LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101116\
Data File : BF090512.D

Aca On : 11 Oct 2016 19:57

Operator : UM/SJ

Sample : H5157-03

Misc :

ALS Vial : 10 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 F\METHODS\8270-BF101116.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
1 5.137 242 245 248 rBV 358830 395957 4_.41% 0.845%
2 5.560 279 282 284 rVB 1634935 2196516 24.44% 4 .690%
3 6.577 368 371 373 rBV 936936 1258651 14.00% 2.687%
4 6.715 381 383 386 rBY 3987784 3960810 44.07% 8.457%
5 6.955 401 404 406 rBV 1070013 1257707 13.99% 2.685%

7.103 415 417 420 rVB 3226368 4036231 44.91% 8.618%
7.515 450 453 455 rBV 3516544 3719598 41.39% 7.942%
1842043 1707927 19.00% 3.647%
9.321 608 611 613 rBY 6756136 7348128 81.76% 15.689%
9.995 667 670 672 rBV 2484256 2066056 22.99% 4.411%
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11 10.784 736 739 742 rBV 3955282 4226463 47.02% 9.024%
12 11.481 798 800 802 rBV 2449762 2053949 22.85% 4 _.385%
13 13.081 937 940 942 rBV 6996274 8987704 100.00% 19.190%
14 14.121 1029 1031 1034 rBV 1996657 2000907 22.26% 4.272%
15 15.595 1157 1160 1163 rBV 1051188 1619840 18.02% 3.459%

Sum of corrected areas: 46836444
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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:\HPCHEM1\BNA F\DATA\BF101116\
: BF090512.D

: 11 Oct 2016 19:57

: UM/SJ

: H5157-03

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF090512.D

6.71
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5.14
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Time-->
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6000000

5000000
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1000000

0

TIC: BF090512.D

10.78

9.99 11.48

8.23

Time-->

13.50

12.00 12.50

T
13.00

10.00 10.50

11.00 11.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000
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TIC: BF090512.D

14.12

15.60
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Time-->

18.00 18.50

16.50 17.00 17.50

14.00 14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090512.D

Aca On : 11 Oct 2016 19:57

Operator : UM/SJ

Sample : H5157-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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.

5.14 6.30 ng 395957 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 245 (5.137 min): BF090512.D (-242) (-) m/z 43.10 100.00%
43
59
5000
T 750 sho 550 540 |
83 : : : :
o..,....,....-,'::..?.1.4.',...‘??....,.-...,...:,|....,....,....,....,...., m/z 59.10 61.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR UL LI LI S B
59 480 500 520 540
m/z 101.10 21.33%
31 ‘ 83 o3 101
O RRRAARAA RN Raa0s Rasts RERRA RARAREaSR E00N LARM NARRS A AR RARSY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.10 18.25%
41
ol 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B )
59 4.80 500 5.20 5.40
m/z 41.10 8.61%
5000 41
68
0 Il s0 | 126 142
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090512.D

Aca On : 11 Oct 2016 19:57

Operator : UM/SJ

Sample : H5157-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.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 unknown6.71 Concentration Rank 2

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

6.71 62.98 ng 3960810 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 383 (6.715 min): BF090512.D (-381) (-) m/z 132.00 100.00%
132
5000 68
40 ® J 640 6.60 6.80 7.00
54 : . : :
0 e e W Wz 68.05 48.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR SRR SR LR
6.40 6.60 6.80 7.00
2 51 m/z 134.00 32.93%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 29.01%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R RA T
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.38%
5000 og 116
| ...,...‘n,m..u“,.uh.,ﬂh..h,..“‘. N 189 SRS | N A W
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101116\
Data File : BF090512.D

Acq On : 11 Oct 2016 19:57

Operator : UM/SJ

Sample : H5157-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101116.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... 5.14 6.3 ng 395957 1 6.95 1257710 20.0
unknown6.71 6.71 63.0 ng 3960810 1 6.95 1257710 20.0
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