LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050115\
Data File : BG016845.D

Aca On : 1 May 2015 15:19

Operator : TP/1Z

Sample : 62012-03

Misc :

ALS Vial : 5 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-BG042915.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

4.381 281 288 295 rBV2 28988 46087 1.40% 0.297%
4.863 365 370 392 rBV 308069 555206 16.88% 3.584%
rBv 171280 357016 10.86% 2.304%
6.802 693 700 720 rBV 734667 1240565 37.72% 8.007%
7.260 772 778 793 rBV 173175 317249 9.65% 2.048%
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7.571 823 831 845 rBV 678904 1132542 34.44% 7.310%
8.423 969 976 994 rBV 475927 912020 27.73% 5.887%
10.033 1241 1250 1263 rBV 258686 476241 14.48% 3.074%
12.554 1671 1679 1699 rBV 1480577 2381189 72.40% 15.370%
13.940 1909 1915 1929 rBV2 429421 679364 20.66% 4 _.385%

=
QO ~NO®

11 15.450 2165 2172 2192 rBV 1012375 1554062 47.25% 10.031%
12 16.696 2378 2384 2397 rBV2 531049 816724 24.83% 5.272%
13 19.358 2831 2837 2848 rBV 2803622 3288738 100.00% 21.228%
14 20.656 3053 3058 3064 rBV3 35142 59156 1.80% 0.382%
15 20.909 3095 3101 3110 rBV 687949 855218 26.00% 5.520%

16 22.977 3447 3453 3465 rBvV 469816 821266 24.97% 5.301%

Sum of corrected areas: 15492643
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050115\

Data File : BG016845.D

Aca On : 1 May 2015 15:19

Operator : TP/I1Z

ﬁ?ggle ; G2012-03 .
ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG042915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016845.D
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Abundance TIC: BG016845.D
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Time--> 12.00 12.50 13.00 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
Abundance TIC: BG016845.D
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1500000
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20.91
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Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050115\
Data File : BG016845.D

Aca On : 1 May 2015 15:19

Operator : TP/1Z

Sample : 62012-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4._.38 2.91 ng 46087 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 288 (4.381 min): BG016845.D (-281) (-) m/z 43.10 100.00%
43
59
5000
101
ANARSANARRE AR R RA
4.00 420 4.40 4.60 4.80
O Sl 8L e 8 7 5910 65.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
4.00 420 4.40 4.60 4.80
m/z 101.10 31.54%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
400 420 4.40 4.60 4.80
5000 m/z 58.10 17.41%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 4.00 420 4.40 4.60 4.80
m/z 41.10 8.97%
5000 41
31
| LT
0 ...,..15..,..a‘l,....‘il‘...,??H‘.i....i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050115\
Data File : BG016845.D

Aca On : 1 May 2015 15:19

Operator : TP/1Z

Sample : 62012-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.80 Concentration Rank 1

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

6.80 78.21 ng 1240570 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 700 (6.802 min): BG016845.D (-693) (-) m/z 132.00 100.00%
132
5000
68
% 6.40 6.60 6.80 7.00 7.20
40 54
o [ | eS| m/z 134.00 33.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 B R LI L
6.40 6.60 6.80 7.00 7.20
2 51 78 m/z 68.10 31.18%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 680 7.00 7.20
5000 67 m/z 66.10 21.71%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LI o e e
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 13.08%
5000 og 0
o ,\MI 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050115\
Data File : BG016845.D

Acq On : 1 May 2015 15:19

Operator : TP/1Z

Sample : G2012-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042915_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.38 2.9 ng 46087 1 7.26 317249 20.0
unknown6 .80 6.80 78.2 ng 1240570 1 7.26 317249 20.0
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