LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG103117\
Data File : BG030623.D

Aca On : 31 Oct 2017 21:58

Operator : SJ/JU

Sample : 16178-01

Misc :

ALS Vial : 14 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-BG101617.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

5.240 326 332 343 rBV 149878 233127 6.20% 1.048%
5.716 406 413 423 rBvV 838824 1349152 35.88% 6.066%
rBv 892302 1692421 45.01% 7.609%
7.690 741 749 758 rBV 871295 1522378 40.49% 6.845%
8.160 821 829 836 rBV 245015 417948 11.12% 1.879%
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8.483 877 884 896 rvVB 637284 1124538 29.91% 5.056%
9.323 1019 1027 1037 rBV 532918 950965 25.29% 4._.276%
10.974 1298 1308 1316 rBV 375679 670221 17.83% 3.013%
13.401 1713 1721 1732 rBV 1737759 2612684 69.49% 11.747%
14.218 1853 1860 1872 rBV 303949 472993 12.58% 2.127%

=
QO ~NO®

11 14.776 1947 1955 1966 rVB2 638619 1048315 27.88% 4.713%
12 16.115 2177 2183 2189 rBvV 58673 90069 2.40% 0.405%
13 16.256 2198 2207 2221 rBV 1381212 2099333 55.84% 9.439%
14 17.514 2413 2421 2432 rBV2 835797 1271530 33.82% 5.717%
15 20.105 2855 2862 2869 rBV 2868898 3759752 100.00% 16.904%

16 21.785 3141 3148 3157 rBV2 868073 1471174 39.13% 6.615%
17 25.093 3700 3711 3725 rBV2 500674 1454995 38.70% 6.542%

Sum of corrected areas: 22241595
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA G\DATA\BG103117\
: BG030623.D

: 31 Oct 2017 21:58

: SJ/JU

: 16178-01

14 Sample Multiplier: 1

- Z:\HPCHEM1\BNA G\METHODS\8270-BG101617.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L
LSCINT.P

ration Parameters:

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG030623.D

5.72 731 7.69

8.48

10.97

5.24 8.16

0
Time-->

7.00

750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

350 4.00 450 500 550 600 6.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG030623.D
20110

13.40

16.26

1751 21.79

14.78

14.22
16.

3

0
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: BG030623.D

25.09

|

0

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\BG103117\
Data File : BG030623.D

Aca On : 31 Oct 2017 21:58

Operator : SJ/JU

Sample : 16178-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : 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.

5.24 11.16 ng 233127 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 332 (5.240 min): BG030623.D (-326) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 LA L L IR U
rrrprrerprerer el e m/z 59.00 58.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RIS UL IR I I
59.0 500 5.20 540 5.60
0
150 4, 1010 m/z 101.00 18.77%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 5.60
5000 41.0 m/z 58.00 16.52%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate
43.0 5.00 5.20 5.40 5.60
m/z 40.95 9.33%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030623.D

Aca On : 31 Oct 2017 21:58

Operator : SJ/JU

Sample : 16178-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : 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 unknown7.69 Concentration Rank 1

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

7.69 72.85 ng 1522380 1,4-Dichlorobenzene-d4 8.16
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-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (7.690 min): BG030623.D (-741) (-) m/z 132.00 100.00%
132.0
96.0 U L L I R
40.0 540 | 7.40 7.60 7.80 8.00
SR S | R N =X N N m/z 68.00 39.49%
m/z--> 10 20 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 RS SRS LA R AR
7.40 7.60 7.80 8.00
310 510 ‘ m/z 134.00 33.29%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.42%
41.0 97.0
53.0
79.0 117.0
wwmw@mﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L L L L L BB BN
132.0 7.40 7.60 7.80 8.00
m/z 69.00 15.88%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG103117\
Data File : BG030623.D

Acq On : 31 Oct 2017 21:58

Operator : SJ/JU

Sample - 16178-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .M
Quant Title : 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... 5.24 11.2 ng 233127 1 8.16 417948 20.0
unknown? .69 7.69 72.8 ng 1522380 1 8.16 417948 20.0
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