LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025955.D

Acq On : 25 Feb 2017 6:19

Operator : SJ/MA

Sample - 11983-01

Misc :

ALS Vial : 21 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-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 height area % max. total
1 5.177 308 313 322 rBvY 143838 204354 2.42% 0.670%
2 5.647 386 393 403 rvB 454986 716828 8.51% 2.349%
3 7.233 654 663 676 rvB 283057 523202 6.21% 1.715%
4 7.609 719 727 736 rBY 809510 1389732 16.49%  4.555%
5 8.079 800 807 815 rBV 264930 437784 5.20% 1.435%

8.402 854 862 872 rvVB 1078165 1890274 22.43% 6.195%
9.237 996 1004 1014 rVB 881196 1588083 18.85% 5.205%
393062 722222 8.57% 2.367%
13.314 1691 1698 1706 rBV 2975177 4600254 54.59% 15.077%
14.683 1922 1931 1939 rBV2 727802 1171542 13.90% 3.840%
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11 16.158 2175 2182 2193 rBV 1852813 2793389 33.15% 9.155%
12 17.409 2389 2395 2402 rBV 1177211 1732487 20.56% 5.678%
13 18.291 2540 2545 2553 rBV 70086 113699 1.35% 0.373%
14 19.554 2756 2760 2769 rBV3 59682 100851 1.20% 0.331%
15 20.006 2831 2837 2844 rBV 6027892 8426994 100.00% 27.619%

16 21.657 3111 3118 3128 rVB 1272124 2057103 24.41% 6.742%
17 24.860 3653 3663 3676 rvB2 710261 2042488 24.24% 6.694%

Sum of corrected areas: 30511286
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG022417\

BG025955.D

25 Feb 2017 6:19

SJ/MA

11983-01

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG025955.D

8.40

7.61 9.24

5.65
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Abundance
6000000

5000000

4000000

13.31

3000000

2000000

1000000

TIC: BG025955.D

16.16

17.41
14.68

18.29 19.55

20,01

21.66

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
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG025955.D

24.86

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:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025955.D

Acq On : 25 Feb 2017 6:19

Operator : SJ/MA

Sample - 11983-01

Misc :

ALS Vial : 21 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 9.34 ng 204354 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 50
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 37
4 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 36
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 33

Abundance Scan 314 (5.183 min): BG025955.D (-308) (-) m/z 43.10 100.00%
5000
101
| 83 134 007 4.80 5.00 520 5.40 5.60
SNBSS N A MENAVS S o BN SN——— 5 m/z 59.10 82.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A S IR AR
4.80 5.00 5.20 5.40 5.60
m/z 101.10 27.20%
31 101
'"'|“M'T“'"w'"F?”'”"'w""l'“'l""w"'l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 59
480 500 520 540 560
s000| 18 m/z 58.10 20.66%
31
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #4488: Propane, 1-ethoxy-2-methyl- RS a e s e ]
31 50 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.49%
5000
3
‘\‘ \ﬂ\ \\‘\ 7\3 87 10\2
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025955.D

Acq On : 25 Feb 2017 6:19

Operator : SJ/MA

Sample - 11983-01

Misc :

ALS Vial : 21 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

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 unknown7.61 Concentration Rank 2

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

7.61 63.49 ng 1389730 1,4-Dichlorobenzene-d4 8.08
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 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 727 (7.609 min): BG025955.D (-719) (-) m/z 132.10 100.00%
132
5000 68
40 % J 720 7.40 7.60 7.80 8.00
54 : : : : :
g8 s 27 Tn/z 68.10  40.46%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A UL IR S
7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.90%
31
""l'w'l'l'jg"'l"”l""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 26.59%
41 97
53
79 117
107
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.10 14 .22%
5000 g 0
NN T M“- N .MM -Mq M 158 ..,.1??. S— /AR § G —
m/z--> 40 60 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025955.D

Acq On : 25 Feb 2017 6:19

Operator : SJ/MA

Sample - 11983-01

Misc :

ALS Vial : 21 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... 5.18 9.3 ng 204354 1 8.08 437784 20.0
unknown7 .61 7.61 63.5 ng 1389730 1 8.08 437784 20.0
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