LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084801.D

Aca On : 3 Feb 2016 22:59

Operator =: SJ/1Z

Sample : H1331-06

Misc :

ALS Vial : 19 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-BF020116.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 4.144 177 180 185 rBvV 50353 75494 1.38% 0.158%
2 4.841 238 241 253 rVB 1207710 1861027 33.92% 3.896%
3 5.287 277 280 282 rBVY 4555729 5073236 92.47% 10.622%
4 5.687 313 315 318 rVB 67626 58838 1.07% 0.123%
5 6.339 369 372 374 rBVY 4251285 4536601 82.69% 9.498%
6 6.453 380 382 385 rBVY 4466695 4481410 81.68% 9.383%
7 6.682 400 402 405 rBV 1153359 1037486 18.91% 2.172%
8 6.842 413 416 418 rBV 4289936 3702509 67.48% 7.752%
9 7.253 449 452 455 rBV 2643890 2829256 51.57% 5.924%
10 7.973 512 515 517 rBVY 1609701 1454536 26.51% 3.045%

11 9.059 606 610 612 rBV 4399127 5486489 100.00% 11.487%
12 9.448 642 644 646 rBV 548996 535863 9.77% 1.122%
13 9.665 661 663 665 rBv 113672 124462 2.27% 0.261%
14 9.722 665 668 671 rVvV 1758824 1572721 28.67% 3.293%
15 10.168 705 707 709 rvB 222423 171094 3.12% 0.358%

16 10.385 723 726 729 rBV 64593 103607 1.89% 0.217%
17 10.511 734 737 740 rVV 3401414 3434836 62.61% 7.192%
18 10.636 746 748 752 rBV 190095 214658 3.91% 0.449%
19 11.082 785 787 789 rBV 79639 74832 1.36% 0.157%
20 11.196 795 797 800 rvB2 1287982 1471006 26.81% 3.080%

21 12.796 934 937 939 rBV 4021536 5294622 96.50% 11.085%
22 13.025 954 957 963 rBV3 24525 55530 1.01% 0.116%
23 13.699 1013 1016 1025 rBV 670551 1200511 21.88% 2.514%
24 13.825 1025 1027 1030 rVV 1097795 1335500 24.34% 2.796%
25 14.019 1041 1044 1048 rBV3 34143 56231 1.02% 0.118%

26 14.339 1068 1072 1078 rBV2 34831 116169 2.12% 0.243%
27 14.682 1099 1102 1104 rBV 258918 280759 5.12% 0.588%
28 14.911 1120 1122 1125 rBV2 36824 60025 1.09% 0.126%
29 15.208 1145 1148 1150 rBV 734742 898456 16.38% 1.881%
30 15.700 1187 1191 1200 rBV5 42631 164144 2.99% 0.344%

Sum of corrected areas: 47761908
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084801.D

Aca On : 3 Feb 2016 22:59

Operator : SJ/1Z

Sample : H1331-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF084801.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084801.D

Aca On : 3 Feb 2016 22:59

Operator : SJ/1Z

Sample : H1331-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 3

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

4.84 35.88 ng 1861030 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 42
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
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 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 241 (4.841 min): BF084801.D (-238) (-) m/z 43.10 100.00%
a3
59
5000
1o " 4.60 480 5.00 520
o...,....,....,..??','.-...,??4.,...‘??....,??..,...:,|....,. m/z 59.10 58.87%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R N UL
59 460 480 500 5.20
m/z 101.10 18.22%
15 31 101
.25 % 37 53 83 \
miz--> 5 % m k% & B % % 1% 1
Abundance
59
460 480 5.00 520
5000 41 m/z 58.10 14 .60%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R pat
50 4.60 4.80 5.00 5.20
m/z 41.10 9.26%
5000
41
29 101
"'l""|"JHN"'J|J”"|??"i""l??"l"qql' "'J""I' AR NS SRS R A
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\BF020316\
Data File : BF084801.D

Aca On : 3 Feb 2016 22:59

Operator : SJ/1Z

Sample : H1331-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.45 Concentration Rank 1

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

6.45 86.39 ng 4481410 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 382 (6.453 min): BF084801.D (-380) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80
T m/z 68.10 45 .64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR L AL AL
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.97%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 m/z 66.10 29.89%
33 44 o 105
€0 ' g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl S e R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.08%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§? SIS § G A S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084801.D

Aca On : 3 Feb 2016 22:59

Operator : SJ/1Z

Sample : H1331-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.17 2.18 ng 171094 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tetracosane 338 C24H50 000646-31-1 78
Abundance Scan 707 (10.168 min): BF084801.D (-705) (-) m/z 57.10 100.00%
57
43
5000
99 9.80 10.00 10.20 10.40
113
127 141 155 m/z 43.10 66.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 o
5000 & BN U AR B
g5 9. 80 10 00 10 20 10.40
29 m/z 71.10 45 .66%
\ L L w 99 113 127 141 155 169 183 lo7 226
IIII""I""I"''I""I""I""IIIII rTTTyrTTTTTTT T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 7
71 9.80 10.00 10.20 10.40
5000 m/z 85.10 34.72%
85
29
15 99 113 127 141 155 184
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #64571: Pentadecane
57 9.80 10.00 10.20 10.40
43 m/z 41.10 27 .78%
71
5000 85
29 99
R P O o A B R P ) SV AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084801.D

