LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027336.D

Acq On 9 Jun 2017 4:19

Operator : SJ/MA

Sample - PB99588BL

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-BG060517 .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

5.708 337 344 352 rBV 83448 138422 4._.26% 0.947%
6.149 412 419 431 rVB 506714 849637 26.13% 5.810%
rBv 482754 900896 27.71% 6.161%
8.100 742 751 762 rVB 468038 854499 26.28% 5.844%
8.564 823 830 839 rvB 150944 276519 8.51% 1.891%

abrwNPE
\l
\l
o
o
()}
\l
I
()}
(o0}
w
()}
©
w

8.893 878 886 895 rVvB 489824 898043 27.62% 6.141%
9.727 1019 1028 1041 rBV 398284 752235 23.14% 5.144%
11.384 1299 1310 1322 rBV 214376 420528 12.93% 2.876%
13.769 1708 1716 1723 rBV 1201852 1943315 59.77% 13.290%
15.144 1941 1950 1961 rBV2 370045 627066 19.29% 4.288%

=
QO ~NO®

11 16.625 2194 2202 2218 rBV 646003 1022665 31.46% 6.994%
12 17.888 2410 2417 2426 rBV2 506698 829580 25.52% 5.673%
13 20.467 2850 2856 2862 rBV 2378671 3251147 100.00% 22.233%
14 22.277 3156 3164 3174 rBV 505785 974421 29.97% 6.664%
15 25.967 3780 3792 3805 rBV3 271638 883885 27.19% 6.045%

Sum of corrected areas: 14622858
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027336.D

Acq On > 9 Jun 2017 4:19

Operator : SJ/MA

Sample - PB99588BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027336.D

2000000
1500000

1000000

500000 6.15 7,70 8.10 8,89 973

11.38
571 8.56 A

e SRR SO £ A b

T T T T T T
Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG027336.D

20.47

2000000

1500000
13.77

1000000

16.62

17.89 22.28

500000 15.14

O e LA o o e L o o L o e o e o B R R R

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG027336.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027336.D

Acq On 9 Jun 2017 4:19

Operator : SJ/MA

Sample - PB99588BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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.

5.71 10.01 ng 138422 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 Acetone 58 C3H60 000067-64-1 10
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 344 (5.708 min): BG027336.D (-337) (-) m/z 43.00 100.00%
43
59
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83 : : : :
o...,....,....,....,....-,'::..??.wli....,....,.'...,...:,|....,. m/z 59.00 63.14%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL I UL UL L
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m/z 101.00 19.50%
o 5%ar, 88 g3 0!
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
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59
540 560 580 600
5000 m/z 57.95 17.27%
a1 101
o 15 31 53 69 83
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone
43 540 5.60 5.80 6.00
m/z 41.00 8.73%
5000
15
58
0"W?'”I“L'I”ﬁ?P"ﬁw”'l”"ﬁ"W'”'l”"P'”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027336.D

Acq On 9 Jun 2017 4:19

Operator : SJ/MA

Sample - PB99588BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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 unknown8.09 Concentration Rank 2

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

8.10 61.80 ng 854499 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 751 (8.100 min): BG027336.D (-742) (-) m/z 132.00 100.00%
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
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33 44 105 m/z 134.00 32.01%
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Abundance
68
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5000 m/z 66.00 30.84%
96
40
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m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl A
57 132 7.80 8.00 820 8.40
24 m/z 69.00 19.14%
5000 og 116
| I n,m...“,.nh.,uh..h, W .- 189 A RN & W
m/z--> 20 40 100 120 140 160 180 7.80 8.00 820 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027336.D

Acq On 9 Jun 2017 4:19

Operator : SJ/MA

Sample - PB99588BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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... 5.71 10.0 ng 138422 1 8.57 276519 20.0
unknown8 .09 8.10 61.8 ng 854499 1 8.57 276519 20.0
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