LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060315\
Data File : BG017437.D

Acq On : 4 Jun 2015 10:19

Operator : TP/1Z

Sample - G2443-04

Misc :

ALS Vial : 32 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-BG060315.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 2.777 10 15 28 rvB 187155 246723 13.65% 3.154%
2 5.215 424 430 437 rBvV 149248 214897 11.89% 2.747%
3 6.825 698 704 715 rVB 92044 142810 7.90% 1.825%
4 7.166 755 762 769 rBV 286359 434784 24.05% 5.557%
5 7.624 834 840 848 rVB 78269 122133 6.76% 1.561%

7.942 885 894 901 rBV 249715 398335 22.03% 5.092%
8.788 1029 1038 1047 rBvV 224916 356813 19.73% 4_.561%
10.421 1308 1316 1329 rBV 102194 171617 9.49% 2.194%
12.906 1732 1739 1744 rBV 555138 800620 44.28% 10.234%
14.287 1968 1974 1984 rBV3 161888 251318 13.90% 3.212%

=
QO ~NO®

11 15.785 2223 2229 2238 rBV 586614 805250 44.54% 10.293%
12 17.043 2437 2443 2453 rVB 262033 361302 19.98% 4.618%
13 17.948 2593 2597 2602 rBV3 14663 23460 1.30% 0.300%
14 19.387 2837 2842 2851 rVB2 28470 36952 2.04% 0.472%
15 19.681 2886 2892 2897 rBV 1550537 1808031 100.00% 23.110%

16 20.374 3001 3010 3016 rBV 221883 432171 23.90% 5.524%
17 20.421 3016 3018 3025 rVvVv 114400 155746 8.61% 1.991%

18 20.480 3025 3028 3039 rVB 29059 45857 2.54% 0.586%
19 21.232 3151 3156 3163 rBV 409763 496272 27.45% 6.343%
20 21.338 3169 3174 3176 rBV3 31997 41047 2.27% 0.525%

21 23.471 3529 3537 3545 rBV2 252596 477334 26.40% 6.101%

Sum of corrected areas: 7823472
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060315\
Data File : BG017437.D

Acq On : 4 Jun 2015 10:19

Operator : TP/1Z

Sample - G2443-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017437.D
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Abundance TIC: BG017437.D
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Abundance TIC: BG017437.D

1400000
1200000
1000000

800000

600000

21.23
400000

23.47
200000
1.34

O e T e T e e e e e e e

Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060315\
Data File : BG017437.D

Acq On : 4 Jun 2015 10:19

Operator : TP/1Z

Sample - G2443-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.78 40.40 ng 246723 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 47
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 1,4-Butanediamine 88 C4H12N2 000110-60-1 10
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 15 (2.777 min): BG017437.D (-10) (-) m/z 73.05 100.00%
7B
5000 43
55 87
2.80 2.90 3.00 3.10 3.20
.,....,...3.3,|!.|..5,°.-.|.~.~,..‘?7.,'..'..,....,....,....,. m/z 43.05 45.14%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 26.97%
‘%9 35 || 50 ‘ 67 | |
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 43 m/z 55.05 24 .93%
58
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #4305: Silane, ethyltrimethyl-
73 2.80 2.90 3.00 3.10 3.20
m/z 41.05 15.26%
5000 59
87
43
29 33 || 53 | 67 | 102
m/z--> 20 30 40 50 60 70 80 9 100 110 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\BG060315\
Data File : BG017437.D

Acq On : 4 Jun 2015 10:19

Operator : TP/1Z

Sample - G2443-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 unknown7.17 Concentration Rank 1

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

7.17 71.20 ng 434784 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 763 (7.172 min): BG017437.D (-755) (-) m/z 132.00 100.00%
5000 68
054 || % 6.80 7.00 7.20 7.40 7.60
S A7 221 m/z 68.10 38.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ISR I L AL
6.80 7.00 7.20 7.40 7.60
70 m/z 134.00 34.61%
31 44
‘ | L | 86 n 116 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 33.86%
104
14 27 39 51 77 g9 115
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- A B R W e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.79%
5000
67
54 o
4%\\\\“’6“7 SN B PR NN GRS
m/z--> 20 40 60 8 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060315\
Data File : BG017437.D

Acq On : 4 Jun 2015 10:19

Operator : TP/1Z

Sample - G2443-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.37 17.42 ng 432171 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 95
2 7-Nonenamide 155 C9H17NO 090949-53-4 78
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 59
5 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 46

Abundance Scan 3009 (20.368 min): BG017437.D (-3001) (-) m/z 59.00 100.00%

5000 41 J\/\/\\

a1 A
100 126 154 104 007 238 281 457 20100 20,20 20,40 20.60

g m/z 72.00 57.68%
m/z--> 50 100 150 200 250 300 350
Abundance #106876: 9-Octadecenamide, (2)-

59

5000 e AR
20. OO 20. 20 20 40 20.60

m/z 41.05 40.81%

4
86 126 281
ey 194 184 212 2B e |
m/z--> 50 100 150 200 250 300 350
Abundance
59

20. OO 20. 20 20 40 20.60

5000 m/z 55.00 38.52%
41
79 98 126 155
L A e T AN e e
m/z--> 50 100 150 200 250 300 350
Abundance #19501: Octanamide e S EER At
59 20. 00 20. 20 20 40 20. 60

m/z 43.10 29.89%

5000
4 86
143
.7 \

m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060315\
Data File : BG017437.D

Acq On : 4 Jun 2015 10:19

Operator : TP/1Z

Sample - G2443-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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... 2.78 40.4 ng 246723 1 7.62 122133 20.0
unknown7 .17 7.17 71.2 ng 434784 1 7.62 122133 20.0
9-Octadecenamide, ... 20.37 17.4 ng 432171 5 21.23 496272 20.0
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