LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\

Data File : BG026333.D

Aca On - 20 Mar 2017 19:06 Instrument :
Operator : SJ/MA BNA_G
Sample - 12194-03 ClientSampleld :
Misc - PT-BN-WP

ALS Vial : 12 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
1 5.146 345 350 359 rBV 196790 296441 1.36% 0.109%
2 5.616 422 430 440 rBVY 2099264 3426165 15.77% 1.265%
3 7.208 694 701 721 rBV 2047362 3521035 16.21% 1.300%
4 7.584 757 765 774 rBV 2127248 3725169 17.15% 1.375%
5 7.937 817 825 837 rBVY 2874546 4949688 22.78% 1.827%
6 8.084 837 850 863 rVB2 3239602 6201854 28.55% 2.290%
7 8.371 891 899 903 rBVY 1686422 3418466 15.74% 1.262%
8 9.206 1033 1041 1045 rBV 1254715 2326179 10.71% 0.859%
9 9.247 1045 1048 1061 rVB 681337 1139432 5.25% 0.421%
10 9.770 1127 1137 1147 rBV 2013907 3483475 16.04% 1.286%

11 10.716 1289 1298 1309 rBV 3623215 6380708 29.37% 2.356%
12 10.851 1312 1321 1324 rBV 643921 1187777 5.47% 0.439%
13 10.898 1324 1329 1342 rVB 2269225 4108285 18.91% 1.517%
14 11.186 1370 1378 1386 rBV 3721537 6430068 29.60% 2.374%
15 12.496 1591 1601 1613 rBV 2804665 4655511 21.43% 1.719%

16 13.283 1727 1735 1744 rBV 3942281 6064646 27.92% 2.239%
17 14.229 1887 1896 1906 rBV 2312708 3445586 15.86% 1.272%
18 14.382 1914 1922 1931 rBV 5450756 8794570 40.48% 3.247%
19 14.652 1962 1968 1974 rBvV2 957770 1581898 7.28% 0.584%
20 14.717 1974 1979 1989 rVB 2849834 4388554 20.20% 1.620%

21 15.052 2027 2036 2045 rBV 4811423 7586785 34.92% 2.801%
22 15.463 2098 2106 2115 rBV 6229876 8979995 41.34% 3.316%
23 15.692 2137 2145 2156 rVB2 7200247 11747398 54.08% 4_.337%
24 16.133 2213 2220 2234 rBV 2816570 4472154 20.59% 1.651%
25 16.703 2310 2317 2328 rVB 3387178 5053970 23.26% 1.866%

26 17.384 2421 2433 2440 rBV2 1302966 1961745 9.03% 0.724%
27 18.342 2589 2596 2607 rBV 6148317 8972081 41.30% 3.313%
28 19.441 2775 2783 2793 rBV 9776462 16340039 75.22% 6.033%
29 19.670 2816 2822 2828 rVB 157282 248790 1.15% 0.092%
30 19.799 2834 2844 2854 rBV 10463861 17217704 79.26% 6.357%

31 19.987 2869 2876 2881 rBV 6637681 9086753 41.83% 3.355%
32 20.669 2986 2992 2997 rBV 7207970 8516942 39.21% 3.145%
33 21.515 3130 3136 3148 rBV 9605081 13699654 63.06% 5.058%
34 21.632 3150 3156 3160 rVV 1427871 2435139 11.21% 0.899%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026333.D

Aca On : 20 Mar 2017 19:06

Operator : SJ/MA

Sample : 12194-03

Misc :

ALS Vial : 12 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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG032017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.679 3160 3164 3177 rVB 3117022 5089689 23.43% 1.879%
36 22.713 3331 3340 3360 rBV 7133576 13350723 61.46% 4._.929%
37 23.830 3516 3530 3535 rBV 5784616 16161594 74.40% 5.967%
38 23.889 3535 3540 3555 rVB 4471111 10121719 46.59% 3.737%
39 24.676 3662 3674 3687 rBV 2189856 6068900 27.94% 2.241%
40 24.823 3689 3699 3711 rVvB2 897853 2484334 11.44% 0.917%

