LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026640.D

Aca On : 12 Apr 2017 17:54

Operator : SJ/MA

Sample : 12635-01

Misc :

ALS Vial : 7 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-BG032017.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

3.937 139 144 165 rBV3 52636 271294 2.27% 0.557%
5.136 342 348 359 rBV 79975 125942 1.05% 0.259%
rBv 1018851 1658568 13.86% 3.408%
7.192 691 698 711 rBV 566746 1023472 8.55% 2.103%
7.568 754 762 773 rBV 1921467 3348320 27.97% 6.880%
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8.032 834 841 851 rBV 462665 791617 6.61% 1.626%
8.356 889 896 906 rBV 1986084 3464787 28.95% 7.119%
9.190 1030 1038 1050 rBV 1373135 2465270 20.60% 5.065%
10.835 1309 1318 1330 rBVY 605268 1145013 9.57% 2.353%
13.267 1725 1732 1743 rBV 4488273 7031583 58.74% 14.447%

=
QO ~NO®

11 14.642 1958 1966 1979 rBV2 988635 1618188 13.52% 3.325%
12 16.123 2210 2218 2240 rBV 3308624 5252243 43.88% 10.792%
13 17.369 2424 2430 2445 rBV2 1378059 2219382 18.54% 4 _560%
14 19.971 2867 2873 2888 rBVY 8661372 11970011 100.00% 24.594%
15 21.616 3146 3153 3168 rBV 1941329 3182590 26.59% 6.539%

16 24.789 3682 3693 3707 rBV 1044869 3101889 25.91% 6.373%

Sum of corrected areas: 48670169
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG041217\
Data File : BG026640.D

Aca On - 12 Apr 2017 17:54

Operator : SJ/MA

Sample : 12635-01

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG032017.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: BG026640.D
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Abundance TIC: BG026640.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026640.D

Aca On : 12 Apr 2017 17:54

Operator : SJ/MA

Sample : 12635-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 unknown5.14 Concentration Rank 3

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

5.14 3.18 ng 125942 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 47
2 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 43
3 4-Ethvl-3-octanol 158 C10H220 019781-26-1 42
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 37
5 Tetraglyme 222 C10H2205 000143-24-8 33

Abundance Scan 349 (5.142 min): BG026640.D (-342) (-) m/z 43.05 100.00%
43 59
5000 j\
101
IBENARAERAREE LA LR
4.80 5.00 5.20 5.40
...,....,....,....I,'::..?."]!-.|i....,....,??..,...:,....,1.15?.,....,....,.... m/z 59.10 85.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #256: Guanidine
43 59
5000 18 SR RS LA LR
4.80 5.00 5.20 5.40
28 m/z 101.10 35.24Y%
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Abundance
31 59
480 500 520 540
5000 m/z 58.10 21.39%
41
24 50 73 gy 102
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #29613: 4-Ethyl-3-octanol
59 4.80 5.00 5.20 5.40
m/z 41.10 10.07%
5000
41
29 ‘ 69 o8
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\\H \ \‘ ‘\‘ ‘ 83 | 1]\'1 | 140

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026640.D

Aca On : 12 Apr 2017 17:54

Operator : SJ/MA

Sample : 12635-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 unknown7.57 Concentration Rank 2

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

7.57 84 .59 ng 3348320 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H3N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (7.568 min): BG026640.D (-754) (-) m/z 132.10 100.00%
132
5000
68
96 50 70 TR0 7 RA by
40 54 7.20 7.40 7.60 7.80 8.00
B e 27 m/z 68.10  33.66%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR S UL AR
720 7.40 7.60 7.80 8.00
m/z 134.05 33.26%
31
""l'w'l'l'jg"'l"”l""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 20.90%
41 97
53
79 117
107
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl- R e R N
132 7.20 7.40 7.60 7.80 8.00
m/z 96.10 12.91%
5000
- 104
i i |
1 [ I | i
m/z--> 40 60 80 1(')0 12'0 140 160 180 200 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG041217\
Data File : BG026640.D

Acq On : 12 Apr 2017 17:54

Operator : SJ/MA

Sample : 12635-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .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]
unknown5.14 5.14 3.2 ng 125942 1 8.03 791617 20.0
unknown? .57 7.57 84.6 ng 3348320 1 8.03 791617 20.0
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