LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\

Data File : BF081190.D

Acg On : 25 Aug 2015 2:41

Operator : UM/1Z

3?22'6 i 63388-04 SB-4(9-9.5)BGS
ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 height area % max. total
1 3.899 174 176 181 rVB 13715 22969 1.04% 0.126%
2 4_653 238 242 254 rVB 764528 1348765 61.04% 7.418%
3 5.110 279 282 285 rBV 1617535 1851904 83.82% 10.185%
4 5.533 317 319 323 rVB 30455 27923 1.26% 0.154%
5 6.196 374 377 379 rBV 1652032 2209505 100.00% 12.151%

6.310 384 387 389 rBV 1681811 2002598 90.64% 11.014%
6.539 405 407 409 rBvV 512787 417160 18.88% 2.294%
6.699 418 421 423 rBV 1404984 1427100 64.59% 7.849%
1329074 1263056 57.16% 6.946%
7.819 517 519 522 rBV 380570 489429 22.15% 2.692%
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11 8.905 611 614 616 rBV 2121789 2006762 90.82% 11.036%
12 9.305 646 649 651 rBvY 246208 247055 11.18% 1.359%
13 9.568 670 672 674 rVB 621965 556965 25.21% 3.063%
14 10.025 710 712 713 rVB 27701 24835 1.12% 0.137%
15 10.345 738 740 743 rBv2 931581 1085594 49.13% 5.970%

16 10.493 751 753 757 rVB 39312 45448 2.06% 0.250%
17 10.939 789 792 793 rBV 28281 28261 1.28% 0.155%
18 11.031 798 800 803 rBv2 487077 530189 24.00% 2.916%
19 11.591 847 849 851 rBvV 29558 29314 1.33% 0.161%

20 12.619 936 939 942 rBV 1817835 1674631 75.79% 9.210%

21 13.568 1021 1022 1027 rVB2 9618 22829 1.03% 0.126%
22 13.648 1027 1029 1031 rBV 580874 517739 23.43% 2.847%
23 14.974 1143 1145 1148 rBV 299531 352960 15.97% 1.941%

Sum of corrected areas: 18182991
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081190.D

Acq On : 25 Aug 2015 2:41

Operator : UM/I1Z

Sample - G3388-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

Quant Title

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

ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081190.D

Acq On : 25 Aug 2015 2:41

Operator : UM/I1Z

Sample - G3388-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.65 64 .66 ng 1348770 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 242 (4.653 min): BF081190.D (-238) (-) m/z 43.05 100.00%
43
59
5000
101 R RS S SN
440 4.60 4.80 5.00
O S0tl, 83l 60 8 | h7759.10  57.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R IR S SN
440 4.60 4.80 5.00
59 m/z 58.10 15.63%
0 21 371 53‘\‘ 67 778 o1 O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 41 m/z 101.10 14 .84%
31
69 87
15 53 98
S S UL UL UL UL UL S SULILEL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- A e e R
59 440 4.60 4.80 5.00
m/z 41.10 8.68%
5000
a1 101
0% '|'}§'| --”-ﬁ%---‘ﬂﬂﬂ--|§?”“i- "??" "|§?"|" T T R R L SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081190.D

Acq On : 25 Aug 2015 2:41

Operator : UM/I1Z

Sample - G3388-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

= 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 2 unknown6.31 Concentration Rank 1

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

6.31 96.01 ng 2002600 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 387 (6.310 min): BF081190.D (-384) (-) m/z 132.10 100.00%
132
5000 68
40 % 600 620 640 6.60
54 : : : :
o Qrer |wsus Yo m/z 68.10 41.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 4
5000 RSN LRSS LARRE AR LR
6.00 6.20 6.40 6.60
31 51 78 m/z 134.10 33.23%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 67 m/z 66.10 27.22%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R EE
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 15.87%
5000 og 0
NI N1 dor || ) R N N 1|
m/z--> 40 60 80 100 120 140 160 180 6.00 6.0 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081190.D

Acq On : 25 Aug 2015 2:41

Operator : UM/1Z

Sample - G3388-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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]
2-Pentanone, 4-hy... 4.65 64.7 ng 1348770 1 6.54 417160 20.0
unknown6 .31 6.31 96.0 ng 2002600 1 6.54 417160 20.0
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