LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051915\

Data File : BF079350.D

Aca On : 19 May 2015 19:09 Instrument :
Operator : TP/1Z BNA_F

Sample - 62265-09 ClientSampleld :
Misc - BLIND-DUPLICATE
ALS Vial : 12 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-BF043015.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 1.393 15 18 29 rvB 174562 379981 5.91% 2.129%
2 1.553 29 32 35 rvw 387329 538574 8.37% 3.018%
3 1.644 39 40 48 rVvV 263790 427565 6.64% 2.396%
4 1.758 48 50 85 rvB 3073056 6434421 100.00% 36.059%
5 4.879 321 323 328 rBV 70671 87254 1.36% 0.489%

5.404 367 369 372 rBV 333876 462130 7.18% 2.590%
6.696 480 482 485 rBvV 324042 292300 4._.54% 1.638%
6.833 492 494 497 rBvV 881936 920692 14.31% 5.160%
7.130 517 520 522 rBV 201966 234549 3.65% 1.314%
7.313 533 536 538 rBvV 962276 892970 13.88% 5.004%

=
QO ~NO®

11 7.816 578 580 583 rBvV 577954 719764 11.19% 4._.034%
12 8.708 655 658 660 rBv 256401 319184 4._.96% 1.789%
13 10.045 773 775 778 rBV 1245578 1497056 23.27% 8.390%
14 10.868 845 847 850 rvB 302045 364494 5.66% 2.043%
15 11.851 930 933 936 rBV 1022473 1042415 16.20% 5.842%

16 12.708 1006 1008 1011 rBV2 353300 404639 6.29% 2.268%
17 14.708 1180 1183 1186 rBV 1913765 1913096 29.73% 10.721%

18 16.000 1293 1296 1298 rBV 338788 442675 6.88% 2.481%
19 17.714 1443 1446 1449 rBvV 380681 470543 7.31% 2.637%

Sum of corrected areas: 17844302
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051915\

Data File : BF079350.D

Aca On : 19 May 2015 19:09

Operator : TP/I1Z

ﬁ?ggle : 62265-09 BLIND-DUPLICATE
ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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\BF051915\

Data File : BF079350.D

Aca On : 19 May 2015 19:09

Operator : TP/1Z

Samole - 62265-09 BLIND-DUPLICATE
Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.55 45.92 ng 538574 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 32 (1.553 min): BF079350.D (-29) (-) m/z 73.10 100.00%
7B
5000 43
55 87 SN I N —
140 1.60 1.80
0 ..,....,...3.‘3,'.-.'..5,0..|.~.,..‘??,'.:..,....,....,...., m/z 43.10 35.70%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 95 1.40 1.60 1.80
- 87 m/z 55.05 25.92%
T Jl“$?"3glh J"SP“" '|§2'§Z H'l USRI "'%O}" L
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
U AL L R B
140 1.60 1.80
5000 43 m/z 87.10 25_.47%
58
LA LR UL UL UL FUL L SR S L UU
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- RN e
7B 140 1.60 1.80
m/z 41.05 11.49%
5000
45
29
N 39‘» 50 67 | 101
miz--> 20 30 40 50 60 70 8 9 100 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051915\

Data File : BF079350.D

Aca On : 19 May 2015 19:09

Operator : TP/1Z

Samole - 62265-09 BLIND-DUPLICATE
Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.88 7.44 ng 87254 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 323 (4.879 min): BF079350.D (-321) (-) m/z 43.05 100.00%
43
59
5000
101
83 460 4.80 5.00 5.20
R RN A AR AR AR RRARS RAREA RARAN AAASSLALSS SARSS SARRS SARARRARAS m/z 59.10 57.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL R R
%9 460 480 500 520
m/z 101.10 18.45%
31 101
"w'”ﬂ'“T““l“‘w'“w'“'fi'ga'h'“w'“l“”l“'WH'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 16.04%
68
50 126 142
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3174: 4-Penten-2-one, 4-methyl- e
43 460 4.80 5.00 5.20
m/z 41.10 8.71%
5000
2 | % 83 98
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051915\
Data File : BF079350.D

Aca On : 19 May 2015 19:09

Operator : TP/1Z

Sample : 62265-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 6 unknown6.83 Concentration Rank 2

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

6.83 78.51 ng 920692 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 494 (6.833 min): BF079350.D (-492) (-) m/z 132.00 100.00%
5000 68
96 AR AR SRR S B
40 59 7 g7 5 6.40 6.60 6.80 7.00 7.20
B E e m/z 68.10 43.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I I UL L L
6.40 6.60 6.80 7.00 7.20
31 51 78 m/z 134.00 31.54%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 28.75%
33 44 o 105
60 '~ g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R L L R
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 17.91%
5000 98 116
SN -NM 8 .p®97.hq N . - Il?? SN | Y A S
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_ F\DATA\BF051915\

Data File : BF079350.D

Acq On : 19 May 2015 19:09

Operator : TP/1Z

Sample - 62265-09 BLIND-DUPLICATE
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Butane, 2-methoxy... 1.55 45.9 ng 538574 1 7.13 234549 20.0
2-Pentanone, 4-hy... 4.88 7.4 ng 87254 1 7.13 234549 20.0
unknown6 .83 6.83 78.5 ng 920692 1 7.13 234549 20.0
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