LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016899.D

Aca On : 6 May 2015 14:59

Operator : TP/1Z

Sample : PB83100BL

Misc :

ALS Vial : 7 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-BG050515.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

2.787 12 17 35 rBV 2412036 2893922 62.32% 10.124%
2.922 37 40 50 rvB3 38614 71725 1.54% 0.251%
rBv 176689 250892 5.40% 0.878%
5.384 452 459 469 rBV 1427576 2019648 43.49% 7.066%
6.964 721 728 738 rBV 1395604 2229214 48.01% 7.799%
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7.335 784 791 798 rBV 1353771 2155715 46.42% 7.542%
7.799 864 870 878 rvVB 292481 477167 10.28% 1.669%
8.122 918 925 932 rBV 932358 1492807 32.15% 5.222%
8.956 1060 1067 1074 rBV 827236 1321535 28.46% 4.623%
10.590 1338 1345 1353 rBV 403659 693418 14.93% 2.426%

=
QO ~NO®

11 13.063 1759 1766 1772 rBV 1850383 2768207 59.61% 9.684%
12 14.438 1992 2000 2007 rBV2 655201 990020 21.32% 3.464%
13 15.925 2246 2253 2265 rBV 1797145 2467487 53.14% 8.632%
14 17.182 2459 2467 2473 rBV2 929728 1301909 28.04% 4 _555%
15 19.808 2908 2914 2922 rBV 3647863 4643517 100.00% 16.245%

16 21.359 3172 3178 3184 rBV 1156700 1419721 30.57% 4._.967%
17 23.557 3549 3552 3559 rvVvB2 31751 54026 1.16% 0.189%
18 23.663 3562 3570 3578 rBV2 694763 1333368 28.71% 4 _.665%

Sum of corrected areas: 28584298
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO050615\
Data File : BG016899.D

Aca On : 6 May 2015 14:59

Operator : TP/1Z

Sample : PB83100BL

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.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: BG016899.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016899.D

Aca On : 6 May 2015 14:59

Operator : TP/1Z

Sample : PB83100BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.79 121.30 ng 2893920 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 18 (2.793 min): BG016899.D (-12) (-) m/z 73.05 100.00%
7B
43
5000
2.80 2.90 3.00 3.10 3.20
bl 4 9L AL 208 3 "m/z 43.00 58.39%
m/z--> 50 100 150 200 250 300 350
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.80 2.90 3.00 3.10 3.20
m/z 89.00 30.00%
'?ﬁ'l"'4ll"' L LY UL SR SRR S
m/z--> 50 100 150 200 250 300 350
Abundance
43
71 2.80 2.90 3.00 3.10 3.20
5000 89 m/z 41.05 11.95%
18
m/z--> 50 100 150 200 250 300 350
Abundance #724: Acetamide, N-methyl-
43 7 2.80 2.90 3.00 3.10 3.20
m/z 45.00 9.15%
5000
15
"'MJH" UL UL S UL UL SR
m/z--> 50 100 150 200 250 300 350 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016899.D

Aca On : 6 May 2015 14:59

Operator : TP/1Z

Sample : PB83100BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2 unknown2.92 Concentration Rank 5

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

2.92 3.01 ng 71725 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvlene- 154 C11H22 024949-41-5 40
2 1-Butanamine. N-ethvlidene- 99 C6H13N 006898-74-4 39
3 1-Pentene. 2-methvl- 84 CG6H12 000763-29-1 38
4 Formic acid. hexvl ester 130 C7H1402 000629-33-4 38
5 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 36

Abundance Scan 40 (2.922 min): BG016899.D (-37) (-) m/z 56.00 100.00%

56
5000 84

3 N
LJ. 172191 240 378 280 300 320
T e m/z 55.00 52.01%

m/z--> 50 100 150 200 250 300 350
Abundance #25838: Decane, 4-methylene-
56

5000 R e
280 300 320

84 m/z 43.00 41.73%

Ll m s
L |
...,. — T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
56

2 80 3.00 3.20

5000 m/z 84.00 37.58%
84 V\\\A’%
L S UL S UUNLEL LS SRR SUNLELELY SUNL
m/z--> 50 100 150 200 250 300 350
Abundance #1464: 1-Pentene, 2-methyl- T
56 280 300 320

m/z 41.05 31.50%

5000 84
29 ‘
: M: ‘l |

|
m/z--> 50 100 150 200 250 300 350 2 80 3. OO 3. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016899.D

Aca On : 6 May 2015 14:59

Operator : TP/1Z

Sample : PB83100BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 10.52 ng 250892 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 39
3 5-0Oxohexanenitrile 111 C6HONO 010412-98-3 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 2-Heptanone, 7,7-dichloro- 182 C7H12CI120 066241-43-8 9

Abundance Scan 380 (4.920 min): BG016899.D (-375) (-) m/z 43.00 100.00%
43
5000
J 1ot 460 480 5.00 520
,....,.7.3..,|..1.3f‘,1‘?°...2,0.7...,....,....,....,....‘}5.8...5?? m/z 59.00 45.23%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS SARDE R SRRE SRR
460 4.80 5.00 5.20
m/z 101.00 16.60%
‘ 101
ul g
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
30
460 480 500 520
5000 m/z 58.00 11.88%
57

88

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #5953: 5-Oxohexanenitrile L
43 4.60 4.80 5.00 5.20
m/z 41.00 8.37%
5000
15 §8 96
1l | 1y
e LA B o e A WAL o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016899.D

Aca On : 6 May 2015 14:59

Operator : TP/1Z

Sample : PB83100BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 4 unknown7.33 Concentration Rank 2

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

7.33 90.35 ng 2155720 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 20
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 790 (7.329 min): BG016899.D (-784) (-) m/z 132.00 100.00%
132
5000 68
40 96 SRS S S L
7.00 7.20 7.40 7.60
bolu l1sa 220 271 355 424 m/z 68.00 48.81%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 97 LR A AR
7.00 7.20 7.40 7.60
g 70 m/z 65.95 34 .66%
Logbd | ‘
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
57 132
700 7.20 7.40 7.60
5000 98 m/z 134.00 32.15%
158 189
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e Ramms L
132 7.00 7.20 7.40 7.60
m/z 69.10 21.80%
5000
15 .349 16]3 " t\1?4 I
m/z-> 0 50 100 150 200 250 300 350 400 700 7.0 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050615\
Data File : BG016899.D

Acq On : 6 May 2015 14:59

Operator : TP/1Z

Sample : PB83100BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
Propane, 2,2-dime... 2.79 121.3 ng 2893920 1 7.80 477167 20.0
unknown?2 .92 2.92 3.0 ng 71725 1 7.80 477167 20.0
2-Pentanone, 4-hy... 4.92 10.5 ng 250892 1 7.80 477167 20.0
unknown? .33 7.33 90.3 ng 2155720 1 7.80 477167 20.0
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