Aca On : 3 Feb 2016 22:59

Operator : SJ/1Z

Sample : H1331-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.64 2.92 ng 214658 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 748 (10.636 min): BF084801.D (-746) (-) m/z 57.10 100.00%
57
RN SRR BN BN SURE
113 10.40 10.60 10.80 11.00
et b e e S ooy || M/z 43.10  71.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane
57
5000 LU SRR S IR IR
85 mmmmmmnm
29 m/z 71.10 51.53%
| L gy 18 141169 282
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57
"' 10.40 10.60 10.80 11.00
5000 85 m/z 85.10 36.94Y%

29
113 141 169 198

mmmﬁwwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

%

Abundance #82607: Heptadecane T T T T T T T T
57 10.40 10.60 10.80 11.00
m/z 41.10 33.94%
5000 85
29
LA 13 e 160 q95 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084801.D

Aca On : 3 Feb 2016 22:59

Operator : SJ/1Z

Sample : H1331-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.70 17.98 ng 1200510 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
4 1-Docosene 308 C22H44 001599-67-3 90
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 90

Abundance Scan 1016 (13.699 min): BF084801.D (-1013) (-) m/z 57.10 100.00%

43 57
83 97
5000

125 B e ----
139153168 13.40 13.60 13.80 14.00
- 182195210224 252 280 77 43.05 90 .94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98170: 1-Nonadecene
41 55
69 83 97
5000

13.40 13.60 13.80 14.00
m/z 55.10 90.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 T e
97 13.40 13.60 13.80 14.00
5000 m/z 83.05 79.35%
111
29
125
139153167182 210
mmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester T T T T
43 57 13. 40 13. 60 13. 80 14. OO

m/z 97.05 72 .85%

5000 83
Y
111
125
I A 1 139154168183 210224 252

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\BF020316\
Data File : BF084801.D

Aca On : 3 Feb 2016 22:59

Operator : SJ/1Z

Sample : H1331-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 7 Squalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
1468 6.25 ng 280759  Perylene-di2 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 007683-64-9 91

000111-02-4 91
125529-10-4 72

2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240

4 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 50
5 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 50
Abundance Scan 1102 (14.682 min): BF084801.D (-1099) (-) m/z 69.10 100.00%
69
5000
41 95 rrryrrrryrrrrrprrrrprrrT
137
14.40 14.60 14.80 15.00
| 161 191
Cha by lans ety ge1 34 hs 105 59.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 41 LI L L L L L L AL LB
14.40 14.60 14.80 15.00
o5 m/z 41.10 24 .26%
L “h\ 417 ” ‘161 191 217 273 299 341 367 410
7 p T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R BB R e R e
14.40 14.60 14.80 15.00
5000 m/z 95.10 15.27%
41
95 137
117 161 191 217 244 273299 341367 410
—— e e T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69 14.40 14.60 14.80 15.00
m/z 137.10 12.08%
5000
41
95 137
4 ‘ e J ls S es S D —
m/z--> 50 100 150 200 250 300 350 400 14.40 14. 60 14. 80 15.00

8270-BF020116.-M Thu Feb 04 15:29:06 2016

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084801.D

Aca On : 3 Feb 2016 22:59

Operator : SJ/1Z

Sample : H1331-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 8 1-Octadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.70 3.65 ng 164144 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 93
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1l-Hexadecanol 242 C16H340 036653-82-4 91
4 9-Nonadecene 266 C19H38 031035-07-1 91
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 91

Abundance Scan 1191 (15.700 min): BF084801.D (-1187) (-) m/z 57.10 100.00%

57 g3

5000

15.40 15.60 15.80 16.00
m/z 43.10 96.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100813: 1-Octadecanol
43 8

5000 LN L L L L L N L |
15.40 15.60 15.80 16.00
) 6 m/z 83.10 83.18%
I 1P 168 106 224 252
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIIII
15.40 15.60 15.80 16.00
5000 m/z 97.10 77.19%
125
27 154 182 210 238 266

R A L LA R B AR DA LU LARAN SRS LA AN LA SRR LA LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83793: 1-Hexadecanol R mE e RmER RS L
15.40 15.60 15.80 16.00
m/z 55.10 74 _.38%

5000

139 168 196 224
e e e A EmEmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020316\
Data File : BF084801.D

Acq On : 3 Feb 2016 22:59

Operator : SJ/1Z

Sample : H1331-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 35.9 ng 1861030 1 6.68 1037490 20.0
unknown6 .45 6.45 86.4 ng 4481410 1 6.68 1037490 20.0
Hexadecane 10.17 2.2 ng 171094 3 9.72 1572720 20.0
Eicosane 10.64 2.9 ng 214658 4 11.20 1471010 20.0
1-Nonadecene 13.70 18.0 ng 1200510 5 13.83 1335500 20.0
Squalene 14.68 6.3 ng 280759 6 15.21 898456 20.0
1-Octadecanol 15.70 3.6 ng 164144 6 15.21 898456 20.0
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