LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG101215\
Data File : BG019153.D

Acq On : 12 Oct 2015 9:14

Operator : UM/NP

Sample - G3978-06

Misc :

ALS Vial : 44 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-BG101015.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

3.143 46 52 60 rBvV 55895 92128 5.08% 1.105%
3.213 60 64 78 rVB 203360 280777 15.47% 3.367%
rBv 70774 103243 5.69% 1.238%
5.605 465 471 481 rBvV 174434 267260 14.73% 3.205%
7.191 735 741 750 rBV 117205 194384 10.71% 2.331%
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7.567 798 805 813 rBV 325921 536344 29.56% 6.432%
8.031 878 884 890 rvB 71140 113107 6.23% 1.356%
8.354 931 939 948 rBV 278938 471935 26.01% 5.660%
9.195 1073 1082 1092 rVB 269063 476753 26.27% 5.718%
10.834 1353 1361 1370 rVB 102578 184493 10.17% 2.213%

=
QO ~NO®

11 13.284 1771 1778 1785 rBV 764634 1181846 65.13% 14.174%
12 14.107 1913 1918 1924 rVB 27774 35575 1.96% 0.427%
13 14.659 2006 2012 2021 rBV2 178074 280999 15.49% 3.370%
14 16.145 2258 2265 2275 rBV 662105 1007796 55.54% 12.086%
15 17.403 2473 2479 2486 rBV2 243886 363721 20.04% 4.362%

16 18.296 2626 2631 2637 rBv4 15643 25404 1.40% 0.305%
17 20.017 2919 2924 2930 rBV 1355110 1814552 100.00% 21.762%
18 21.322 3141 3146 3155 rBV7 11031 27260 1.50% 0.327%

19 21.674 3200 3206 3218 rVB 271933 451572 24.89%% 5.416%
20 24.900 3744 3755 3772 rBV2 149088 429204 23.65% 5.147%

Sum of corrected areas: 8338353
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101215\
Data File : BG019153.D

Acq On : 12 Oct 2015 9:14

Operator : UM/NP

Sample - G3978-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG019153.D
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800000
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400000 757

8.35 9.19

200000] %t 5.60 1
3.14 5.13 ; 8.03 10.83
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Time--> 300 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG019153.D
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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: BG019153.D
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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\BG101215\
Data File : BG019153.D

Acq On : 12 Oct 2015 9:14

Operator : UM/NP

Sample - G3978-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.21 49.65 ng 280777 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 63 (3.208 min): BG019153.D (-60) (-) m/z 73.10 100.00%

3
43
5000 55
87

| | 67 3.00 320 340 360
S I 1 X o PSRN A S PN m/z 43.10 52.91%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 LI L L L L L L L LB
43 3.00 320 340 3.60
55 87 m/z 55.10 38.37%
29
Ll 35 ‘M‘\ ‘ 67 | |, 80
L I e o o R I o e e e R REmEE R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
A o o
a1 - 87 300 320 3.40 3.60
5000 m/z 87.10 29.28%
29
15 67 97
L I o I o o o o o o o e o e e R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- R
3 3.00 3.20 340 360

m/z 41.05 15.69%

5000
45
29
L 55 67 | 101

m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101215\
Data File : BG019153.D

Acq On : 12 Oct 2015 9:14

Operator : UM/NP

Sample - G3978-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 18.26 ng 103243 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 390 (5.129 min): BG019153.D (-384) (-) m/z 43.10 100.00%
a3
59
5000
o | o 101 4.80 500 520 540
L o S m/z 59.10 54 _41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IR I I UL
59 480 500 520 540
m/z 58.10 14 .94%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 13.06%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester R B
43 480 5.00 520 5.40
m/z 41.10 8.75%
5000 57
29
101
RN |"Jwﬂ"??“*"'ﬁq "'I""I"'Z%"' '|""J""|' e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101215\
Data File : BG019153.D

Acq On : 12 Oct 2015 9:14

Operator : UM/NP

Sample - G3978-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 unknown7.57 Concentration Rank 1

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

7.57 94 .84 ng 536344 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 12

Abundance Scan 805 (7.567 min): BG019153.D (-798) (-) m/z 132.05 100.00%
5000
720 7.40 7.60 7.80 8.00
m/z 68.10 47 .56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LA LRI I UL
720 7.40 7.60 7.80 8.00
a1 70 m/z 66.10 34.96%
C 4451 80 177 g5 | 105 196
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
AN
69 A I U L
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 134.00 33.61%
31 55 51 8
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.98%
5000
15 28 39 52 % 77 00 104
m/z--> 10 20 35 Jo éo 60 70 85 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG101215\
Data File : BG019153.D

Acq On : 12 Oct 2015 9:14

Operator : UM/NP

Sample - G3978-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : 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]
Butane, 2-methoxy... 3.21 49.6 ng 280777 1 8.03 113107 20.0
2-Pentanone, 4-hy... 5.13 18.3 ng 103243 1 8.03 113107 20.0
unknown? .57 7.57 94.8 ng 536344 1 8.03 113107 20.0
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