LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093541.D

Aca On : 11 Mar 2017 00:05

Operator : SJ/MA

Sample : 12198-03

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 F\METHODS\8270-BF030717.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 4.893 260 263 277 rBV 173812 319230 5.85% 0.779%
2 5.350 300 303 321 rBV 1249482 2611590 47.85% 6.371%
3 6.402 393 395 403 rBV2 1217904 1780218 32.61% 4.343%
4 6.516 403 405 412 rVB 3567578 4248682 77.84% 10.365%
5 6.733 422 424 430 rBY 1042009 1232149 22.57% 3.006%
6 6.893 435 438 452 rVB 4164015 3928659 71.98% 9.585%
7 7.316 473 475 477 rBV 3413053 3654840 66.96% 8.917%
8 8.025 535 537 548 rVB 1706537 1606969 29.44% 3.921%
9 9.099 628 631 634 rBY 5236782 5071256 92.91% 12.372%
10 9.499 664 666 672 rVB 123488 141781 2.60% 0.346%
11 9.773 688 690 693 rBY 1930584 1715290 31.43% 4.185%
12 10.208 724 728 729 rBV 59570 91358 1.67% 0.223%
13 10.299 734 736 741 rVB3 25511 55424 1.02% 0.135%

14 10.573 757 760 762 rBV 2220680 2904984 53.22% 7.087%
15 10.676 767 769 774 rVB 122308 172363 3.16% 0.421%

16 11.122 806 808 809 rBvV 117164 95726 1.75% 0.234%
17 11.145 809 810 814 rvB2 33230 56655 1.04% 0.138%
18 11.259 818 820 823 rBV 1944194 1731394 31.72% 4.224%
19 11.465 836 838 843 rBV 365620 418555 7.67% 1.021%
20 11.545 843 845 848 rVB 84970 77231 1.41% 0.188%

21 12.619 937 939 945 rBV 378000 496171 9.09% 1.211%
22 12.848 956 959 961 rBV 4731995 5458329 100.00% 13.317%
23 13.625 1025 1027 1035 rBV 130532 234066 4._.29% 0.571%
24 13.739 1035 1037 1042 rBV3 53857 98735 1.81% 0.241%
25 13.899 1049 1051 1054 rBV 1594508 1524858 27.94% 3.720%

26 15.305 1171 1174 1179 rBV 936632 1205638 22.09%% 2.941%
27 16.128 1243 1246 1249 rBV 34601 56641 1.04% 0.138%

Sum of corrected areas: 40988792
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031017\

BF093541.D

11 Mar 2017 00:05

SJ/MA

12198-03

23 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093541.D

Aca On : 11 Mar 2017 00:05

Operator : SJ/MA

Sample : 12198-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.89 5.18 ng 319230 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-0Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 263 (4.893 min): BF093541.D (-260) (-) m/z 43.05 100.00%
43.0
50.1
5000
| oy 750 40 500 520
SRR HY 1 ESESESSOSYTS | EEESEBE PS MMS m/z 59.10 55.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 4.60 4.80 5.00 5.20
0
150 a0 1010 m/z 58.10 16.60%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 101.10 15.39%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R A REE
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.07%
5000 41.0
31.0
‘ 69.0 87.0
15.0 ‘\‘ L1 s0.0 ]l ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093541.D

Aca On : 11 Mar 2017 00:05

Operator : SJ/MA

Sample : 12198-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 2 unknown6.52 Concentration Rank 1

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

6.52 68.96 ng 4248680 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 405 (6.516 min): BF093541.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 T T T T
40.0 540 6.20 6.40 6.60 6.80
o v vy a1 NN <X o2/ S | m/z 68.10 37.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR DR LR R
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.10 33.37%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.10 24.73%
41.0 97.0
53.0
79.0 117.0
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole P
132.0 6.20 6.40 6.60 6.80
m/z 69.05 14 .93%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093541.D

