LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024741.D

Aca On 7 Nov 2016 22:58 Instrument :

Operator : UM/SJ (BZII\!A_(tSS el
- _ lentosampleld :

a?zgle : H5544-08 GW-113-9.65-17.0

ALS Vial : 11 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-BG102516.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 5.322 417 423 431 rVB 309193 479444 4.94% 1.154%
2 5.792 492 503 512 rBVY 1157679 1866473 19.21% 4.493%
3 7.396 770 776 790 rVB 761554 1339837 13.79% 3.225%
4 7.784 833 842 854 rBVY 1690987 3065456 31.56% 7.379%
5 8.260 916 923 933 rBV2 336033 619947 6.38% 1.492%

8.589 969 979 986 rBV 1563256 2831639 29.15% 6.816%
9.435 1113 1123 1130 rBV 1311754 2434503 25.06% 5.860%
11.086 1394 1404 1414 rBV 436636 805543 8.29% 1.939%
13.501 1804 1815 1826 rVB 3517072 5531756 56.94% 13.316%
14.876 2040 2049 2057 rBV 725168 1194487 12.30% 2.875%

=
QO ~NO®

11 16.362 2294 2302 2318 rBV 3332402 5203334 53.56% 12.525%
12 17.620 2509 2516 2523 rBV2 1059007 1583789 16.30% 3.812%
13 20.199 2949 2955 2961 rBV 7140705 9714526 100.00% 23.384%
14 21.915 3239 3247 3254 rVB 1385365 2461261 25.34% 5.925%
15 25.340 3819 3830 3841 rBV2 794792 2410984 24.82% 5.804%

Sum of corrected areas: 41542979
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024741.D

Aca On 7 Nov 2016 22:58

Operator : UM/SJ

ﬁ?ggle i H5544-08 GW-113-9.65-17.0
ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024741.D

7.78 8.59
5.79
7.40
5.32 8.26 11.09
k,

0

Time--> 300 3.50 400 450 500 550 600 650 700 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 1200 1250

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BG024741.D
20.20

13.50 16.36

21.91
17.62
14.88

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
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024741.D

25.34

0

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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG110716\

BG024741.D

7 Nov 2016 22:58

UM/SJ

H5544-08 GW-113-9.65-17.0
11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.32 15.47 ng 479444 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 1.2-Butanediol 90 C4H1002 000584-03-2 32
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 16

Abundance Scan 423 (5.322 min): BG024741.D (-417) (-) m/z 43.05 100.00%
43
5000
101 R R S
5.00 5.20 5.40 5.60
Ol 3 140 190 231 265296 344 e 23 m/z 59.10 63.76%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN S IR LR
5.00 5.20 5.40 5.60
m/z 101.10 20.99%
15 101
0|"'““|""|""'|"" DY S S S S B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
500 520 540 560
5000 m/z 58.05 15.44%
31
O ??I%%Z S LI DRI LI UL LI UL SN S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59 5.00 5.20 5.40 5.60
m/z 41.10 9.06%
5000
Ol'w'\ ”'J'”'I'”' DY SRS SN S S S B
mz-> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024741.D

Aca On 7 Nov 2016 22:58

Operator : UM/SJ

ﬁ?ggle i H5544-08 GW-113-9.65-17.0
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 unknown7.78 Concentration Rank 1

8270-BG102516.M Tue Nov 08 16:53:31 2016

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

7.78 98.89 ng 3065460 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 841 (7.778 min): BG024741.D (-833) (-) m/z 132.10 100.00%
132
68
5000
a0 | % 7.40 7.60 7.80 8.00 8.20
oAl L1 L 163 202 238 278 356387416 450476 540 | n77 68 10  56.52%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LA I R R
740 7.60 7.80 8.00 8.20
3 10 m/z 66.10 41.70%
O'JJHW"I'”'I"'W"" BN SN B DR B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
69 IR UL L R
104 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.41%
31
e S O U L I WL B L B I WAL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14770: Cyclopropanamine, 1-phenyl- e T
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 25.36%
104
5000
77
5
0"¥|J'“H""w"'|'“' LRI SN B B B UL IR UL L R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110716\

Data File : BG024741.D

Acg On : 7 Nov 2016 22:58

Operator : UM/SJ

ﬁ?ggle i H5544-08 GW-113-9.65-17.0
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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... 5.32 15.5 ng 479444 1 8.27 619947 20.0
unknown7 .78 7.78 98.9 ng 3065460 1 8.27 619947 20.0

8270-BG102516.M Tue Nov 08 16:53:31 2016 Page: 5



