LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024587.D

Acq On : 1 Nov 2016 11:29

Operator : UM/SJ

Sample - H5478-03

Misc :

ALS Vial : 29 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-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 height area % max. total
1 3.132 44 50 70 rVB 9417261 20088309 100.00% 26.844%
2 5.335 417 425 435 rVB 524134 882258 4_39% 1.179%
3 5.799 497 504 515 rBV 2512085 4326343 21.54% 5.781%
4 7.403 769 777 787 rBV 2595698 4699405 23.39%% 6.280%
5 7.797 836 844 853 rBV 2494496 4519335 22.50% 6.039%

8.267 917 924 932 rBV 453095 812332 4.04% 1.086%
8.596 969 980 988 rBV 1924792 3426523 17.06% 4_579%
9.442 1116 1124 1136 rBV 1562196 2951680 14.69% 3.944%
11.093 1398 1405 1414 rVB 566496 1089460 5.42% 1.456%
13.508 1805 1816 1827 rVB 3810259 6098857 30.36% 8.150%

=
QO ~NO®

11 14.318 1948 1954 1961 rBV 936851 1449903 7.22% 1.938%
12 14.882 2042 2050 2060 rVB 975148 1549078 7.71% 2.070%
13 16.363 2294 2302 2313 rBV 3542381 5639901 28.08% 7.537%
14 17.626 2510 2517 2527 rVB2 1239047 1981505 9.86% 2.648%
15 20.206 2949 2956 2962 rBV 7062130 9576852 47.67% 12.798%

16 21.498 3170 3176 3182 rBv4 110275 203309 1.01% 0.272%
17 21.915 3240 3247 3257 rVB 1559955 2740705 13.64% 3.662%
18 25.347 3819 3831 3843 rVB2 901144 2796928 13.92% 3.738%

Sum of corrected areas: 74832683
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024587.D

Acq On : 1 Nov 2016 11:29

Operator : UM/SJ

Sample - H5478-03

Misc :

ALS Vial :© 29 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

Abundance TIC: BG024587.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024587.D

Acq On : 1 Nov 2016 11:29

Operator : UM/SJ

Sample - H5478-03

Misc :

ALS Vial : 29 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

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 unknown3.13 Concentration Rank 1

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

3.13 494.58 ng 20088300 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethioamide, N,N-dimethyl- 89 C3H7NS 000758-16-7 38
2 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 25
3 1-Hepten-4-ol 114 C7H140 003521-91-3 23
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 16
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 12

Abundance Scan 50 (3.132 min): BG024587.D (-44) (-) m/z 73.05 100.00%
a3 B
5000
1300 320 340
0 i | F01 134163 207239 295 329357 432467 S038S7 1 "m/z 43.10 80.69%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2184: Methanethioamide, N,N-dimethyl-
89
44
5000 L LA L RN
15 300 320 3.40
m/z 89.10 63.27%
| \‘\ M H‘ 1
SR

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

73

>

300 320 3.40
s000] 43 m/z 41.10 21.73%

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

—

Abundance #7448: 1-Hepten-4-ol s B
43 73 3.00 320 3.40
m/z 45.10 19.03%
5000
14
II‘JIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIII IIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 3 20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024587.D

Acq On : 1 Nov 2016 11:29

Operator : UM/SJ

Sample - H5478-03

Misc :

ALS Vial : 29 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

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 21.72 ng 882258 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 424 (5.329 min): BG024587.D (-417) (-) m/z 43.10 100.00%
a3
5000
i b0 520 540 560
b A5 189221 270 s23 AT As m/z 59.10 61.26%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 e
5.00 5.20 5.40 5.60

m/z 101.10 20.15%

15 ‘ 101
‘ | ) ‘

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 58.10 14.28%
71101
18
R o o o L o BLALALB i o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4076: Morpholine, 4-methyl-
43 5.00 5.20 5.40 5.60
m/z 41.10 9.52%
5000
15 71101
III‘III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
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\BG103116\
Data File : BG024587.D

Acq On : 1 Nov 2016 11:29

Operator : UM/SJ

Sample - H5478-03

Misc :

ALS Vial : 29 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

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 unknown7.80 Concentration Rank 2

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

7.80 111.27 ng 4519340 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 22
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 845 (7.803 min): BG024587.D (-836) (-) m/z 132.00 100.00%
132
68
5000
o 916 176 209 244 299 364396 489 549 740 7.60 780 800 8.20
el g 175200 244 299 86480 e 519 m/z 68.10 53.18%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AU I I A
7.40 7.60 7.80 8.00 8.20
m/z 66.10 36.99%
ﬁleo
Ly
mz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.10 34._.40%
og 63 104
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14770: Cyclopropanamine, 1-phenyl- REEE SRS s ey
132 7.40 7.60 7.80 8.00 8.20
m/z 69.05 24 _57%
104
5000
77
39
I'”LLLL'P"W"” N UL SR BRI SR B I USRS AN R
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 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\BG103116\
Data File : BG024587.D

Acq On : 1 Nov 2016 11:29

Operator : UM/SJ

Sample - H5478-03

Misc :

ALS Vial : 29 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]
unknown3.13 3.13 494.6 ng 20088300 1 8.27 812332 20.0
2-Pentanone, 4-hy... 5.33 21.7 ng 882258 1 8.27 812332 20.0
unknown? .80 7.80 111.3 ng 4519340 1 8.27 812332 20.0
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