LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090800.D

Aca On : 24 Oct 2016 21:03 Instrument :
Operator : UM/SJ BNA_F

Sample - H5393-05 ClientSampleld :
Misc : SIDEWALL-SOUTH
ALS Vial : 14 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

Title

Signal

peak R.T.

# min

1 5.011
2 5.434
3 6.474
4 6.600
5 6.829
6 6.989
7 7.400
8 7.492
9 8.120
10 9.195
11 9.595
12 9.869
13 10.315
14 10.658
15 10.783
16 11.229
17 11.355
18 12.944
19 13.435
20 13.847
21 13.995
22 14.475
23 14.841
24 15.424

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF102116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

first

TIC

max 1
scan

PK peak

TY heiaht
637079
3051598
3271226
3942314
831800

3397594
2267978

28490
1656666
4023527

702980
1473760
36599
1718023
90096

55976
1242978
3007706

18269

104492

rBv3
rBv

rBv
rvB5
rvB
rBv

876153
15489
43269

679644

of corrected
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corr.

area

850004
3460544
3885374
3770039
1117104

3040520
2273867

80130
1483228
3767790

691101
1498540
65413
2019374
105628

51604
1212091
2792413

61751

151168

965798
40565
47210

906547

areas:

corr.
% max.
21.88%
89.07%
100.00%
97 .03%
28.75%

78.26%
58.52%

2.06%
38.17%
96.97%

17.79%
38.57%
1.68%
51.97%
2.72%

1.33%
31.20%
71.87%

1.59%

3.89%

24 _86%
1.04%
1.22%

23.33%

34337803

% of

total

2.475%
10.078%
11.315%
10.979%
3.253%

8.855%
6.622%
0.233%
4._.320%
10.973%

2.013%
4_.364%
0.190%
5.881%
0.308%

0.150%
3.530%
8.132%
0.180%
0.440%

2.813%
0.118%
0.137%
2.640%
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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\BF102416\

BF090800.D

24 Oct 2016 21:03

UM/SJd

H5393-05 SIDEWALL-SOUTH
14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF102116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090800.D
4000000 6160
6.99
6.47
5.43
3000000
7.40
2000000
1000000 6.83
5.01
L_» 7.49
O o o e e e B e e e o e BB A e o B e e e e o e T e e L e o e e s
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF090800.D
4000000 9l19
3000000 1294
2000000
12 10.66
9.87
11.35
1000000
9.59
ol 10.31 1078 112 13.44
—— T e e Pl e P T Tt e =
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance : .
amcance TIC: BF090800.D
3000000
2000000
1000000{ 14.00
15.42
.85 14.48 14.84
O — — — —— T T T T e T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090800.D

Aca On : 24 Oct 2016 21:03

Operator : UM/SJ

a?ggle i H5393-05 SIDEWALL-SOUTH
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.01 15.22 ng 850004 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 234 (5.011 min): BF090800.D (-231) (-) m/z 43.10 100.00%
a3
59
5000
1 460 480 500 520 5.40
83
o...,....,....,..??','....,??.'.,...‘??....,....,....,|....,. m/z 59.10 58.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IR L UL IS R
4.60 4.80 5.00 5.20 5.40
m/z 101.10 18.87%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.10 16.85%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- EEE L R REEEE L ..
50 460 480 500 520 540
m/z 41.10 8.70%
5000
41
0 "'I""I"JH”"'JIJ”"I??"i""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090800.D

Aca On : 24 Oct 2016 21:03

Operator : UM/SJ

a?ggle i H5393-05 SIDEWALL-SOUTH
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknown6.60 Concentration Rank 1

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

6.60 67.50 ng 3770040 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 373 (6.600 min): BF090800.D (-371) (-) m/z 132.00 100.00%
5000 68
6 Trrryprrrryprrrr|yrrrrjJrr
40 .. 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,...:,".'..?,::..??...' SIPUREN -7 A W . [ N m/z 68.10 43.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AR I AL I
620 640 6.60 6.80 7.00
31 78 m/z 134.00 33.18%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .16%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine T .... AR

132 620 640 660 680 700
m/z 69.10 17.01%

97
5000
70
31 52
ML | 7Bes | 105 116 ‘
S I A - e 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090800.D

Aca On : 24 Oct 2016 21:03

Operator : UM/SJ

a?ggle i H5393-05 SIDEWALL-SOUTH
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 4 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.85 3.13ng 151168  Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Dichloroacetic acid. heptadecyl ... 366 CIOH36CI202  1000282-98-2 95

2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91

4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91
Abundance Scan 1007 (13.847 min): BF090800.D (-1004) (-) m/z 57.10 100.00%
g7
43

5000

-

13.60 13.80 14.00 14.20
m/z 83.10 94.78%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
43 57 3

:

13.I60 13.I8O 14.IOO 14!20
m/z 55.10 90.75%

5000

29

126140154168182

238250266

210 295

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 57 83
R e e R
97 13.60 13.80 14.00 14.20
5000 m/z 69.10 88.71%
29 111

o 126140 168 196 241

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

Abundance #148859: Trichloroacetic acid, pentadecy! ester T
13.60 13.80 14.00 14.20

m/z 97.10 83.94%

7

83

5000

-

182

210

126140154
SN
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF102416\

Data File : BF090800.D

Acq On : 24 Oct 2016 21:03

Operator : UM/SJ

a?ggle i H5393-05 SIDEWALL-SOUTH
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116.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... 5.01 15.2 ng 850004 1 6.83 1117100 20.0
unknown6 .60 6.60 67.5 ng 3770040 1 6.83 1117100 20.0
Dichloroacetic ac... 13.85 3.1 ng 151168 5 14.00 965798 20.0
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