LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG101215\
Data File : BG019150.D

Acq On : 12 Oct 2015 7:21

Operator : UM/NP

Sample - G3978-03

Misc :

ALS Vial : 41 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
1 3.138 46 51 59 rBV 49503 87234  4.65% 0.897%
2 3.214 59 64 77 rVB 202203 272389 14.53% 2.801%
3 5.135 384 391 400 rBv 76317 111591 5.95% 1.147%
4 5.605 464 471 479 rVB 180759 288422 15.39% 2.966%
5 7.192 732 741 749 rBvY 129903 214334 11.43% 2.204%

7.562 797 804 812 rBV 340993 580877 30.99% 5.973%
8.032 878 884 890 rvB 70860 117058 6.24% 1.204%
291849 499720 26.66% 5.138%
9.189 1073 1081 1091 rVB 283092 504472 26.91% 5.187%
10.840 1354 1362 1372 rVB 104961 189459 10.11% 1.948%
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11 13.285 1771 1778 1786 rBV 812166 1261261 67.29% 12.969%
12 14.107 1913 1918 1923 rBV 37800 52128 2.78% 0.536%
13 14.659 2004 2012 2021 rBvV2 183878 296737 15.83% 3.051%
14 16.152 2258 2266 2276 rBV 703746 1074886 57.34% 11.053%
15 17.409 2474 2480 2486 rBv2 250169 380041 20.27% 3.908%

16 18.302 2629 2632 2635 rBV5 18469 20760 1.11% 0.213%
17 20.024 2919 2925 2931 rVB 1510627 1874476 100.00% 19.274%
18 21.575 3184 3189 3196 rVB 654414 885771 47.25% 9.108%
19 21.681 3200 3207 3214 rBV 271879 444327 23.70% 4 _569%

20 23.385 3491 3497 3503 rVB6 15969 34589 1.85% 0.356%

21 24.454 3673 3679 3686 rVBS8 8086 18993 1.01% 0.195%

22 24.912 3746 3757 3775 rVB 153259 431059 23.00% 4_.432%

23 27.415 4172 4183 4184 rBV5 13655 30028 1.60% 0.309%

24 29.501 4524 4538 4545 rBV5 12710 54588 2.91% 0.561%
Sum of corrected areas: 9725200
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101215\
Data File : BG019150.D

Acq On : 12 Oct 2015 7:21

Operator : UM/NP

Sample - G3978-03

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG019150.D

1400000
1200000
1000000
800000
600000

400000
7.56 8.36 0.19

200000, 3% 5.61 719

344 5.14 8.03 10.84

Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 750 8.00 8.50 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG019150.D

20102
1400000

1200000

1000000

13.28

800000 16.15 157

600000

400000
17.41 1.68

200000 14.66
14.11 18.30

O L I L o B o o B o o o B e A L L B B B B

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: BG019150.D

SN

1400000
1200000
1000000
800000
600000
400000

200000 24.91
23.38 24.45 A 27.42 29.50

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 : BG019150.D

Acq On : 12 Oct 2015 7:21

Operator : UM/NP

Sample - G3978-03

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
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 46.54 ng 272389 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 83
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 42
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 63 (3.208 min): BG019150.D (-59) (-) m/z 73.10 100.00%

73
5000 43
55
87

39 3.00 320 340 360
6 50 59 677
e 850 L8O o7 | | "m/z 43.10 51.50%

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 LIS L L L ) LB
23 3.00 320 3.40 3.60
55 87 m/z 55.10 35.86%
29
26" 33 39\‘ 46 50 ‘ 59 6770 | 80
R A R e
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
45 IIIIIIIIIIIIIIIIIIII
a1 55 300 320 3.40 3.60
5000 87 m/z 87.10 27.18%
69
29
51 58 83
WWWWWWWWWWWWW
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2022: 1,3-Dioxolane, 2-methyl- T
73 300 320 340 3.60

m/z 41.10 16.18%

5000 43
58 o
29
267 6 55 \

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101215\
Data File : BG019150.D

Acq On : 12 Oct 2015 7:21

Operator : UM/NP

Sample - G3978-03

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
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.

5.14 19.07 ng 111591 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 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 392 (5.141 min): BG019150.D (-384) (-) m/z 43.10 100.00%
a3
59
5000
s o “lﬂ 480 500 520 540
e B et L S R m/z 59.10 55.85%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LI UL LS I B
59 480 500 520 540
m/z 101.10 15.14%
25 3 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 57 m/z 58.10 14 _.82%
29
101
37 50 78
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R R R )
59 480 5.00 520 5.40
m/z 41.10 7.93%
5000
a1 101
15 1 3\1 \‘H 53\\\“ 69 8‘3
mz> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101215\
Data File : BG019150.D

Acq On : 12 Oct 2015 7:21

Operator : UM/NP

Sample - G3978-03

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
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 unknown7.56 Concentration Rank 1

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

7.56 99.25 ng 580877 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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17

Abundance Scan 804 (7.562 min): BG019150.D (-797) (-) m/z 132.10 100.00%
32
5000 68
40,0 54 75 % 104 720 740 7.60 7.80
T A A g7 | 1 ! 0
R T S B L L B (3 et O m/z 68.10 48.19%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 I S I L I
7.20 7.40 7.60 7.80
a1 70 m/z 66.10 34 .63%
_ Mst % 77 s | 105 me
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
A
69 108 7.20 7.40 7.60 7.80
5000 m/z 134.10 32.59%
78
31 38 4, 51
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R o e R o
132 7.20 7.40 7.60 7.80
m/z 69.10 21.27%
5000
33 44 o g7 105
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG101215\
Data File : BG019150.D

Acq On : 12 Oct 2015 7:21

Operator : UM/NP

Sample - G3978-03

Misc :

ALS Vial : 41 Sample Multiplier: 1

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

Quant Method
Quant Title

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 46.5 ng 272389 1 8.03 117058 20.0
2-Pentanone, 4-hy... 5.14 19.1 ng 111591 1 8.03 117058 20.0
unknown? .56 7.56 99.3 ng 580877 1 8.03 117058 20.0
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