LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO073016\

Data File : BG023350.D

Acq On - 30 Jul 2016 1:55 Instrument :
Operator : UM/SJ BNA_G

Sample  : H4176-19MS UGl
Misc i GW-34-7.0-15.0MS
ALS Vial : 13 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-BG072616_-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

5.193 396 401 411 rVB 292483 444399 3.85% 0.754%
5.675 476 483 494 rBV 1407071 2335841 20.26% 3.962%
rBv 965237 1751053 15.19% 2.970%
7.660 812 821 832 rBV 2497904 4497679 39.01% 7.630%
8.136 895 902 908 rBvV 558461 983236 8.53% 1.668%
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8.459 949 957 967 rBV 2028164 3671144 31.84% 6.228%
9.311 1093 1102 1112 rBV 2010398 3707162 32.16% 6.289%
10.974 1376 1385 1393 rBV 891458 1600102 13.88% 2.714%
13.423 1794 1802 1809 rBV 5471291 8743372 75.84% 14.832%
14.246 1936 1942 1949 rBV 137915 214540 1.86% 0.364%

=
QO ~NO®

11 14.804 2029 2037 2046 rBV2 1515075 2452238 21.27% 4._.160%
12 16.302 2285 2292 2303 rBV 4757497 7406449 64.24% 12.564%
13 17.571 2501 2508 2516 rBV 1847096 2890055 25.07% 4_.903%
14 18.440 2652 2656 2662 rBV2 128569 213682 1.85% 0.362%
15 19.709 2868 2872 2880 rBv4 141957 237032 2.06% 0.402%

16 20.179 2946 2952 2962 rVB 8239620 11528624 100.00% 19.557%
17 21.888 3236 3243 3254 rVB 1874114 3192623 27.69% 5.416%
18 25.290 3813 3822 3835 rvVB 1001811 3079676 26.71% 5.224%

Sum of corrected areas: 58948907
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023350.D

Acg On : 30 Jul 2016 1:55

Operator : UM/SJ

ﬁ?ggle i HA4176-19MS GW-34-7.0-15.0MS
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023350.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023350.D

Acg On : 30 Jul 2016 1:55

Operator : UM/SJ

ﬁ?ggle i H4176-19MS GW-34-7.0-15.0MS
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.19 9.04 ng 444399 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 38
4 3-Octanol 130 C8H180 000589-98-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 400 (5.187 min): BG023350.D (-396) (-) m/z 43.05 100.00%
a3
5000
1o 480 500 520 540 560
ol Ll ,| 146 183207 257 295 331 369 40l hn/z 59.05  70.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS AN RS RN

480 5.00 5.20 5.40 5.60
m/z 58.05 22.00%

‘ 101
o
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
480 5.00 5.20 5.40 5.60
5000 m/z 101.05 17.17%
101
31 79
ol e 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- T R
59 480 5.00 5.20 5.40 5.60
m/z 41.00 6.95%
5000
0..WU\:...J....,....,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350 400 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023350.D

Acg On : 30 Jul 2016 1:55

Operator : UM/SJ

ﬁ?ggle i H4176-19MS GW-34-7.0-15.0MS
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown7.66 Concentration Rank 1

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

7.66 91.49 ng 4497680 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Cyclopropanamine, l-phenyl- 133 C9H11N 1000351-26-2 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 821 (7.660 min): BG023350.D (-812) (-) m/z 132.05 100.00%
132
68
5000
w0 | ¥ 740 7.60 7.80 8.00
Oyt Ay L 167 205233 281 s21 430 52 "m/z 68.05 56.03%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL IR
7.40 7.60 7.80 8.00
31 m/z 66.05 36.39%
OI"Mqhwk'A'"I'”'I"'W'"'I”"I"”I""P"'I”'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
68
R AR L AR
7.40 7.60 7.80 8.00
5000 m/z 133.95 35.32%
96
40
14
S S I B B L WL I B I W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52379: Tranylcypromine-propionyl L
57 132 7.40 7.60 7.80 8.00
m/z 69.05 23.14%
5000 98
0 . 158 189
mz-> 0 50 100 150 200 250 300 350 400 450 500 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023350.D

Acg On : 30 Jul 2016 1:55

Operator : UM/SJ

ﬁ?ggle i H4176-19MS GW-34-7.0-15.0MS
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.19 9.0 ng 444399 1 8.14 983236 20.0
unknown7 .66 7.66 91.5 ng 4497680 1 8.14 983236 20.0
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