LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017233.D

Acq On : 21 May 2015 4:19

Operator : TP/1Z

Sample - G2310-05

Misc :

ALS Vial : 18 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_G\METHODS\8270-BG051315.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

2.779 11 15 24 rBvV 99615 174128 4.77% 1.090%
2.861 24 29 37 rvB 408956 534119 14.63% 3.343%
rBv 46599 64167 1.76% 0.402%
5.287 435 442 448 rBvY 344451 488296 13.37% 3.056%
6.891 708 715 723 rBV 218538 327878 8.98% 2.052%
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7.232 766 773 783 rBV 699210 1063261 29.12% 6.655%
7.690 844 851 858 rBV 185107 288630 7.91% 1.807%
8.014 898 906 912 rBV 664625 1031389 28.25% 6.456%
8.854 1041 1049 1057 rBvV 593390 957048 26.21% 5.991%
10.487 1319 1327 1334 rBV 241661 401507 11.00% 2.513%

=
QO ~NO®

11 12.967 1741 1749 1756 rBV 1362904 2050057 56.15% 12.832%
12 14.347 1978 1984 1994 rBV3 369277 566889 15.53% 3.548%
13 15.846 2232 2239 2248 rBV 1263182 1751715 47.98% 10.965%
14 17.097 2446 2452 2459 rBV2 546696 750087 20.54% 4 _.695%
15 18.002 2602 2606 2612 rBV3 38625 56145 1.54% 0.351%

16 19.735 2893 2901 2909 rBV 3160665 3651175 100.00% 22.854%
17 21.004 3112 3117 3122 rBV5 44356 77166 2.11% 0.483%

18 21.286 3160 3165 3171 rBV 708069 877902 24.04% 5.495%
19 23.543 3542 3549 3559 rBvV 432466 864423 23.68% 5.411%

Sum of corrected areas: 15975982
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017233.D

Acg On : 21 May 2015  4:19

Operator : TP/1Z

Sample : G2310-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017233.D

Acq On : 21 May 2015 4:19

Operator : TP/1Z

Sample : G2310-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.86 37.01 ng 534119 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 29 (2.861 min): BG017233.D (-24) (-) m/z 73.10 100.00%

5000 43

-

| 2.80 2.90 3.00 3.10 3.20 3.30
,...J‘,....,.1.2.6.,....,.2?1..,...2.9;‘3..?.47‘...3??....,....,..?‘.‘1, m/z 43.05 44_66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-

-

5000
2.802.90 3.003.10 3.20 3.30

m/z 55.05 26 .53%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

73

ﬁ

2.80 2.90 3.00 3.10 3.20 3.30
5000 43 m/z 87.10 24 _97%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

ﬁ

Abundance #1852: Acetamide, N-ethyl-
0 2.802.90 3.003.10 3.20 3.30
m/z 41.05 14.02%
5000 87
59‘
e T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.802.90 3.003.10 3.203.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017233.D

Acq On : 21 May 2015 4:19

Operator : TP/1Z

Sample : G2310-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.80 4.45 ng 64167 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane 58 C4H10 000106-97-8 9
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 359 (4.800 min): BG017233.D (-355) (-) m/z 43.00 100.00%
43
5000

A
LI B N I I B I A

440 4.60 4.80 500 5.20
m/z 59.10 48.32%

120 147

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN L L B B B
4.40 4.60 4.80 5.00 5.20
m/z 101.00 16.18%
15 101
‘ \‘ 1l 0 83 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
R e s e
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 13.34%
101
15 60 84
mrmﬁmwwﬁwmwﬁmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #3092: 5-Hexen-2-one
43 4.40 4.60 4.80 5.00 5.20
m/z 41.00 6.67%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017233.D

Acq On : 21 May 2015 4:19

Operator : TP/1Z

Sample : G2310-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 4 unknown7.23 Concentration Rank 1

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

7.23 73.68 ng 1063260 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 32
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 773 (7.232 min): BG017233.D (-766) (-) m/z 132.00 100.00%
132
5000 68
© | - o oB0 Tho 70 T TR
i L W 2s0 ST m/z 68.10 44_69%
m/z--> 50 100 150 200 250 300 350
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 A I RIS SR
69 6.80 7.00 7.20 7.40 7.60
39 m/z 66.00 33.65%
e
.‘l““i“\.‘.“‘.‘.‘i"‘p.7...|....|.... T
m/z--> 50 100 150 200 250 300 350
Abundance
132
AN
69 ISR IR UL I
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 31.93%
31 51
m/z--> 50 100 150 200 250 300 350
Abundance #48639: Tranylcypromine-propionyl e BAmms L L R
57 132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 23.06%
5000 98
7
, iy Al j 158 180 /NN B C——
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.0 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017233.D

Acq On : 21 May 2015 4:19

Operator : TP/1Z

Sample - G2310-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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]
Butane, 2-methoxy... 2.86 37.0 ng 534119 1 7.69 288630 20.0
2-Pentanone, 4-hy... 4.80 4.5 ng 64167 1 7.69 288630 20.0
unknown7 .23 7.23 73.7 ng 1063260 1 7.69 288630 20.0
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