41 29.664 4491 4523 4542 rVB 3590061 21723850 100.00% 8.021%

Sum of corrected areas: 270845465
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026333.D

Aca On : 20 Mar 2017 19:06

Operator : SJ/MA

Sample : 12194-03

Misc :

ALS Vial : 12 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: BG026333.D
1e+07
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1e+07

8000000

6000000 23.83
213.89
4000000 29.66

24.68

2000000
] 4.82

R L R B L o e e e B A BBBABRRRAREEILL Lo Lon SR s
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026333.D

Aca On : 20 Mar 2017 19:06

Operator : SJ/MA

Sample : 12194-03

Misc :

ALS Vial : 12 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 unknown7.58 Concentration Rank 1

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

7.58 12.01 ng 3725170 1,4-Dichlorobenzene-d4 8.05
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 764 (7.578 min): BG026333.D (-757) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 NS S R
401 7.20 7.40 7.60 7.80 8.00
0 el 220 Tm/z 68,10 37.66%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL IR IR LI
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.10 32.27%
0 ‘ [l H | ‘ 1
S L S L S I B W BRI
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 23.50%
41.0 97.0
117.0
82.0
e L B A0 UL L L UL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl R m R
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 96.10 13.60%
74.0
5000 gg0 160
0||||||||‘|‘|‘|‘|||‘h|||“|||‘l“||‘u‘| I‘MI ||:|I-5|8|.0|||||]:8|9.|0|||||| I R e ma
m/z--> 40 60 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026333.D

Aca On : 20 Mar 2017 19:06

Operator : SJ/MA

Sample : 12194-03

Misc :

ALS Vial : 12 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 Phenaleno[1l,9-bc]thiophene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.67 2.04 ng 248790 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenalenoll.9-bclthiophene 208 C14H8S 079965-99-4 83
2 1.8-Anthracenediamine 208 C14H12N2 139312-39-3 72
3 Ethanol. 2-T4-vinvl-2-methoxv-6-... 208 C12H1603 1000132-26-4 64
4 4.7-Dimethvl-1.10-phenanthroline 208 C14H12N2 003248-05-3 59
5 1H-Pyrrolo[2,3-b]pyridine, 4-met... 208 C14H12N2 023688-50-8 53
Abundance Scan 2822 (19.670 min): BG026333.D (-2816) (-) m/z 208.10 100.00%
208.1
5000
104.1 163.1 oA 1aen 1o'an oninn
19.40 19.60 19.80 20.00
o 44.1 69.0 137.1 257.2282.1 322.0 m/z 209.10 16 46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67901: Phenaleno[1,9-bc]thiophene
208.0
5000 N BN UL S I
104.0 163.0 19.40 19.60 19.80 20.00
' m/z 163.05 14 .32%
o 450 740 | 137.0 | i
m/z--> %&&%@@mmmmmmm@mﬁ
Abundance
208.0
19.40 19.60 19.80 20.00
5000 m/z 104.10 13.25%
180.0

104.0 152.0
27.0 51.0 6.0 128.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #67579: Ethanol, 2-[4-vinyl-2-methoxy-6-methyl]phenoxy- e R R e a
208.0 19.40 19.60 19.80 20.00

m/z 207.10 9.39%
5000 164.0
131.0
45.0 910 ‘ ‘
SN PSP N S NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19. 40 19. 60 19. 80 20. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032017\
Data File : BG026333.D

Acq On : 20 Mar 2017 19:06

Operator : SJ/MA

Sample : 12194-03

Misc :

ALS Vial : 12 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]
unknown7 .58 7.58 12.0 ng 3725170 1 8.05 6201850 20.0
Phenaleno[1,9-bc]... 19.67 2.0 ng 248790 5 21.63 2435140 20.0
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