LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\

Data File : BF078723.D

Aca On : 22 Apr 2015 19:02 Instrument :
Operator : TP/1Z BNA_F

Sample - G1972-02 ClientSampleld :
Misc - DCW-WW-115A-42115
ALS Vial : 6 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 F\METHODS\8270-BF040115.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

1.415 18 20 25 rBvV 62140 123895 7.10% 1.646%
1.495 25 27 61 rvB 907287 1744994 100.00% 23.183%
rvB4 19430 27365 1.57% 0.364%
3.804 226 229 239 rBV 176412 234262 13.42% 3.112%
5.290 357 359 368 rBvV 101078 142491 8.17% 1.893%
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5.427 368 371 374 rBV 315968 478906 27.44% 6.362%
5.782 400 402 406 rBvV 89971 121818 6.98% 1.618%
6.022 420 423 426 rBvV 410935 487902 27.96% 6.482%
6.730 482 485 487 rBvV 259895 385263 22.08% 5.118%
7.942 588 591 594 rBV 122646 171342 9.82% 2.276%

=
QO ~NO®

11 9.965 765 768 771 rBV 602275 847904 48.59% 11.265%
12 11.131 867 870 873 rBvV 171628 221851 12.71% 2.947%
13 12.525 989 992 996 rVB 29898 40703 2.33% 0.541%
14 12.605 996 999 1002 rBV 354866 496913 28.48% 6.602%
15 13.862 1106 1109 1112 rBV 190836 245031 14.04% 3.255%

16 16.400 1328 1331 1334 rBV 907199 1106671 63.42% 14.703%
17 17.737 1442 1448 1451 rBV 276337 353837 20.28% 4.701%
18 19.451 1595 1598 1601 rBV 233483 295870 16.96% 3.931%

Sum of corrected areas: 7527018
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\

Data File : BF078723.D

Aca On : 22 Apr 2015 19:02

Operator : TP/I1Z

ﬁ?gg le 61972-02 DCW-WW-115A-42115
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF078723.D
1|50
800000
600000
6.02
400000
5.43
6.73
200000 3.80
7.94
1.4 5.2 5.78
{\ 3.29
(0SB B A o o e e o e I N IR e s e e B e e R
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF078723.D
800000
600000 9.96
400000 12.61
200000 11.13 13.86
12.
O e L Lo L A e o e o e o o L e e o o e B LA e e e e o o B
Time--> 9.00 9.50 10.00 1050 11.00 11.50 12.00 12,50 13.00 1350 14.00 1450 15.00 1550 16.00
Abundance TIC: BF078723.D
16/40
800000
600000
400000
17.74
19.45
200000
G.JL. e ol o e e e TR e i B e e
Time--> 16,50 17.00 1750 18.00 1850 19.00 19.50 20.00 20.50 21.00 21,50 22.00 2250 23.00 23.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\

Data File : BF078723.D

Aca On : 22 Apr 2015 19:02

Operator : TP/1Z

Sample : 6G1972-02 e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4 unknown5.43 Concentration Rank 3

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

5.43 78.63 ng 478906 1,4-Dichlorobenzene-d4 5.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 371 (5.427 min): BF078723.D (-368) (-) m/z 132.00 100.00%
132
5000
68
0 s |y P 5h0 5% 540 560 580
e B m/z 68.10 33.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR S S I L
5.00 5.20 5.40 5.60 5.80
m/z 134.00 32.49%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
57 132
74 500 520 540 5.60 5.80
5000 og 116 m/z 66.10 21.29%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole T R B
132 5.00 5.20 5.40 5.60 5.80
m/z 69.10 13.39%
5000
104
66
14 27 30 51 87T g | us ‘
miz--> 20 40 60 80 100 120 140 160 180 500 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078723.D

Aca On : 22 Apr 2015 19:02

Operator : TP/1Z

Sample : 6G1972-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 6 Benzophenone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.53 3.32 ng 40703 Phenanthrene-d10 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 91
2 1.2.4.5-Tetroxane. 3.3.6.6-tetra... 396 C26H2004 016204-36-7 64
3 Benzenecarbothioic acid. S-methyv... 152 C8H80S 005925-68-8 50
4 Benzeneacetic acid. .alpha.-oxo-... 178 C10H1003 001603-79-8 47
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 47

Abundance SumQQZGZBZSmM%BﬁﬁgnaD(@BQ(0 m/z 105.00 100.00%
105
77
5000 182
51 S B U
86 152 12.20 12.40 12.60 12.80
— e e e m/z 77.10 62.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44107: Benzophenone
105
77
5000 USRI SRR SR B
51 182 1220 12.40 12.60 12.80
m/z 182.10 46.13%
27 39 | 63 | 86 | 126 139 152 163 A
mz-> 20 40 60 80 100 120 140 160 180
Abundance
77 105
12.20 12.40 12.60 12.80
5000 182 m/z 51.00 25.10%
51
32 150
mz-> 20 40 60 80 100 120 140 160 180
Abundance #24771: Benzenecarbothioic acid, S-methyl ester B B mE mmaa A b B S
105 12.20 12.40 12.60 12.80
. m/z 106.00 8.72%
5000
51
152
28 39 | e | 91 || 125
mz-> 20 40 ' 80 100 120 140 160 180 1220 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042215\

Data File : BF078723.D

Acg On : 22 Apr 2015 19:02

Operator : TP/1Z

Sample - G1972-02 DCW-WW-115A-42115
Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5 .43 5.43 78.6 ng 478906 1 5.78 121818 20.0
Benzophenone 12.53 3.3 ng 40703 4 13.86 245031 20.0
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