LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112615\

Data File : BF083325.D

Aca On - 26 Nov 2015 18:05 Instrument :

Operator : UM/1Z gmgigamlem'

353"“0 le : G4553-04 112115-A26CE:)-E-D-S
isc :

ALS Vial : 26 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-BF112115.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 3.976 171 174 183 rBvV 66246 158382 3.21% 0.499%
2 4.696 235 237 247 rBV 647846 857997 17.38% 2.701%
3 5.176 277 279 294 rBVY 1436954 1843140 37.33% 5.803%
4 5.576 312 314 324 rVB 97260 123243 2.50% 0.388%
5 6.250 371 373 380 rBVY 1247870 1298517 26.30% 4.088%

6.364 380 383 385 rBvV 2278190 2882913 58.38% 9.077%
6.582 400 402 405 rBvV 812838 992381 20.10% 3.124%
6.742 414 416 419 rBV 3715415 3656655 74.05% 11.513%
7.164 450 453 455 rBV 2812411 3393454 68.72% 10.684%
7.873 513 515 518 rBV 1310274 1190284 24.11% 3.748%

=
QO ~NO®

11 8.959 607 610 612 rBV 5459268 4937844 100.00% 15.547%
12 9.622 666 668 671 rBV 1255209 1113939 22.56% 3.507%
13 10.410 734 737 739 rBV 1686933 1682795 34.08% 5.298%
14 11.096 795 797 799 rBV 1181829 1019255 20.64% 3.209%

15 11.645 844 845 849 rBV2 45805 80456 1.63% 0.253%
16 12.365 904 908 912 rBv4 19374 63570 1.29% 0.200%
17 12.434 912 914 920 rVvV 65400 103189 2.09% 0.325%
18 12.525 920 922 924 rVvV 60328 56945 1.15% 0.179%
19 12.685 933 936 938 rBV 4156368 4189588 84.85% 13.191%
20 13.222 981 983 986 rBV 42973 58108 1.18% 0.183%
21 13.599 1014 1016 1024 rBVZ2 43219 68864 1.39% 0.217%

22 13.714 1024 1026 1029 rBV 1007343 1158023 23.45% 3.646%
23 15.074 1142 1145 1148 rBV 617338 832159 16.85% 2.620%

Sum of corrected areas: 31761701
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112615\
Data File : BF083325.D

Aca On > 26 Nov 2015 18:05

Operator : UM/IZ

Sample . G4553-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\Methods\8270-BF112115.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: BF083325.D
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Abundance TIC: BF083325.D
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Abundance TIC: BF083325.D
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Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112615\
Data File : BF083325.D

Aca On : 26 Nov 2015 18:05

Operator : UM/I1Z

Sample : 6G4553-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.98 3.19 ng 158382 1,4-Dichlorobenzene-d4 6.58
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. 2.4-dimethvl- 98 C7H14 000625-65-0 87
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 174 (3.976 min): BF083325.D (-171) (-) m/z 83.10 100.00%
55 B
5000
43 98 \\M_
T
3.60 3.80 4.00 4.20 4.40
67
o...,....,....,..?7:‘,-':..‘.‘9'|.'.,...'.,....-,.!..,....,.... m/z 55.10  94.81%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3179: 3- Penten 2-one, 4-methyl-
55 83
43
5000 29 %8 360 3.80 4.00 4.20 4.40
m/z 43.10 39.71%
0 23 ‘ 70| 49 || 6167 77 | 92
miz--> 10 20 30 4'0 & e %o % % 100
Abundance
43 3.60 3.80 4.00 4.20 4.40
5000 m/z 98.10 32.34%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3309: 2-Pentene, 2,4-dimethyl- R N R b
83 3.60 3.80 4.00 4.20 4.40
55 m/z 39.10 30.26%
41
5000
27 98
15 ‘ ‘ 67
33 49 61 77 91
0'"w'h'w"Nw"W"'w'hlw"Jw"'w'l'w"'w"" A
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112615\
Data File : BF083325.D

Aca On : 26 Nov 2015 18:05

Operator : UM/I1Z

Sample : 6G4553-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.70 17.29 ng 857997 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 237 (4.696 min): BF083325.D (-235) (-) m/z 43.05 100.00%
43 F
59
5000
101
440 4.60 4.80 5.00
o 3t S8l 69 8 | 57 59.10 52.75%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- \\
43
5000 L I L I L
59 440 460 4.80 5.00
m/z 101.10 14.91%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
59
440 4.60 480 500
5000 41 m/z 58.05 13.70%
31
69 87
15 53 98
e S I S SULIURS SURILIL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- I REma ....
59 440 460 4.80 5.00

m/z 41.05 8.55%

5000
a1 101
15 1 3\1 I ‘ | 53\\ 69 8\3

e N NS R Y N 6NN MMM N S ARARAS A amaas

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112615\
Data File : BF083325.D

Aca On : 26 Nov 2015 18:05

Operator : UM/I1Z

Sample : 6G4553-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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-methoxy-4-me... Concentration Rank 5

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

5.58 2.48 ng 123243 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 25
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 17
4 Heptane 100 C7H16 000142-82-5 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 314 (5.576 min): BF083325.D (-312) (-) m/z 43.10 100.00%
43 73
5000
55 100 115 520 5.40 5.60 5.80 6.00
Okl b 88 e % Tm/z 73.10  79.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000
520 5.40 5.60 5.80 6.00
m/z 41.10 9.42%
15 29 55 gs 100 11°
0::‘: |‘i‘||“|‘||||||‘| ‘uuuu‘u:u:||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
100 R RN UL U
520 5.40 5.60 5.80 6.00
5000 m/z 115.10 9.28%
. 29 58 73 g 115
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2101: Propane, 2-methoxy-2-methy!l- R N mam e
73 520 5.40 5.60 5.80 6.00
m/z 42.10 7.70%
5000
41 57
29 ‘
0'}?PJ"HL'WI'”“I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112615\
Data File : BF083325.D

Aca On : 26 Nov 2015 18:05

Operator : UM/I1Z

Sample : 6G4553-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknown6.36 Concentration Rank 2

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

6.36 58.10 ng 2882910 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 383 (6.364 min): BF083325.D (-380) (-) m/z 132.10 100.00%
132
5000 68
40 %6 6.00 6.0 640 660
54 : : : :
o Arer lwsus Y m/z 68.10  41.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SR R SR
6.00 6.20 6.40 6.60
2 51 78 m/z 134.10 34.41%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 640 660
5000 67 m/z 66.10 24.82%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! B e e e A R AN
57 132 6.00 6.20 6.40 6.60
24 m/z 69.05 15.20%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112615\
Data File : BF083325.D

Acq On : 26 Nov 2015 18:05

Operator : UM/1Z

Sample : G4553-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF112115_.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]
3-Penten-2-one, 4. .. 3.98 3.2 ng 158382 1 6.58 992381 20.0
2-Pentanone, 4-hy... 4.70 17.3 ng 857997 1 6.58 992381 20.0
2-Pentanone, 4-me... 5.58 2.5 ng 123243 1 6.58 992381 20.0
unknown6 .36 6.36 58.1 ng 2882910 1 6.58 992381 20.0
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