LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026348.D

Aca On : 21 Mar 2017 5:20

Operator : SJ/MA

Sample : 12314-06

Misc :

ALS Vial : 23 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

5.139 343 349 358 rBV 115861 180447 2.00% 0.499%
5.609 422 429 445 rBV 808940 1284569 14.23% 3.549%
rBv 435411 754481 8.36% 2.085%
7.571 756 763 775 rBV 1536803 2653792 29.39% 7.333%
8.041 834 843 852 rBV 325930 568828 6.30% 1.572%
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8.365 890 898 910 rBV 1508516 2631654 29.14% 7.271%
9.199 1032 1040 1050 rBV 1113931 1989298 22.03% 5.497%
10.844 1308 1320 1331 rBV 456392 852041 9.44% 2.354%
13.277 1727 1734 1745 rBV 3500861 5432166 60.16% 15.009%
14.651 1959 1968 1982 rBV2 717434 1191495 13.20% 3.292%
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11 15.450 2099 2104 2114 rVB 120502 162751 1.80% 0.450%
12 16.132 2213 2220 2236 rBV 2548687 3886637 43.04% 10.739%
13 17.383 2426 2433 2446 rBV2 1006987 1519311 16.83% 4.198%
14 19.980 2869 2875 2888 rBV 6461262 9029653 100.00% 24.950%
15 21.631 3149 3156 3168 rBV 1313033 2069641 22.92% 5.719%

16 24.810 3687 3697 3708 rBV2 715645 1984755 21.98% 5.484%

Sum of corrected areas: 36191519
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026348.D

Aca On : 21 Mar 2017 5:20

Operator : SJ/MA

Sample : 12314-06

Misc :

ALS Vial : 23 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

Abundance TIC: BG026348.D
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Abundance TIC: BG026348.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026348.D

Aca On : 21 Mar 2017 5:20

Operator : SJ/MA

Sample : 12314-06

Misc :

ALS Vial : 23 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 Guanidine Concentration Rank 3

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

5.14 6.34 ng 180447 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 52
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
3 (2.3.3-Trimethvloxiranvl)methanol 116 C6H1202 1000306-64-7 38
4 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 33

Abundance Scan 349 (5.139 min): BG026348.D (-343) (-) m/z 43.10 100.00%
431
5000
101.1
e
4.80 5.00 5.20 5.40
Obrrrr el 22 b 2 e e e e reeede || m/z 59.10  83.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #258: Guanidine
59.0
5000 BN U AN
4.80 5.00 5.20 5.40
m/z 101.10 31.80%
28.0
o) H— .‘H.‘.... T AT AT AT AT A T~
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 2éo
Abundance
43.0
480 500 520 540
5000 m/z 58.10 24 .46%
15.0 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8190: (2,3,3-Trimethyloxiranyl)methanol R RE RS S L R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.19%
5000
o 30 1010
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026348.D

Aca On : 21 Mar 2017 5:20

Operator : SJ/MA

Sample : 12314-06

Misc :

ALS Vial : 23 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 2 unknown7.57 Concentration Rank 1

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

7.57 93.31 ng 2653790 1,4-Dichlorobenzene-d4 8.04
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 35
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 763 (7.571 min): BG026348.D (-756) (-) m/z 132.05 100.00%
13R.1
5000
68.1
w00 | % en | 720 TR Tko Tho 8
Ob—opbpllls b e m/z 68.10 34 .74%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL IR UL L
7.20 7.40 7.60 7.80 8.00
21 0 m/z 134.10 33.30%
0.‘“‘.lluu‘ﬁ“..l“...‘.lu...|....|....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 22.85%
97.0
39,0
0"I""I""""""I""""I"
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 13.11%
5000
105.0
700 “ ‘
0 l" T T L L L T TrrTrTrTTT T T TT T T T T
m/z--> ‘50 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032017\
Data File : BG026348.D

Acq On : 21 Mar 2017 5:20

Operator : SJ/MA

Sample - 12314-06

Misc :

ALS Vial : 23 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]
Guanidine 5.14 6.3 ng 180447 1 8.04 568828 20.0
unknown? .57 7.57 93.3 ng 2653790 1 8.04 568828 20.0
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