LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092117\
Data File : BG028866.D

Aca On : 21 Sep 2017 20:24

Operator : SJ/JU

Sample = 15309-08

Misc :

ALS Vial : 7 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

5.397 302 308 316 rVvB 147907 235242 5.85% 1.451%
5.861 380 387 404 rVvB 697711 1157764 28.79% 7.143%
rBv 594159 1101357 27.39%% 6.795%
7.824 713 721 736 rVB 714482 1247694 31.03% 7.697%
8.288 792 800 808 rvB 121883 206350 5.13% 1.273%
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8.617 847 856 866 rBvV 523083 946455 23.54% 5.839%
9.457 989 999 1011 rBV 413896 802622 19.96% 4._.952%
11.108 1273 1280 1289 rBV 157407 285582 7.10% 1.762%
13.523 1683 1691 1701 rBVY 1274582 2028931 50.46% 12.517%
14.904 1919 1926 1937 rBV2 256218 433809 10.79%% 2.676%

=
QO ~NO®

11 16.396 2173 2180 2197 rBV 963354 1630079 40.54% 10.056%
12 17.659 2384 2395 2407 rBV2 405455 651579 16.20% 4._.020%
13 20.244 2829 2835 2846 rBV 2862616 4021245 100.00% 24.808%
14 21.983 3124 3131 3145 rBV2 388545 785059 19.52% 4.843%
15 25.456 3706 3722 3740 rBV 177310 675669 16.80% 4.168%

Sum of corrected areas: 16209437
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG092117\

BG028866.D

21 Sep 2017 20:24

SJ/Ju

15309-08

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG028866.D

5.86

7.44 8.62

9.46

5.40 8.29

11.11

0
Time-->

4.00 450 5.00 550 6.00

650 7.00 750 800 850 9.00 9.50 10.00

T T T T T
10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BG028866.D

13.52

16.40

17.66
14.90

2024

21.98

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

2500000

2000000

1500000

1000000

500000

TIC: BG028866.D

25.46

07

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 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 : Z:\HPCHEMI1\BNA G\DATA\BG092117\
Data File : BG028866.D

Aca On : 21 Sep 2017 20:24

Operator : SJ/JU

Sample = 15309-08

Misc :

ALS Vial : 7 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.40 22.80 ng 235242 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 25
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 17

Abundance Scan 309 (5.403 min): BG028866.D (-302) (-) m/z 43.10 100.00%
431
59.1
5000
o 500 570 540 S50 550
83.2 : : : : :
0...,....,....,....-,'.-:..,..'.".l,....,....,.'...,....-,|....,....,...1.3?;?.., m/z 59.10 67.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR LN R
5.00 5.20 5.40 5.60 5.80
59.0 1010 m/z 101.10 21.23%
"'l'"'l'?3:$“"'\w"'l"”'l" 72'9"'??¢9'|""|t:"|""|""|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
q° 590 AR L R
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.10 15.53%
129.0
150 27.0 700  86.0 114.0
WTWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 8.91%
5000 41.0
29.
F 87.0
“'I}ﬁql'“hl'”'“H'”I“Jmi"7ﬁf{"P"Ll”ggg"'P"'P"'P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092117\
Data File : BG028866.D

Aca On : 21 Sep 2017 20:24

Operator : SJ/JU

Sample = 15309-08

Misc :

ALS Vial : 7 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 unknown7.82 Concentration Rank 1

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

7.82 120.93 ng 1247690 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 720 (7.818 min): BG028866.D (-713) (-) m/z 132.10 100.00%
1321
5000 68.1
40.1 s 7.40 7.60 7.80 8.00 8.20
114.0 187.2 208.1 m/z 68.10 47.27%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 N AN UL AR
7.40 7.60 7.80 800 820
310 510 ‘ m/z 134.10 34.03%
‘ | H | "
m/z--> 25 45 eb éo 160 150 140 1éo 1éo 260
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 66.10 32.88%
150 300 30 790 1040
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole . .
132.0 740 760 780 800 820

m/z 69.10 21.71%

5000
104.0
66.0
270 500 "7 880 | M
e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG092117\
Data File : BG028866.D

Acq On : 21 Sep 2017 20:24

Operator : SJ/JU

Sample - 15309-08

Misc :

ALS Vial : 7 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]
2-Pentanone, 4-hy... 5.40 22.8 ng 235242 1 8.29 206350 20.0
unknown? .82 7.82 120.9 ng 1247690 1 8.29 206350 20.0
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