LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091112.D

Aca On > 9 Nov 2016 6:00

Operator : UM/SJ

Sample : H5593-08

Misc :

ALS Vial : 31 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 1.756 4 6 54 rVB 3045378 7600633 100.00% 17.539%
2 4.807 271 273 284 rBV 628854 980300 12.90% 2.262%
3 5.253 309 312 315 rBVY 3508303 4061612 53.44% 9.372%
4 6.316 402 405 413 rBV 3714432 4538843 59.72% 10.474%
5 6.430 413 415 418 rBV 4339270 4221007 55.53% 9.740%

6.659 433 435 442 rBV 1049268 1021007 13.43% 2.356%
6.819 446 449 451 rBV 3333907 3376252 44.42% 7.791%
7.230 482 485 494 rBV 2504394 2524936 33.22% 5.826%
7.950 545 548 550 rBV 1175950 1257296 16.54% 2.901%
9.025 640 642 645 rBV 4603311 4058292 53.39% 9.365%

=
QO ~NO®

11 9.425 675 677 679 rBvV 477862 411169 5.41% 0.949%
12 9.699 698 701 703 rBV 1292627 1353033 17.80% 3.122%
13 10.488 767 770 772 rBV 1947774 2161386 28.44% 4.988%
14 10.614 779 781 785 rVB 83260 99914 1.31% 0.231%
15 11.174 828 830 834 rBV 1251019 1089668 14.34% 2.514%

16 12.762 966 969 971 rBV 2889373 2848032 37.47% 6.572%

17 13.665 1046 1048 1052 rBV 62922 82840 1.09% 0.191%
18 13.802 1058 1060 1063 rBV 887630 827249 10.88% 1.909%
19 14.648 1131 1134 1137 rBV 78442 81506 1.07% 0.188%

20 15.174 1177 1180 1183 rBV 579867 740488 9.74% 1.709%

Sum of corrected areas: 43335463
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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\BF110816\

BF091112.D

9 Nov 2016 6:00

UmM/sJ

H5593-08

31 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110316.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\BF110816\
Data File : BF091112.D

Aca On > 9 Nov 2016 6:00

Operator : UM/SJ

Sample : H5593-08

Misc :

ALS Vial : 31 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.81 19.20 ng 980300 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 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 273 (4.807 min): BF091112.D (-271) (-) m/z 43.10 100.00%

43
59
5000

101 T T
440 460 480 500 520
83
ow...nﬁ..J“§9.,”..J.”.,..”,...w...w....EQZ. m/z 59.10 59.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 NI LI L L L L LB L L
440 4.60 4.80 5.00 5.20
59 m/z 101.10 18.67%
2| e w1
ob bttty b 8
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
R RRRRE R
440 4.60 4.80 5.00 5.20
5000 m/z 58.10 16.60%
41
73 86
ol s >
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T T . :

59 440 460 4.80 5.00 5.20
m/z 41.10 8.75%

5000 41
o Il e 126 14
||||||||||

m/z--> 20 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091112.D

Aca On > 9 Nov 2016 6:00

Operator : UM/SJ

Sample : H5593-08

Misc :

ALS Vial : 31 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 82.68 ng 4221010 1,4-Dichlorobenzene-d4 6.66
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 415 (6.430 min): BF091112.D (-413) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 % 6.00 620 6.0 6.60 6.80
54 104 . . ) . .
o R e ??:.n.'....,..5.‘.7,....,.':..,.1.1.5.,...., - m/z 68.10 45.40%
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 L I I R
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.59%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.05 28.96%
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 #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.20%
117
5000
39 91
51
S O P 7SSl -
m/z--> 10 20 30 40 50 60 70 80 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 : BF091112.D

Aca On > 9 Nov 2016 6:00

Operator : UM/SJ

Sample : H5593-08

Misc :

ALS Vial : 31 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 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.00 ng 82840 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 90
5 1-Heptadecanol 256 C17H360 001454-85-9 90

Abundance Scan 1048 (13.665 min): BF091112.D (-1046) (-) m/z 57.10 100.00%

87 83

5000

:

13.40 13.60 13.80 14.00
m/z 43.10 90.51%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

3

13.I40 13!60 13.I80 14.IOO
m/z 55.10  90.24%

5000

154169 191 210 238 266 295

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
R LR e
69 13.40 13.60 13.80 14.00
5000 o m/z 83.10 87.03%

125140 169 195 o004 252

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
4 7 13.40 13.60 13.80 14.00
m/z 69.10 82.65%
- JJ\//\M
o 2 140 168 106 202238 266

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091112.D

Aca On > 9 Nov 2016 6:00

Operator : UM/SJ

Sample : H5593-08

Misc :

ALS Vial : 31 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 6 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.65 2.20 ng 81506 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 80
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 1134 (14.648 min): BF091112.D (-1131) (-) m/z 69.10 100.00%
69 A
5000
ol es 1z ' 14.40 14.60 14.80 15.00
149 . . . .
ol " AT7208 281 Tn/z 81.10 49.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 4l I UL SUUIURN SN R
14.40 14.60 14.80 15.00
o5 m/z 41.10 18.90%
137
o L A M i) 161 191 217 273299 341 367 410
U [rrrrprrr o T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
" 14.40 14.60 14.80 15.00
5000 m/z 68.10 12 _.39%
41
95 137
0 161 191 217 244 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)-
69 14.40 14.60 14.80 15.00
m/z 95.10 11.93%
5000 41
Jg 136
o200 4 i | l 116 161 101 222
m/z--> 50 100 1éo 200 250 300 350 400 14,40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
Data File : BF091112.D

Acq On > 9 Nov 2016 6:00

Operator : UM/SJ

Sample - H5593-08

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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... 4.81 19.2 ng 980300 1 6.66 1021010 20.0
unknown6 .43 6.43 82.7 ng 4221010 1 6.66 1021010 20.0
Dichloroacetic ac... 13.67 2.0 ng 82840 5 13.80 827249 20.0
Squalene 14.65 2.2 ng 81506 6 15.17 740488 20.0
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