LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG033018\
Data File : BG033452.D

Aca On : 30 Mar 2018 17:37

Operator : SJ/JU

Sample : PB107838BL

Misc :

ALS Vial : 4 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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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

5.772 417 423 431 rBV2 25427 48157 1.27% 0.311%
6.295 505 512 526 rBV 522243 1005413 26.52% 6.486%
rBv 526838 1202069 31.70% 7.754%
8.381 859 867 890 rBvV 508636 1100587 29.03% 7.099%
8.863 942 949 965 rBV2 74022 177957 4.69% 1.148%
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9.198 997 1006 1025 rBV 387365 805340 21.24% 5.195%
10.067 1146 1154 1170 rBV 282802 676020 17.83% 4_.361%
11.748 1431 1440 1455 rBV 122431 267264 7.05% 1.724%
14.109 1835 1842 1863 rBVY 1071167 1828851 48.24% 11.797%
15.484 2069 2076 2086 rBV2 263239 455371 12.01% 2.937%
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11 16.953 2320 2326 2341 rBV 1007795 1736940 45.81% 11.204%
12 18.211 2533 2540 2553 rBV 415744 712064 18.78% 4 _.593%
13 20.731 2963 2969 2982 rBV 2744651 3791428 100.00% 24.457%
14 22.558 3272 3280 3292 rBV 450249 882109 23.27% 5.690%
15 26.325 3910 3921 3933 rBVv3 253011 812853 21.44% 5.243%

Sum of corrected areas: 15502423
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG033018\
Data File : BG033452.D

Aca On : 30 Mar 2018 17:37

Operator : SJ/JU

Sample : PB107838BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG033452.D
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Abundance TIC: BG033452.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG033018\
Data File : BG033452.D

Aca On : 30 Mar 2018 17:37

Operator : SJ/JU

Sample : PB107838BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown5.77 Concentration Rank 3

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

5.77 5.41 ng 48157 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
2 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 423 (5.772 min): BG033452.D (-417) (-) m/z 43.00 100.00%
48
59
5000
1o 540 560 580 6.00 6.20
o....,....~i":.1.':~,....,8.3...,|....,....,....,.1.7.0., m/z 59.00 55.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4030: 2,3-Butanedione, monooxime
43
5000 SRR R UL IR R
540 5.60 5.80 6.00 6.20
101 m/z 101.00 18.56%
15 31 | 58 &9 g6
S L L S N U L L S S
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
DA LRSS A RS
540 5.60 5.80 6.00 6.20
5000 m/z 57.90 17.73%
5 70 98
S L S S L L W L U S
m/z--> 20 40 60 80 100 120 140 160
Abundance #4023: Diacetamide
43 540 5.60 5.80 6.00 6.20
m/z 41.00 8.75%
5000 59
73
101
0""I?§'IM"'l""I?q"ﬂ""l"'W""I""I
m/z--> 20 40 60 80 100 120 140 160 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG033018\
Data File : BG033452.D

Aca On : 30 Mar 2018 17:37

Operator : SJ/JU

Sample : PB107838BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.38 Concentration Rank 1

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

8.38 123.69 ng 1100590 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 867 (8.381 min): BG033452.D (-859) (-) m/z 132.00 100.00%
132
5000 68 j\\—
75 % 104 8.00 820 8.40 8.60 8.80
o..,....,....,...:l'!.‘.‘?" SRl ol 87 L HS Wl Tm/z 68.00  48.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A e
8.00 8.20 8.40 8.60 8.80
70 m/z 66.00 33.53%

31 60
; L pm e  Tm s |
R R o e e R o R R LAARREEARS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69

104 8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 31.55%

78
31 55 51

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14503: 1H-Benzimidazole, 2-methyl- R R
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 22 .03%

5000
63 90 104
N M R A e A = -

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60 8.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG033018\
Data File : BG033452.D

Acq On : 30 Mar 2018 17:37

Operator : SJ/JU

Sample : PB107838BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
unknown5.77 5.77 5.4 ng 48157 1 8.86 177957 20.0
unknown8 .38 8.38 123.7 ng 1100590 1 8.86 177957 20.0
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