Aca On : 11 Mar 2017 00:05

Operator : SJ/MA

Sample : 12198-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.46 4.83 ng 418555 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 80
2 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 72
3 Ethanol. 2-T4-(1.1-dimethvlpropv... 208 C13H2002 006382-07-6 72
4 Acetic acid. [2-T(2-propenvlamin... 235 C12H13NO4 000119-45-9 43
5 (p-(Allyloxycarbonyl)phenoxy)ace... 236 C12H1205 1000241-83-7 23
Abundance Scan 838 (11.465 min): BF093541.D (-836) (-) m/z 179.15 100.00%
179.2
5000 135.1
%80 57|'1 771 10|7'1 2502 11.20 11.40 11.60 11.80
O B L T e & S = RIS m/z 135.10 47 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179.0
135.0
5000 AR RS RS R
11.20 11.40 11.60 11.80
107.0 m/z 107 .05 15.66%
41.0
'}%Q'”J'““I”Tzﬁ'wW'”'l”'lP"W'”"”""”I'”'P"W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
179.0
195.0 11.20 11.40 11.60 11.80
5000 ' m/z 57.10 14 .59%
43.0
15.0 64.0 87.0 107.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61481: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]- AN EEEE S
79.0 11.20 11.40 11.60 11.80
1350 m/z 180.20 12.65%
5000 107.0
41.0 77.0 208.0
Illlgl‘?\l\lI\I‘\I\I\I\III\III‘HIII‘I‘II\I\II\I\I\IIle ||]|-5|9|0|||“|||‘| R EARmEREY M m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093541.D

Aca On : 11 Mar 2017 00:05

Operator : SJ/MA

Sample : 12198-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 5 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.62 6.51 ng 496171 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9H9N304 054449-89-7 90
2 2-Propen-1-one. 1-(4-aminophenvl... 223 C15H13NO 002403-30-7 35
3 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 30
4 1.4-Benzenediamine. N-(l-methvlh... 220 C14H24N2 039563-50-3 27
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 27
Abundance Scan 939 (12.619 min): BF093541.D (-937) (-) m/z 223.20 100.00%
228.2
135.1
5000{ 45.1
| 779 1072 1611 1032 sos3 | | 12:2012.40 12.60 12.80 13.00
e e R 1932 L 2943 Phy77135.10 75.33%
m'z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223.0
135.0
178.0
5000 12.20 12.40 12.60 12.80 13.00
m/z 45.10 41.26%
M \
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
120.0 223.0
12.20 12.40 12.60 12.80 13.00
5000 m/z 57.05 22.76%
65.0 152.0 178.0
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox... e e RS S Banan
223.0 12.20 12.40 12.60 12.80 13.00
m/z 224.20 15.02%
135.0
5000
45.0 107.0
e ek 490017701900 | 2940
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093541.D

Aca On : 11 Mar 2017 00:05

Operator : SJ/MA

Sample : 12198-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 6 Ethanol, 2-[2-[2-[4-(1,1,3,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.63 3.07 ng 234066 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-12-12-14-(1.1.3.3-tet... 338 C20H3404 002315-62-0 58
2 13H-Dibenzola.ilcarbazole 267 C20H13N 000239-64-5 38
3 6-Chloromethvl-benzol4.5Timidazo... 267 C15H10CIN3 070371-92-5 25
4 7H-Dibenzo(a.a)carbazole 267 C20H13N 000207-84-1 25
5 1,5-Diphenyl-3-methylthio-1,2,4-_... 267 C15H13N3S 072234-23-2 25
Abundance Scan 1027 (13.625 min): BF093541.D (-1025) (-) m/z 45.05 100.00%
48.0 267.2
135.1
5000
89.1
161.1 AR SN I
13.40 13.60 13.80 14.00
205.2
A ..‘.=,'."..'.";...|.,.-:-..,l....',.... el | M/Z 267.20  87.70%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136339: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe...
267.0
5000 LRI S SURL SUNLS S
0 13,40 13.60 13.80 14.00
45 133.0 m/z 135.10 58.32%
‘ L ‘\ H‘\ | ‘\ 1610 205.0 237.0 291.0 338.0
m/z--> &&%@@mmmmmmmmmm%
Abundance
267.0
13.40 13.60 13.80 14.00
5000 m/z 57.05 39.29%
133.0
63.0 106.0 163.0187.0211.0 239.0
mmmmmmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98511: 6-Chloromethyl-benzo[4,5]imidazo[1,2-c]quinazoline A B
267.0 13.40 13.60 13.80 14.00
m/z 89.10 35.33%
232.0
5000
510 7740‘10‘201290 1640 2050 l ‘ .
m/z--> 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031017\
Data File : BF093541.D

Acq On : 11 Mar 2017 00:05

Operator : SJ/MA

Sample : 12198-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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]
2-Pentanone, 4-hy... 4.89 5.2 ng 319230 1 6.73 1232150 20.0
unknown6 .52 6.52 69.0 ng 4248680 1 6.73 1232150 20.0
Ethanol, 2-[4-(1,... 11.46 4.8 ng 418555 4 11.26 1731390 20.0
Pyrrolo[1,2-a]-1,... 12.62 6.5 ng 496171 5 13.90 1524860 20.0
Ethanol, 2-[2-[2-... 13.63 3.1 ng 234066 5 13.90 1524860 20.0
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