LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\
Data File : BG027647.D

Aca On : 24 Jun 2017 1:50

Operator : SJ/JU

Sample : 13657-08

Misc :

ALS Vial : 15 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-BG062117.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

5.651 294 300 304 rBV3 14183 23776 1.11% 0.278%
6.092 368 375 386 rBV 178955 309134 14.40% 3.612%
rBv 136323 258402 12.04% 3.019%
8.037 698 706 716 rBV 334070 607830 28.32% 7.103%
8.507 779 786 794 rVB 79061 141814 6.61% 1.657%
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8.830 834 841 851 rVB 276198 508736 23.70% 5.945%
9.670 975 984 994 rBV 253048 485631 22.63% 5.675%
11.321 1257 1265 1274 rBB 114069 216426 10.08% 2.529%
rBv 760160 1173957 54.70% 13.718%
14.517 1804 1809 1816 rBV 14697 21685 1.01% 0.253%
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11 15.087 1898 1906 1915 rVvB2 176322 294486 13.72% 3.441%
12 16.574 2152 2159 2170 rBV 652727 1027601 47.88% 12.008%

13 16.756 2184 2190 2197 rBV3 17128 32145 1.50% 0.376%
14 17.837 2367 2374 2382 rVB 241739 388208 18.09% 4 _.536%
15 18.671 2509 2516 2524 rBV3 18752 30136 1.40% 0.352%

16 20.416 2806 2813 2819 rBV 1580147 2146249 100.00% 25.079%
17 22.202 3110 3117 3127 rVB 255175 461483 21.50% 5.392%
18 25.833 3722 3735 3750 rBvV2 128625 430248 20.05% 5.027%

Sum of corrected areas: 8557947
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\
Data File : BG027647.D

Aca On : 24 Jun 2017 1:50

Operator : SJ/JU

Sample : 13657-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\
Data File : BG027647.D

Aca On : 24 Jun 2017 1:50

Operator : SJ/JU

Sample : 13657-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.65 3.35 ng 23776 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 43
2 Propane. 1l.l1-dipropoxv- 160 C9H2002 004744-11-0 42
3 .beta.-d-Fructofuranose. 1.3.4-t... 288 C12H1608 1000151-08-8 12
4 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 12
5 1-Propen-2-ol, formate 86 C4H602 032978-00-0 9

Abundance Scan 300 (5.651 min): BG027647.D (-294) (-) m/z 43.00 100.00%
43.0
5000
101.0
| | | 126.8 209 9 540 5.60 5.80 6.00
Ol el e m/z 59.00 58.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS L UL R
540 5.60 5.80 6.00
0,
150 1010 m/z 101.00 25.34%
0'”'Pwhl”'W'“'P'”J”'W'”'P'”I”"'”'"”I“'W'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59.0
" 540 560 580 6.00
5000 101.0 m/z 58.00 21.49%
31.0
131.0
0'”'I”"P'”I'“'I”"P"W"”I'}§99""” [T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #133993: .beta.-d-Fructofuranose, 1,3,4-tri-O-acetyl-2,6-a... B B
43.0 540 5.60 5.80 6.00
m/z 83.00 14 .85%
5000
69.0  101.0
0 Ly \ 12? 0 157 0 187.0 229.0 .
m/z--> 20 4'0 60 8|0 100 150 140 160 180 200 220 240 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\
Data File : BG027647.D

Aca On : 24 Jun 2017 1:50

Operator : SJ/JU

Sample : 13657-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.04 85.72 ng 607830 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 707 (8.043 min): BG027647.D (-698) (-) m/z 132.00 100.00%
132.0
5000 68.0

7.80 8.00 8.20 8.40

01 m/z 68.00 46.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 LRI L L LB LB B BB
7.80 8.00 8.20 8.40
70.0 m/z 66.00 35.06%
310 440
\ L 1y |y 860 | 116.0
Ot T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
N EEEEEEE RS S
7.80 8.00 8.20 8.40
5000 m/z 134.00 33.80%
00 570 O
’ 89.0 103.0
0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl- R b RREms mEa
132.0 7.80 8.00 8.20 8.40
m/z 69.00 21.49%
5000
63.0
ol 150 270 390 520 %y 770 €20 1080 117,
e e e e e e e e e e e R N s SRR N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062317\
Data File : BG027647.D

Acq On : 24 Jun 2017 1:50

Operator : SJ/JU

Sample : 13657-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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... 5.65 3.4 ng 23776 1 8.51 141814 20.0
unknown8.04 8.04 85.7 ng 607830 1 8.51 141814 20.0
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