LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086861.D
Aca On : 10 May 2016 15:53 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H2912-01 CEDAR-HILL-TF-PS-002
ALS Vial : 10 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-BF050916.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 4.841 239 241 249 rBV 369045 612482 12.66% 1.462%
2 5.287 277 280 282 rBVY 2940668 4109879 84.93% 9.808%
3 5.687 313 315 326 rVB 48642 79546 1.64% 0.190%
4 6.339 370 372 375 rBVY 3403906 4140904 85.58% 9.882%
5 6.453 380 382 385 rBVY 3986227 4035348 83.39% 9.631%
6 6.682 400 402 409 rBVY 1124344 1059132 21.89% 2.528%
7 6.842 413 416 418 rBVY 3071006 3387945 70.01% 8.085%
8 7.253 450 452 455 rBV 2686233 2753331 56.90% 6.571%
9 7.973 512 515 517 rBVY 1025648 1300889 26.88% 3.105%
10 9.048 606 609 612 rBVY 4491149 4588292 94.82% 10.950%

11 9.448 642 644 648 rBvV 351529 306148 6.33% 0.731%
12 9.722 665 668 670 rBV 1341512 1535814 31.74% 3.665%

13 10.133 697 704 705 rBV 44793 65317 1.35% 0.156%
14 10.156 705 706 708 rvB 99231 81066 1.68% 0.193%
15 10.373 722 725 728 rBV 33660 59915 1.24% 0.143%

16 10.511 734 737 739 rBV 3190159 3394364 70.15% 8.101%
17 10.625 745 747 752 rVB 132985 177898 3.68% 0.425%
18 11.071 784 786 792 rVB 115753 167624 3.46% 0.400%
19 11.196 795 797 799 rBV 1798196 1552159 32.08% 3.704%
20 11.505 822 824 826 rVB 49349 68823 1.42% 0.164%

21 11.745 843 845 855 rBv2 129790 210240 4_.34% 0.502%
22 12.785 933 936 938 rBV 4541924 4838909 100.00% 11.548%
23 13.699 1012 1016 1024 rBV 170535 541142 11.18% 1.291%
24 13.825 1024 1027 1029 rBV 1366659 1374928 28.41% 3.281%
25 14.660 1098 1100 1103 rBV 315813 279034 5.77% 0.666%

26 15.197 1144 1147 1150 rBV 943659 1106587 22.87% 2.641%
27 15.711 1187 1192 1198 rBV4 18070 73961 1.53% 0.177%

Sum of corrected areas: 41901677
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086861.D

Aca On : 10 May 2016 15:53

Operator : UM/SJ

ﬁ?ggle i H2912-01 CEDAR-HILL-TF-PS-002
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086861.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086861.D

Aca On : 10 May 2016 15:53

Operator : UM/SJ

ﬁ?ggle i H2912-01 CEDAR-HILL-TF-PS-002
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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.

4.84 11.57 ng 612482 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 241 (4.841 min): BF086861.D (-239) (-) m/z 43.05 100.00%
43.0
5000 59.1 \\
| U LR ko b0 b 5k
Ol e e et S e Tm/z 59.10  47.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 S
5000
59.0 4.60 4.80 5.00 5.20
0
150 a0 1010 m/z 58.05 13.03%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
4.60 4.80 5.00 5.20
5000 m/z 101.10 12.27%
58.0
15.0 27.0 72.0 100.0
O T T T e e
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e R A Eaa
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.99%
5000
101.0
150 310 | %80 g9 g0 Ju
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086861.D

Aca On : 10 May 2016 15:53

Operator : UM/SJ

ﬁ?ggle i H2912-01 CEDAR-HILL-TF-PS-002
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 unknown6.45 Concentration Rank 1

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

6.45 76.20 ng 4035350 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H3N2 034760-58-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 382 (6.453 min): BF086861.D (-380) (-) m/z 132.10 100.00%
13R.1
5000 68.1
40.0 96.1 L R L R U
i T
Ob et e B e B e e e e m/z 68.10 51.42%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 BN AR L SR R
6.20 6.40 6.60 6.80
310 70.0 m/z 66.10 36.24%
0 e %9‘ , 860 | 116.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 650 ‘640 6b0 6k
5000 ' m/z 134.10 32.16%
31.0 51.0
79.0
s R RN RN RN AR RS RAARA RRASS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- R EEREEmas s
132.0 6.20 6.40 6.60 6.80
m/z 69.10 21.79%
5000
8.0 104.0
300 510 630 | gpo ‘
N T T W L
m/z--> 20 30 40 50 60 70 8 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\BF051016\

