LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\

Data File : BG022227.D

Aca On 8 Jun 2016 8:03 Instrument :

Operator : UM/SJ ?:II\:gﬁ(t;Sam ol

3‘?”'0'6 : H3425-02 SPlG-JMWOgmB
isc :

ALS Vial : 18 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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 5.664 475 481 491 rBV 99465 195646 8.64% 2.423%
2 7.274 749 755 769 rBV 65640 137793 6.08% 1.707%
3 7.644 809 818 834 rBV 234676 483794 21.36% 5.992%
4 8.120 892 899 908 rBV 56771 113332 5.00% 1.404%
5 8.443 945 954 967 rBV 236670 491889 21.72% 6.093%

9.289 1091 1098 1110 rBV 159511 348655 15.39% 4.318%
10.934 1371 1378 1389 rBV 85346 186051 8.21% 2.304%
13.367 1785 1792 1806 rBV 700160 1230539 54.33% 15.241%
14.747 2018 2027 2038 rBV2 178960 336425 14.85% 4.167%
16.234 2273 2280 2301 rBV2 492554 871425 38.47% 10.793%

=
QO ~NO®

11 17.491 2487 2494 2507 rBvV2 237865 430052 18.99% 5.327%
12 20.082 2928 2935 2957 rBV 1551250 2265090 100.00% 28.055%
13 21.763 3214 3221 3233 rBV2 244350 491435 21.70% 6.087%
14 25.053 3768 3781 3803 rBV2 143837 491496 21.70% 6.088%

Sum of corrected areas: 8073622
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\

Data File : BG022227.D

Aca On 8 Jun 2016 8:03

Operator : UM/SJ

ﬁ?ggle i H3425-02 SP16-JMWO0801B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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: BG022227.D
1400000
1200000
1000000
800000
600000
400000

7.64 8.44

200000 9.29
5.66 7.27 8.12 10.93

L T o L e L e S REMBMMEM

Time--> 3.00 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 8.50 900 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG022227.D

20.08
1400000

1200000
1000000

800000 13.37

600000
16.23

400000

17.49 21.76
200000 14.75

O o L o o o o e LA A B e s o e L e e

Time--> 13.00 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: BG022227.D

1400000

1200000

1000000

800000

600000

400000

200000 25.05

R R . R e B R

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\

Data File : BG022227.D

Aca On 8 Jun 2016 8:03

Operator : UM/SJ

ﬁ?ggle i H3425-02 SP16-JMWO0801B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.64 Concentration Rank 2

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

7.64 85.38 ng 483794 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 817 (7.638 min): BG022227.D (-809) (-) m/z 131.90 100.00%
5000
68
‘ 96 J 740 7.60 7.80 8.00
40 54 : : : :
B :|-.|.7.7, &7 | 4% o [ m/z 133.90 31.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 7.40 7.60 7.80 8.00
53 117 m/z 68.00 31.13%
79
e |8|8|||1|O|6|||||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 108 7.40 7.60 7.80 8.00
5000 m/z 66.00 19.79%
31 5l 8
miz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B e
57 132 7.40 7.60 7.80 8.00
24 m/z 69.00 12.95%
5000 98 116
N ...,....,.?% .,m97.hq. A 188 189
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO60816\

Data File : BG022227.D

Acq On : 8 Jun 2016 8:03

Operator : UM/SJ

ﬁ?ggle i H3425-02 SP16-JMWO801B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]

unknown7 .64 7.64 85.4 ng 483794 1 8.12 113332 20.0
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