LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG110116\
Data File : BG024600.D

Aca On : 1 Nov 2016 19:48

Operator : UM/SJ

Sample - PB94458BL

Misc :

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 3.131 44 50 62 rvB 1312741 2229076 21.94% 5.203%
2 5.328 417 424 434 rBV 560607 945101 9.30% 2.206%
3 5.798 497 504 513 rBVY 1175476 1961675 19.31% 4 _.579%
4 7.402 769 777 785 rBVY 1195956 2111141 20.78% 4.927%
5 7.790 835 843 853 rVB 1154356 2040331 20.09% 4_.762%

8.272 915 925 931 rBV 392912 732355 7.21% 1.709%
8.595 970 980 990 rBV 1569499 2812740 27.69% 6.565%
9.441 1114 1124 1132 rBV 1309229 2439185 24.01% 5.693%
11.092 1397 1405 1414 rBV 525012 979185 9.64% 2.285%
13.507 1809 1816 1827 rVB 3346004 5380640 52.97% 12.558%

=
QO ~NO®

11 14.882 2044 2050 2061 rVB 879516 1398846 13.77% 3.265%
12 16.362 2296 2302 2313 rBV 1506612 2425991 23.88% 5.662%
13 17.626 2509 2517 2526 rBV 1173124 1847101 18.18% 4.311%
14 20.205 2949 2956 2964 rBV 7618854 10157592 100.00% 23.708%
15 21.921 3240 3248 3255 rBV 1553360 2716886 26.75% 6.341%

16 25.340 3818 3830 3844 rBV 877254 2667162 26.26% 6.225%

Sum of corrected areas: 42845007
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024600.D

Aca On : 1 Nov 2016 19:48

Operator : UM/SJ

Sample : PB94458BL

Misc :

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
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3.13 5.80 7.40 7.79 9.44

eI Tl T

0

I I I I I I I
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024600.D
20,20

13.51

16.36 21.92
17.63
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024600.D

Aca On : 1 Nov 2016 19:48

Operator : UM/SJ

Sample = PB94458BL

Misc :

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

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 Propane, 2,2-dimethoxy- Concentration Rank 2

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

3.13 60.87 ng 2229080 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 7

Abundance Scan 50 (3.131 min): BG024600.D (-44) (-) m/z 73.10 100.00%
73
43
5000
300 320 340
0 104147 208 267290815 357 429457 "m/z 43.10 55.80%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 ISR NEE S
3.00 320 3.40
m/z 89.10 35.03%
0 LR DU UL B LA UL WU LR B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
73
300 320 340
5000 m/z 41.05 9.85%
43
0 96 119 145
| LRI SRR SRR UL SARLELL B AL SRR SR S
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8706: 2-Hydroxy-2-methylbutyric acid R o TR VARSI
73 3.00 320 3.40
43 m/z 45.10 8.85%
5000
0 115 ‘H\ ‘\ 1100
| LRI FLELELELA SRR UL SARLELL B AL SRR SR S U L N
miz--> 0 50 100 150 200 250 300 350 400 450 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024600.D

Aca On : 1 Nov 2016 19:48

Operator : UM/SJ

Sample = PB94458BL

Misc :

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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.33 25.81 ng 945101 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 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 14

Abundance Scan 424 (5.328 min): BG024600.D (-417) (-) m/z 43.05 100.00%
43
5000
T b 520 50 Sbo
Ol A A0 {134 176207237 274 810 357 394 438 22 "m/z 59.10 61.63%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A RS RN R

5.00 5.20 5.40 5.60
m/z 101.10 20.48%

101
Ol 1 7 P e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
T T
5.00 5.20 5.40 5.60
5000 m/z 58.05 16.63%
101
15 73
O e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8344: 3-Hexanol, 4-methyl-
5! 5.00 5.20 5.40 5.60
m/z 41.10 7.95%
5000
31
87
o} f e e
m/z--> 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\BG110116\
Data File : BG024600.D

Aca On : 1 Nov 2016 19:48

Operator : UM/SJ

Sample = PB94458BL

Misc :

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 3 unknown7.79 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.79 55.72 ng 2040330 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 32
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 4-Chloro-6-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 22

Abundance Scan 843 (7.790 min): BG024600.D (-835) (-) m/z 132.00 100.00%
132
68
5000
w0 | % 7.40 7.60 7.80 8.00 8.20
o! k, .l,l. A 167 221 292 327 356 386408 462 m/z 68.10 57.17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 l/l\lllllllllllllllllllll
69 740 7.60 7.80 8.00 8.20
39 m/z 66.10 33.57%
s
oyl V
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
P e
740 7.60 7.80 8.00 8.20
5000 m/z 134.00 31.91%
33 105
70
Ob—belp b et e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R e
132 7.40 7.60 7.80 8.00 8.20
69 m/z 69.10 23.09%
104
5000
ok E!.w.,....,....,.”. ———————— S [ ST
m/z--> 50 100 150 200 250 300 350 400 450 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\BG110116\
Data File : BG024600.D

Acq On : 1 Nov 2016 19:48

Operator : UM/SJ

Sample : PB94458BL

Misc :

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]
Propane, 2,2-dime... 3.13 60.9 ng 2229080 1 8.27 732355 20.0
2-Pentanone, 4-hy... 5.33 25.8 ng 945101 1 8.27 732355 20.0
unknown7 .79 7.79 55.7 ng 2040330 1 8.27 732355 20.0
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