LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085223.D

Aca On : 5 Mar 2016 00:48

Operator =: SJ/1Z

Sample : H1676-01

Misc :

ALS Vial : 23 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-BF030316.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 2.904 52 54 60 rvB 109045 156019 3.47% 0.413%
2 4.470 189 191 194 rVB 62552 76581 1.70% 0.203%
3 5.190 251 254 258 rBV 657674 998944 22.19% 2.646%
4 5.590 285 289 291 rBVY 2565074 3584379 79.62% 9.494%
5 6.596 374 377 379 rBVY 3128337 3362747 74.70% 8.907%
6 6.733 387 389 392 rBY 2781985 3833424 85.16% 10.153%
7 6.973 408 410 412 rBV 897851 879652 19.54% 2.330%
8 7.122 421 423 426 rVB 2280033 3083242 68.49% 8.166%
9 7.533 456 459 461 rBVY 2601576 2713940 60.29% 7.188%
10 7.945 492 495 496 rBV 54817 76867 1.71% 0.204%
11 8.276 519 524 526 rBV2 1465221 2473330 54.94% 6.551%
12 8.585 548 551 555 rBV 46622 55998 1.24% 0.148%
13 8.962 582 584 586 rBV 94167 82996 1.84% 0.220%
14 9.065 590 593 597 rVB 62764 68615 1.52% 0.182%

15 9.328 613 616 619 rBVY 3937070 4260827 94.65% 11.285%

16 10.013 673 676 677 rBV 1097837 1269912 28.21% 3.364%

17 10.036 677 678 680 rvB 79584 77227 1.72% 0.205%
18 10.208 691 693 696 rBvV 44877 51336 1.14% 0.136%
19 10.551 719 723 726 rVB2 43478 76655 1.70% 0.203%

20 10.802 742 745 747 rBV 2320097 2864137 63.62% 7.586%
21 11.499 803 806 808 rBvV 947942 1370115 30.44% 3.629%
22 12.014 848 851 853 rBvV 48001 56818 1.26% 0.150%
23 12.802 917 920 926 rBV2 31659 53441 1.19% 0.142%
24 13.076 941 944 947 rBV 3327863 4501633 100.00% 11.923%
25 14.128 1033 1036 1039 rBV 1120173 1010735 22.45% 2.677%

26 15.602 1161 1165 1169 rBV 452324 715341 15.89% 1.895%

Sum of corrected areas: 37754911
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085223.D

Aca On : 5 Mar 2016 00:48

Operator : SJ/1Z

Sample : H1676-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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: BF085223.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085223.D

Aca On : 5 Mar 2016 00:48

Operator : SJ/1Z

Sample : H1676-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 n-Propyl acetate Concentration Rank 4

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

2.90 3.55 ng 156019 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 Isobutvlamine 73 C4H1i1IN 000078-81-9 7
3 Oxirane. 2.3-dimethvl-. cis- 72 C4H80 001758-33-4 7
4 1-Butanamine 73 C4H1i1IN 000109-73-9 5
5 Ethanamine, N-ethyl- 73 C4H11IN 000109-89-7 4

Abundance Scan 54 (2.904 min): BF085223.D (-52) (-) m/z 43.10 100.00%
43
5000
61
I 260 2.80 300 320
39 57 86 TR T
O'W“W“W““PMP“H“W“JJJW“W““P“P“W“W“LP“WMW““PNP m/z 61.10 28.50%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4160: n-Propyl acetate
43
5000 L L L R LR
o1 260 2.80 3.00 3.20
73 m/z 73.05 16.62%
15 2131 39 57 87
SN RAad g atss LAad L AT sasa sy eadd s Aadl s st A A A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
260 2.80 300 320
5000 m/z 42.10 10.15%
o 15 27 3% g0 55 68 /3
R Ry L) R RELL) KAL) ALY AL KA AL RARL) KAL) RALL) LARS) RALAN LEAL) RARR AL AR L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #689: Oxirane, 2,3-dimethyl-, cis- S o e i /Y
43 2.60 2.80 3.00 3.20
m/z 41.10 8.49%
5000
29
15 2
0 1219 323639, ||46 5053 57 72
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.60 2.80 3.00 3.20

8270-BF030316.M Mon Mar 07

18:43:04 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085223.D

Aca On : 5 Mar 2016 00:48

Operator : SJ/1Z

Sample : H1676-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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.

5.19 22.71 ng 998944 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 254 (5.190 min): BF085223.D (-251) (-) m/z 43.10 100.00%
43
59
5000
101 ——— N
51 | 7 83 480 5.00 5.20 5.40 5.60
A U m/z 59.10 63.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 GRS LS SR IR L
480 5.00 5.20 5.40 5.60
m/z 101.10 24 .62%
31 83 g3 101
U R R R AR RARRA AR AR ARRAS RSN SRS AL RARKS SARAN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.10 16.86%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4000: Morpholine, 4—methy|— L L L L L L L BB
43 480 5.00 5.20 5.40 5.60
m/z 41.05 8.87%
5000
101
71
1? 28 56 ‘ 86
e A AR RN RS RS RS NAARA NRARA RARAN SRS BAAA SARSS RARAN AARRY GRS LS S LR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085223.D

Aca On : 5 Mar 2016 00:48

Operator : SJ/1Z

Sample : H1676-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 unknown6.73 Concentration Rank 1

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

6.73 87.16 ng 3833420 1,4-Dichlorobenzene-d4 6.97
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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 389 (6.733 min): BF085223.D (-387) (-) m/z 132.10 100.00%
5000 68
20 54 % 6.40 660 6.80 7.00
0 .l?ﬁ‘....',’ﬂ.o?..,...,....,....,.... m/z 68.10 45.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U SR AN A
6.40 6.60 6.80 7.00
2 51 m/z 134.10 32.09%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 660 6.80 7.00
5000 m/z 66.10 28.38%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LB B B e B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.26%
5000 og 116
) AN | VIR A N HW..LL,..“u N 189 SN | Y A IS
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030416\
Data File : BF085223.D

Acq On : 5 Mar 2016 00:48

Operator : SJ/1Z

Sample : H1676-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Propyl acetate 2.90 3.5 ng 156019 1 6.97 879652 20.0
2-Pentanone, 4-hy... 5.19 22.7 ng 998944 1 6.97 879652 20.0
unknown6.73 6.73 87.2 ng 3833420 1 6.97 879652 20.0
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