LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085989.D

Aca On > 2 Apr 2016 4:30

Operator : UM/SJ

Sample - PB89385BL

Misc :

ALS Vial : 27 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-BF040216.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 3.241 98 101 113 rBV 186416 371040 9.31% 1.489%
2 4.281 188 192 195 rBY 2045746 3984936 100.00% 15.997%
3 4.944 247 250 266 rBV 656821 869462 21.82% 3.490%
4 5.367 285 287 307 rBVY 1311636 1548742 38.86% 6.217%
5 5.779 321 323 331 rVB 36104 44198 1.11% 0.177%

6.407 376 378 387 rBV 1520886 1495062 37.52% 6.002%
6.533 387 389 392 rBV 1411729 1602561 40.22% 6.433%
6.773 407 410 421 rBV 644528 605807 15.20% 2.432%
6.922 421 423 426 rBV 1603485 1859319 46.66% 7.464%
7.333 457 459 462 rBV 1072947 1423621 35.73% 5.715%

=
QO ~NO®

11 8.053 520 522 525 rBV 803120 815970 20.48% 3.276%
12 9.128 614 616 619 rBVY 2131890 2692410 67.56% 10.808%
13 9.802 673 675 678 rBvV 693213 879476 22.07% 3.531%
14 10.591 742 744 747 rBV2 863040 1104941 27.73% 4._.436%
15 11.288 803 805 808 rBV 1080663 972506 24.40% 3.904%

16 12.877 941 944 946 rBV 3194693 3154685 79.17% 12.664%
17 13.928 1034 1036 1038 rBV 824301 928169 23.29% 3.726%
18 15.334 1156 1159 1166 rBV 350215 557704 14.00% 2.239%

Sum of corrected areas: 24910609
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085989.D

Aca On > 2 Apr 2016 4:-30

Operator : UM/SJ

Sample - PB89385BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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: BF085989.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085989.D

Aca On > 2 Apr 2016 4:-30

Operator : UM/SJ

Sample - PB89385BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.24 12.25 ng 371040 1,4-Dichlorobenzene-d4 6.77
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 37
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 17
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 12

Abundance Scan 101 (3.241 min): BF085989.D (-98) (-) m/z 43.05 100.00%
3.0
5000 /\\
B T30 320 340 350
o Y Y U S M SN m/z 83.10 13.88%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 IR S S
3.00 3.20 3.40 3.60
m/z 39.10 10.46%
o 21.0 B 55.0 630 74.0 83\'0 98.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
300 320 3.40 3.60
5000 m/z 55.10 7.07%
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 A s
43.0 3.00 3.20 3.40 3.60
m/z 41.10 4_85%
5000 A
27.0
m/z--> 10 20 30 40 50 60 70 8 90 100 300 3.0 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085989.D

Aca On > 2 Apr 2016 4:-30

Operator : UM/SJ

Sample - PB89385BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 2 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.28 131.56 ng 3984940 1,4-Dichlorobenzene-d4 6.77
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-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 192 (4.281 min): BF085989.D (-188) (-) m/z 83.10 100.00%
551 83.1
5000 40 8.1
‘ 1 e 400 420 440 4.60
-7ttt e m/z 55.10 78.56%
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 L L R I I
20,0 43.0 98.0 400 420 4.40 4.60
' m/z 98.10 35.81%
\‘\ \‘\\\ M‘ | 67.0 75.0 | L
G S S S SR IR UL UL UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 b0 350 ok 4k
5000 43.0 m/z 43.05 30.59%
98.0
29.0
69.0
S S S S SR IR UL UL UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)- AR R
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 21.84%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0'"I”M'I”*NI”"iA"VMl'l”'“i”"ﬁd"l”'“I”"I IBENARDESSEBLAARE
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085989.D

Aca On > 2 Apr 2016 4:-30

Operator : UM/SJ

Sample - PB89385BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.94 28.70 ng 869462 1,4-Dichlorobenzene-d4 6.77
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 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 250 (4.944 min): BF085989.D (-247) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 831 | 4.60 4.80 5.00 5.20
O el e e e e m/z 59.10 58.79%
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 L L UL UL U
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 23.33%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 410 m/z 58.10 18.18%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one
43.0 4.60 4.80 5.00 5.20

m/z 41.10 8.52%

5000

55.0
27.0 710 830 980

Ob T e e e e e B e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085989.D

Aca On > 2 Apr 2016 4:-30

Operator : UM/SJ

Sample - PB89385BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 4 unknown6.53 Concentration Rank 3

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

6.53 52.91 ng 1602560 1,4-Dichlorobenzene-d4 6.77
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 389 (6.533 min): BF085989.D (-387) (-) m/z 132.10 100.00%
130.1
5000 68.1
96.1 IBESREUAERSEAREE SAR
40.0 | 1150 6.20 6.40 6.60 6.80
01 L m/z 68.10 45_.80%
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 USRS SR R
6.20 6.40 6.60 6.80
310 510 m/z 134.10 31.32%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 29.64%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R aaRmm s e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.35%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF085989.D

Acq On : 2 Apr 2016 4:30

Operator : UM/SJ

Sample - PB89385BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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]
4-Penten-2-one, 4... 3.24 12.3 ng 371040 1 6.77 605807 20.0
3-Penten-2-one, 4... 4.28 131.6 ng 3984940 1 6.77 605807 20.0
2-Pentanone, 4-hy... 4.94 28.7 ng 869462 1 6.77 605807 20.0
unknown6 .53 6.53 52.9 ng 1602560 1 6.77 605807 20.0
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