LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091111.D

Aca On 9 Nov 2016 5:33 Instrument :
Operator - UM/SJ BNA_F

Sample - H5593-07 ClientSampleld :
Misc - TANK-GRAVEBOTTOM
ALS Vial : 30 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-BF110316.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 1.755 4 6 45 rVB 3652879 9359978 100.00% 19.492%
2 4.807 270 273 283 rBV 642246 1038627 11.10% 2.163%
3 5.253 310 312 315 rBVY 3630772 4302274 45.96% 8.960%
4 6.316 402 405 408 rBVY 3590503 4662855 49.82% 9.711%
5 6.430 413 415 418 rBV 4370970 4414658 47.17% 9.194%

6.659 433 435 445 rBV 1175098 1154377 12.33% 2.404%
6.819 446 449 451 rBV 3723819 3608806 38.56% 7.515%
7.230 483 485 494 rBV 2548360 2681155 28.64% 5.584%
7.950 545 548 550 rBV 1437280 1429617 15.27% 2.977%
9.025 640 642 645 rBV 4327941 4356390 46.54% 9.072%

=
QO ~NO®

11 9.425 675 677 679 rBvV 574004 495690 5.30% 1.032%
12 9.699 698 701 703 rBV 1495311 1491612 15.94% 3.106%
13 10.488 767 770 772 rBV 2298845 2377086 25.40% 4 _950%
14 10.613 779 781 788 rVB 88362 113280 1.21% 0.236%
15 11.173 828 830 834 rBV 1368333 1196587 12.78% 2.492%

16 12.762 966 969 971 rBV 3679792 3421111 36.55% 7.125%
17 13.665 1046 1048 1053 rBV 91155 118641 1.27% 0.247%

18 13.802 1058 1060 1063 rBV 1000319 944406 10.09% 1.967%
19 15.174 1178 1180 1183 rBV 582333 851320 9.10% 1.773%

Sum of corrected areas: 48018470
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110816\

BF091111.D

9 Nov 2016 5:33

UM/SJ

H5593-07

30 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF110316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

[TANK-GRAVEBOTTOM
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091111.D

Aca On 9 Nov 2016 5:33

Operator : UM/SJ

a?ggle : H5593-07 TANK-GRAVEBOTTOM
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.81 17.99 ng 1038630 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 273 (4.807 min): BF091111.D (-270) (-) m/z 43.10 100.00%

43
59
5000

101 T T
440 460 4.80 500 5.20
o....,....','-..~.'|,....,8'.3...~,|....,....,....,....,....,210.7.. m/z 59.10  60.04%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R S AR RN
59 4.40 4.60 4.80 5.00 5.20

m/z 101.10 18.96%

15 101
B -
oty oo o o oo
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
43
R A RREEE BEm SR
57 4.40 4.60 4.80 5.00 520
5000 m/z 58.10 16.34%
29 101
15 73 85
ot e 8 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T T . T
59 440 460 480 500 520

m/z 41.10 8.95%

5000
I AM’L
29 101
0"”I'"'P'"I”Z%I?g'W""I”"I"'W""I”"I"'

W | ‘ I i ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\

Data File : BF091111.D

Aca On 9 Nov 2016 5:33

Operator : UM/SJ

a?ggle : H5593-07 TANK-GRAVEBOTTOM
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.43 Concentration Rank 2

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

6.43 76.49 ng 4414660 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 415 (6.430 min): BF091111.D (-413) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 0 6.00 620 6.0 6.60 6.80
54 104 . . . . .
o R e Y ??:.n.' VPR -1 S Ml .S | S m/z 68.10 46.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
5000 R R IR I R
6.00 6.20 6.40 6.60 6.80
104 m/z 134.00 34 _.25%
oL 14 27 37 4451 58 % 71 8597 | 115 |
> B % % 4 B 6 T e % 10 110 135 1% 1%
Abundance
132
117 6.00 6.20 6.0 6.60 6.80
5000 m/z 66.10 29.36%
39 91
51 65
o 27 58 Tes 91 | 105
wwwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine N s
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.64%
5000 104
0 "v"'l""l"'m""it"'|J“lw""|""?E"|"h'|'}%z""l T
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091111.D

Aca On > 9 Nov 2016 5:33

Operator : UM/SJ

Sample = H5593-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Trichloroacetic acid, hexad... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.67 2.51 ng 118641 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1048 (13.665 min): BF091111.D (-1046) (-) m/z 57.10 100.00%
43 97 83
5000
13.40 13.60 13.80 14.00
o} m/z 55.10 95.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83
5000 SR AR SR BN S
13.40 13.60 13.80 14.00
125 m/z 83.10 88.61%
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 SR BN B BRI R
97 13.40 13.60 13.80 14.00
5000 m/z 43.10 84 .78%
29 111
125
. 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- Al EEma s B
13.40 13.60 13.80 14.00
m/z 69.10 83.76%
5000
125
o 139153168182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF110816\

Data File : BF091111.D

Acq On > 9 Nov 2016 5:33

Operator : UM/SJ

a?ggle - H5593-07 TANK-GRAVEBOTTOM
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : 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... 4.81 18.0 ng 1038630 1 6.66 1154380 20.0
unknown6 .43 6.43 76.5 ng 4414660 1 6.66 1154380 20.0
Trichloroacetic a... 13.67 2.5 ng 118641 5 13.80 944406 20.0
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