LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF081986.D

Aca On - 2 Oct 2015 18:34 Instrument :
Operator : UM/1Z BNA_F

Sample : 63857-10RE ClientSampleld :
Misc i A2-COMPRE
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-BF092815.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 3.486 114 118 127 rBvY 63775 130936 3.62% 0.505%
2 4.434 198 201 203 rBY 1277962 1761674 48.73% 6.800%
3 5.086 255 258 264 rVB 169220 289959 8.02% 1.119%
4 5.486 290 293 295 rBVY 2180785 2188482 60.54% 8.447%
5 6.514 380 383 385 rBVY 1902389 1939610 53.65% 7.486%

6.652 392 395 398 rBvV 2256737 2369367 65.54% 9.145%
6.892 414 416 425 rBvV 427832 539168 14.91% 2.081%
1928318 1990681 55.06% 7.684%
7.383 457 459 461 rVB 66009 51018 1.41% 0.197%
7.452 463 465 480 rBV 1365111 1608830 44 .50% 6.210%
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11 8.172 526 528 537 rBV 769500 763336 21.11% 2.946%
12 9.258 620 623 625 rBV 2702775 3326659 92.02% 12.840%
13 9.680 658 660 661 rBvY 45442 45777 1.27% 0.177%
14 9.932 679 682 685 rBvY 931690 871462 24.11% 3.364%
15 10.720 749 751 754 rBV2 1411139 2063237 57.07% 7.964%

16 11.429 810 813 826 rBV 592970 951022 26.31% 3.671%
17 13.018 949 0952 955 rBV 3174988 3615182 100.00% 13.954%

18 14.069 1041 1044 1055 rBV 837099 1019881 28.21% 3.937%
19 15.532 1169 1172 1183 rBV 195575 381887 10.56% 1.474%

Sum of corrected areas: 25908168
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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:\HPCHEMI\BNA F\DATA\BF100215\

- BF081986.D

- 2 Oct 2015 18:34

- UM/1Z

- G3857-10RE

- 10 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

A2-COMPRE

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF081986.D
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3500000

3000000

2500000

2000000

1500000

1000000
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0

TIC: BF081986.D

13.02

9.26

10.72

9.93
11.43

| 968

14.07

Time-->

12.50 13.00
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TIC: BF081986.D
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8270-BF092815.M Mon Oct 05 18:21:11 2015

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF081986.D

Aca On : 2 Oct 2015 18:34

Operator : UM/I1Z

a?ggle ; G3857-10RE A2 COMPRE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : H:\HPCHEM1\BNA F\Method\8270-BF092815._.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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.49 4.86 ng 130936 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 47
4 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 46
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 118 (3.486 min): BF081986.D (-114) (-) m/z 43.10 100.00%
431
5000 \
5.1 Bl g 320 340 360 380
O e e e e e e e m/z 83.10 11.88%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 L UL I UL R
320 340 3.60 3.80
m/z 39.10 8.89%
0 20 | %0630 740 °1° 80
mz> 10 20 % 40 50 60 70 80 80 10
Abundance
43.0
320 340 360 380
5000 m/z 55.10 6.49%
55.0
27.0
. 150 630 7.0 830 980
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3162: 4-Penten-2-one, 3-methyl- R EAmmamEs L
43.0 3.20 3.40 3.60 3.80
m/z 41.10 4._.93%
5000
27.0
. O %0 a0 om0 %O
m/z--> 10 20 30 40 50 60 70 80 90 100 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF081986.D

Aca On : 2 Oct 2015 18:34

Operator : UM/I1Z

a?ggle ; G3857-10RE A2 COMPRE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : H:\HPCHEM1\BNA F\Method\8270-BF092815._.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 3-Hexen-2-one Concentration Rank 3

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

4.43 65.35 ng 1761670 1,4-Dichlorobenzene-d4 6.89
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 91
3 2-Pentene. 3.4-dimethvl-. (B)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 201 (4.434 min): BF081986.D (-198) (-) m/z 83.10 100.00%
55.1 83.1 7
5000 43.0 98.1
| 671 400 420 4.40 4.60 4.80
obr e e e e e e e m/z 55.10 94 .50%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000
20.0 43.0 98.0 4.00 4.20 4.40 4.60 4.80
' m/z 98.10 35.91%
\‘\ \‘\\\ Il ‘ | 67'0 75'0 | L
S S S UL SUL AL SRS I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
55.0
43.0 4.00 420 4.40 4.60 4.80
5000 m/z 43.05 35.43%
29.0
98.0
69.0
G S UL UL SUL LIS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- BREEE R S e
55.0 83.0 4.00 420 4.40 4.60 4.80
m/z 39.10 23.64%
41.0
5000 270 98.0
15.0 ‘ 69.0
0...,.J.w..:J,”.;il.”ihhl.“..Ui.”.,ul..“..u,.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF081986.D

Aca On : 2 Oct 2015 18:34

Operator : UM/I1Z

a?ggle ; G3857-10RE A2 COMPRE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : H:\HPCHEM1\BNA F\Method\8270-BF092815._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.09 10.76 ng 289959 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane 58 C4H10 000106-97-8 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 258 (5.086 min): BF081986.D (-255) (-) m/z 43.05 100.00%

43.0
59.1
5000

101.1 R e
| 83.0 | 4.80 5.00 520 540
11T MM S m/z 59.10 60.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 5.00 520 5.40
0
15.0 101.0 m/z 101.10 19.87%
I 8.0
L o L m L aam
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
e e mEEae
480 5.00 5.20 5.40
5000 41.0 m/z 58.10 17.29%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4-methy!l- TR A
43.0 480 5.00 5.20 5.40
m/z 41.10 8.77%
5000
15.0 10 101.0
‘ 27.0 560 T ‘
o S K PR I - S A —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF081986.D

Aca On : 2 Oct 2015 18:34

Operator : UM/I1Z

a?ggle ; G3857-10RE A2 COMPRE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : H:\HPCHEM1\BNA F\Method\8270-BF092815._.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 unknown6.65 Concentration Rank 1

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

6.65 87.89 ng 2369370 1,4-Dichlorobenzene-d4 6.89
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 395 (6.652 min): BF081986.D (-392) (-) m/z 132.10 100.00%
130.1
5000 68.1 J{
40.1 h o 640 6.60 6.80 7.00
e MM m/z 68.10 42.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U S S L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.88%
0 ‘ L1 H | 1
'"I'”'I'"'I”"I"'W""I"' Y SN S
m/z--> 20 40 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 28.24%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.56%
74.0
5000 ggo 1160
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| I‘MI ||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100215\
Data File : BF081986.D

Acq On : 2 Oct 2015 18:34

Operator : UM/1Z

Sample - G3857-10RE

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : H:\HPCHEM1\BNA_F\Method\8270-BF092815_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Top Hit name RT EstConc Units Response
4-Penten-2-one, 4. .. 3.49 4.9 ng 130936
3-Hexen-2-one 4.43 65.3 ng 1761670
2-Pentanone, 4-hy... 5.09 10.8 ng 289959
unknown6 .65 6.65 87.9 ng 2369370
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|--Internal Standard---|
Resp Conc]

|# RT

539168
539168
539168
539168

A2-COMPRE
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