LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086310.D

Aca On : 20 Apr 2016 15:53

Operator : UM/SJ

Sample = PB89932BL

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:\HPCHEM1I\BNA F\METHODS\8270-BF042016.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 4.407 200 203 217 rBV 166627 271990 4.16% 0.508%
2 5.058 257 260 270 rBVY 1418795 2226121 34.02% 4 .155%
3 5.470 292 296 298 rBVY 4332104 5779072 88.32% 10.787%
4 5.870 329 331 333 rBV 166768 146338 2.24% 0.273%
5 5.950 335 338 343 rVB2 31345 88950 1.36% 0.166%
6 6.487 382 385 388 rBY 3700121 5637435 86.15% 10.523%
7 6.624 394 397 400 rBVY 4416135 5627689 86.01% 10.505%
8 6.864 416 418 429 rVB 1224003 1621845 24.79% 3.027%
9 7.013 429 431 434 rBVY 3602666 4639685 70.91% 8.661%
10 7.424 464 467 488 rBV 3296309 4136402 63.22% 7.721%

11 8.144 527 530 540 rBV 1892645 2158531 32.99% 4.029%
12 9.230 622 625 627 rBVY 5006621 6543371 100.00% 12.214%
13 9.905 681 684 686 rBV 1627274 2123211 32.45% 3.963%
14 10.682 750 752 773 rBV2 2251259 3488239 53.31% 6.511%
15 11.379 811 813 826 rBV 1712728 1952218 29.84% 3.644%

16 12.968 949 952 965 rBV 4098280 4505589 68.86% 8.410%
17 14.008 1041 1043 1052 rBV 936697 1338056 20.45% 2.498%
18 15.437 1165 1168 1176 rBV 859158 1287570 19.68% 2.403%

Sum of corrected areas: 53572312
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086310.D

Aca On : 20 Apr 2016 15:53

Operator : UM/SJ

Sample : PB89932BL

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086310.D

Aca On : 20 Apr 2016 15:53

Operator : UM/SJ

Sample : PB89932BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.41 3.35 ng 271990 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 78

Abundance Scan 203 (4.407 min): BF086310.D (-200) (-) m/z 83.10 100.00%
55 B
5000 43 98
4.00 4.20 4.40 4.60 4.80
0 ...,....,....,...3?|,-':..‘.‘?'.|..'.,..‘??,...7?,.!..,....~,.... m/z 55.10 79.23%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 400 420 440 460 480
m/z 98.10 35.71%
0 23“\ 37\\‘\ 49M‘ | 61 67 77 | 92 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% [T T T
43 4.00 420 4.40 4.60 4.80
5000 m/z 43.10 34._75%
29
98
37 49 62 69
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m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R B e
5 83 4.00 4.20 4.40 4.60 4.80
m/z 39.10 22.71%
41
5000 7 o8
15 ‘ 69
IR .:lh.%4.ail M. LN X PR A T S A
m/z--> 10 20 30 40 50 60 70 80 90 100 400 4.20 4.40 4.60 4.80

8270-BF042016.-M Thu Apr 21 18:46:01 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086310.D

Aca On : 20 Apr 2016 15:53

Operator : UM/SJ

Sample : PB89932BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 27.45 ng 2226120 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 260 (5.058 min): BF086310.D (-257) (-) m/z 43.10 100.00%
43
59
5000
101 IAREE SRR R U R
| 21 83 | 007 4.80 5.00 520 5.40
ot - e e m/z 59.10 55.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 5.20 5.40
m/z 101.10 20.54%
15 4 101
mi 1y ' 83 \‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 5.20 5.40
5000 M m/z 58.10 16.97%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Morpholine, 4-methyl- L B B B R R
43 4.80 5.00 5.20 5.40
m/z 41.10 8.77%
5000
101
15 97 " 71 ‘
0"“|“m“H"J|'““|?§“i"“l"”l"”l"”l"“l"“ AN AR AR LA RS
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086310.D

Aca On : 20 Apr 2016 15:53

Operator : UM/SJ

Sample : PB89932BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.62 Concentration Rank 1

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

6.62 69.40 ng 5627690 1,4-Dichlorobenzene-d4 6.86
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 397 (6.624 min): BF086310.D (-394) (-) m/z 132.10 100.00%
5000 68
96
40 54 82 15 6.20 6.40 6.60 6.80 7.00
ol 281 m/z 68.10 45.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
31 51 ‘ m/z 134.10 32.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.05 29.72%
104
oL 27 51 6 go
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 18.67%
5000 98 116
AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042016\
Data File : BF086310.D

Acq On : 20 Apr 2016 15:53

Operator : UM/SJ

Sample - PB89932BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042016.M
Quant Title : 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]
3-Penten-2-one, 4... 4.41 3.4 ng 271990 1 6.86 1621850 20.0
2-Pentanone, 4-hy... 5.06 27.4 ng 2226120 1 6.86 1621850 20.0
unknown6 .62 6.62 69.4 ng 5627690 1 6.86 1621850 20.0
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