 L SPIWULE NP S .
m/z--> 50 100 150 200 250 300 350 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026049.D

Aca On : 3 Mar 2017 3:51

Operator : SJ/MA

Sample : 12057-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 unknown7.60 Concentration Rank 1

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

7.60 75.78 ng 2286040 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 726 (7.602 min): BG026049.D (-718) (-) m/z 132.10 100.00%
132.1
5000 68.1
soa | oba e | H T 7RO 7h0 5b0
o o o A e e ST LS e m/z 68.10 38.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 SARAL SRS SRR
7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.25%
31.0 ‘
...‘H.‘“.‘.‘..l‘..‘............. T
m/z--> 50 100 150 200 250 300 350 400
Abundance
132.0
720 740 7.60 7.80 8.00
5000 67.0 m/z 66.10 24.72%
34.0 98.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #14491: 5-Aminoindole R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14.67%
5000
27.0 , I100]0 |
m/z--> 5'0 100 150 200 250 300 350 400 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG030217\
Data File : BG026049.D

Acq On : 3 Mar 2017 3:51

Operator : SJ/MA

Sample - 12057-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.17 22.7 ng 684690 1 8.07 603334 20.0
unknown? .60 7.60 75.8 ng 2286040 1 8.07 603334 20.0
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