LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032142.D

Acq On : 18 Jan 2018 18:54

Operator : SJ/JU

Sample - J1187-07

Misc :

ALS Vial : 5 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-BG011218_.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

5.659 398 403 412 rvVB2 28296 45174 1.26% 0.285%
6.170 483 490 500 rBvV 516531 894216 24.96% 5.639%
rBv 545195 1026704 28.66% 6.475%
8.256 836 845 856 rBV 560963 1030118 28.76% 6.496%
8.744 920 928 939 rBB 116744 214665 5.99% 1.354%
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9.079 977 985 997 rBV 440136 802523 22.40% 5.061%
9.942 1121 1132 1145 rBV 316436 599811 16.74% 3.783%
11.623 1410 1418 1428 rBV 163007 316816 8.84% 1.998%
14.008 1816 1824 1833 rBV 1158694 1893673 52.87% 11.943%
14.801 1952 1959 1965 rBV 121121 179170 5.00% 1.130%

=
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11 15.377 2050 2057 2065 rBvV2 295535 509108 14.21% 3.211%
12 16.852 2301 2308 2320 rBV 1135649 1808608 50.49% 11.406%
13 18.115 2515 2523 2531 rBV 482422 758395 21.17% 4._.783%
14 20.648 2948 2954 2963 rBV 2651102 3582054 100.00% 22.590%
15 21.987 3177 3182 3187 rBV3 26105 46563 1.30% 0.294%

16 22.445 3252 3260 3272 rVB 579185 1089171 30.41% 6.869%
17 26.153 3877 3891 3903 rBvV2 325705 1059762 29.59% 6.683%

Sum of corrected areas: 15856531
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032142.D

Acq On : 18 Jan 2018 18:54

Operator : SJ/JU

Sample - J1187-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG032142.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032142.D

Acq On : 18 Jan 2018 18:54

Operator : SJ/JU

Sample - J1187-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.66 4.21 ng 45174 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 37
4 Butanal, 3-methyl-, oxime 101 C5H11NO 000626-90-4 28
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 28

Abundance Scan 403 (5.659 min): BG032142.D (-398) (-) m/z 43.00 100.00%
43 59
5000
101
540 5.60 5.80 6.00
83
Ol el S8 S . Tm/z 59.00 79.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS LN IS LSS A
59 540 560 580 6.00
m/z 101.10 30.17%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 59
" 540 560 580 600
5000 18 m/z 58.10 25.03%
28
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m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59 540 5.60 5.80 6.00
m/z 41.00 12.11%
41
5000
86
0 "'I""I""I""Il"'?%wl“i"'?ﬁ""l"l'I' "}P}"'I' ""I""I""I""I"J
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032142.D

Acq On : 18 Jan 2018 18:54

Operator : SJ/JU

Sample - J1187-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 unknown8.26 Concentration Rank 1

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

8.26 95.97 ng 1030120 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 846 (8.262 min): BG032142.D (-836) (-) m/z 132.00 100.00%
32
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68
0 55 el| 5 g 1005, 800 820 840 860
O PR 87 LM m/z 68.10  33.14%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 P
8.00 820 8.40 8.60
2 78 m/z 134.00 32.47%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
800 820 840 860
5000 67 m/z 66.00 23.42%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine .... B e ma T
132 800 820 840 8.60
m/z 69.10 15.11%
5000
33 44 0 g7 105
0....,ﬂ..w.l..?%.niQ...l..7?,.??,...L,.JN. }}ﬁl""l"" T RN RSN RN RN L
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 8.00 820 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032142.D

Acq On : 18 Jan 2018 18:54

Operator : SJ/JU

Sample - J1187-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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]
2-Pentanone, 4-hy... 5.66 4.2 ng 45174 1 8.74 214665 20.0
unknown8.26 8.26 96.0 ng 1030120 1 8.74 214665 20.0
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