Data File : BF086861.D

Aca On : 10 May 2016 15:53

Operator : UM/SJ

ﬁ?ggle i H2912-01 CEDAR-HILL-TF-PS-002
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.62 2.29 ng 177898 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 747 (10.625 min): BF086861.D (-745) (-) m/z 57.10 100.00%
57.1
5000
[JIC "l0l40 10,60 1080 1100
ot b m/z 43.10 85.44%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57.0
5000 ERE BN U SRR B
mmmmmmnm
m/z 71.10 46.03%
o 27.0 ‘ | ‘990‘ 1410 183.0 226.0
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 41.10 40.04%
o 27.0 9.0 1410 282.0
m/z--> éo 160 1%0 200 250 300 350 '
Abundance #152929: Silane, trichlorooctadecyl- B L B L
57.0 10.40 10.60 10.80 11.00
m/z 85.10 26.36%
5000
99.0
Ozw‘h Ai@@lﬁ%%ommnm3mm&omm
m/z--> éo 100 1%0 260 2éo 360 3%0 ' 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086861.D

Aca On : 10 May 2016 15:53

Operator : UM/SJ

ﬁ?ggle i H2912-01 CEDAR-HILL-TF-PS-002
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.71 ng 210240 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Octanoic Acid 144 C8H1602 000124-07-2 38
Abundance Scan 845 (11.745 min): BF086861.D (-843) (-) m/z 43.10 100.00%
43.1
73.0
I ' 1140 1160 11.80 1200
\ S— '3 m/z 60.00  84.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 L DU B UL B B
nmnmnmnm
1290 256.0 m/z 73.00 80.34%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
73.0
3.0 1140 1160 11.80 1200
5000 m/z 41.05 79.62%
1290 171.0
08.0 : 214.0
o 18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid R B B B
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.10 72.95%
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086861.D

Aca On : 10 May 2016 15:53

Operator : UM/SJ

Sample : H2912-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 7 1-Docosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.70 7.87 ng 541142 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 11-Tricosene 322 C23H46 052078-56-5 90
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 87
5 1-Nonadecene 266 C19H38 018435-45-5 87

Abundance Scan 1016 (13.699 min): BF086861.D (-1012) (-) m/z 43.10 100.00%
431
83.1
5000
'13.40 13.60 13.80 14.00 |
Obrr e m/z 55.10 89.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene
55.0
5000 R B UL S IR
29.0 mmnmnmmm
’ m/z 57.05 89.22%
0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
83.0 RN LA B
13.40 13.60 13.80 14.00
5000 m/z 83.10 66.20%
111.0
o 139.0 1820 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene
43.0 13.40 13.60 13.80 14.00
m/z 41.10 61.74%
5000 83.0
111.0
o || | /1400 168.0 196.0 224.0  266.0 294.0 322.0
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 300 350 13. 40 13. 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086861.D

Aca On : 10 May 2016 15:53

Operator : UM/SJ

ﬁ?ggle i H2912-01 CEDAR-HILL-TF-PS-002
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 8 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.66 5.04 ng 279034 Perylene-di12 15.20
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 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 64
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 56
Abundance Scan 1100 (14.660 min): BF086861.D (-1098) (-) m/z 69.10 100.00%
69.1
5000
391 07. 1137 2 14.40 14.60 14.80 15.00
SO g B rseo0ss om0 hy7 81.10  46.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 L L B B R
14.40 14.60 14.80 15.00
m/z 41.10 34.98%
o e ﬂr‘)( 0“13”79 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
" 14.40 14.60 14:80 15.00
5000 m/z 68.10 11.59%
121.0
ol200 161.0191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R o R E R
69.0 14.40 14.60 14.80 15.00
m/z 95.10 11.59%
5000
ol2%0) 1 | J 10507°70 193.0
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051016\

Data File : BF086861.D

Acq On : 10 May 2016 15:53

Operator : UM/SJ

3?22'6 i H2912-01 CEDAR-HILL-TF-PS-002
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.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... 4.84 11.6 ng 612482 1 6.68 1059130 20.0
unknown6 .45 6.45 76.2 ng 4035350 1 6.68 1059130 20.0
Hexadecane 10.62 2.3 ng 177898 4 11.20 1552160 20.0
n-Hexadecanoic acid 11.75 2.7 ng 210240 4 11.20 1552160 20.0
1-Docosene 13.70 7.9 ng 541142 5 13.83 1374930 20.0
Squalene 14.66 5.0 ng 279034 6 15.20 1106590 20.0
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