LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\

Data File : BF082782.D

Aca On - 7 Nov 2015 1:18

Operator : UM/I1Z

3?22'6 i 64258-03 COFF-WP11-2(0-2
ALS Vial : 22 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-BF110715.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 5.024 254 257 260 rBVY 1970117 3237491 49.99% 4 .945%
2 5.447 291 294 297 rBV 4403985 6053583 93.48% 9.246%
3 6.476 381 384 387 rBVY 4532271 6475887 100.00% 9.891%
4 6.613 393 396 399 rBVY 5557853 5688036 87.83% 8.688%
5 6.842 414 416 419 rBV 1231998 1576241 24.34% 2.408%
6 7.002 428 430 433 rVB 3855231 4030428 62.24% 6.156%
7 7.413 462 466 468 rBVY 3699882 4500639 69.50% 6.874%
8 7.516 472 475 480 rBV 37237 71519 1.10% 0.109%
9 8.133 526 529 531 rBVY 2407041 2150445 33.21% 3.285%
10 9.093 611 613 620 rBV3 32417 69669 1.08% 0.106%

11 9.207 620 623 626 rBVY 4768753 6370846 98.38% 9.731%
12 9.608 655 658 660 rBY 1908033 1821667 28.13% 2.782%
13 9.882 680 682 685 rBV 1977475 2413423 37.27% 3.686%
14 10.305 717 719 720 rBV 283901 240389 3.71% 0.367%
15 10.328 720 721 723 rVB 113271 107651 1.66% 0.164%

16 10.556 737 741 743 rBV2 50366 83498 1.29% 0.128%
17 10.671 748 751 754 rBV 4105657 4242291 65.51% 6.480%
18 10.808 761 763 767 rVB 139900 226039 3.49% 0.345%
19 11.253 799 802 803 rBv2 215214 189767 2.93% 0.290%
20 11.288 803 805 807 rvB 49761 65752 1.02% 0.100%

21 11.368 809 812 814 rVV 2967366 2587645 39.96% 3.952%
22 11.436 815 818 820 rvB2 54750 80088 1.24% 0.122%
23 11.676 837 839 842 rBV 157820 147109 2.27% 0.225%
24 11.916 857 860 864 rBv2 340381 564928 8.72% 0.863%
25 12.088 871 875 877 rBV 58953 86205 1.33% 0.132%

26 12.694 926 928 934 rBV 62582 80657 1.25% 0.123%
27 12.956 948 951 953 rBV 6398256 6065288 93.66% 9.264%
28 13.894 1029 1033 1040 rBV 371775 1328959 20.52% 2.030%
29 13.997 1040 1042 1045 rVB2 2087798 2414169 37.28% 3.687%
30 14.579 1088 1093 1094 rBv4 24492 71499 1.10% 0.109%

31 14.865 1115 1118 1120 rBV 330824 314330 4._.85% 0.480%

32 15.425 1164 1167 1170 rBV 1634726 2009098 31.02% 3.069%
33 16.020 1213 1219 1220 rBvV4 48594 105522 1.63% 0.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110715\
Data File : BF082782.D

Aca On > 7 Nov 2015 1:18

Operator : UM/I1Z

Sample : 6G4258-03

Misc :

ALS Vial : 22 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 65470758
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082782.D

Aca On > 7 Nov 2015 1:18

Operator : UM/I1Z

Sample : 6G4258-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082782.D

Aca On > 7 Nov 2015 1:18

Operator : UM/I1Z

Sample : 6G4258-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

5.02 41.08 ng 3237490 1,4-Dichlorobenzene-d4 6.85
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-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 257 (5.024 min): BF082782.D (-254) (-) m/z 43.10 100.00%
43
59
5000
1 460 480 500 520 5.40
o...,....,....,..??','::..,??.'.,...‘??..?7.,??..,....~,|....,. m/z 59.10  60.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR N SRR U
59 460 4.80 5.00 5.20 5.40
m/z 101.10 18.97%
15 31 101
o 257 37, 53 83 N
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.10 15.94%
29 101
N /(1A R N - N - AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- I EAas mEamETE R
59 4.60 4.80 500 5.20 5.40
m/z 41.10 9.51%
5000
41
0 "'l""l"JHN"'Jlm”"l?%l*i""|??"|'?§'|""J""|' ISR RN SRR U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082782.D

Aca On > 7 Nov 2015 1:18

Operator : UM/I1Z

Sample : 6G4258-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.61 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.61 72.17 ng 5688040 1,4-Dichlorobenzene-d4 6.85
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 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 396 (6.613 min): BF082782.D (-393) (-) m/z 132.10 100.00%
132
5000

6.20 6.40 6.60 6.80 7.00

0 ok | m/z 68.10  54.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IS LI L L L L B
6.20 6.40 6.60 6.80 7.00
m/z 66.10 33.53%
31
‘ ] H | #9
O R T T e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
T T
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.10 33.41%
33 44 o 105
€0 " 80 115
O L o LA A e o o o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2743: 2-Cyclohexen-1-one T B e R,
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.68%
5000
96
40
0 2\7 Il ul I 81
L o L B L LA e o o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082782.D

Aca On > 7 Nov 2015 1:18

Operator : UM/I1Z

Sample : 6G4258-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 4_.37 ng 564928 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 860 (11.916 min): BF082782.D (-857) (-) m/z 73.10 100.00%
73
43 60
5000 129
213
143157171185199 227 256 11.60 11.80 12.00 12.20
0! m/z 60.10 78.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 UL UL U B R BUNERE
129 nmnmnmnm
. 213 m/z 43.10 75.80%
185
0 |||||||||||| IHH‘ MH IH‘\ |“|‘||14‘|.3|||||||| |‘||]|-99|||‘| 2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12.00 1220
5000 29 129 m/z 57.10 66.48%
87 15 =h 214
99 143157 185
O o e o R L B oL
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid AR m e e R
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 65.88%
5000 129
29 . 185 228
9 115 | 143 171
0 ,.\.‘. T P T e L | 199213 e M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082782.D

Aca On > 7 Nov 2015 1:18

Operator : UM/I1Z

Sample : 6G4258-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Nonadecene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.89 11.01 ng 1328960 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
4 1-Hexadecanol 242 C16H340 036653-82-4 83
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 81

Abundance Scan 1033 (13.894 min): BF082782.D (-1029) (-) m/z 57.10 100.00%
43
125 39 ' 13.60 13.80 14.00 14.20
153 : : : :
OLrrr et 107182196 m/z 83.10 94.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7
5000 LR NN B SUNIL U
13.60 13.80 14.00 14.20
29 125 m/z 55.10 89.66%
ol1s | | 139154168182196210224238 266
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 SR AR SR SUNILE U
97 13.60 13.80 14.00 14.20
5000 m/z 43.10 86.88%
- 111
125
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- R B AL oo B S
13.60 13.80 14.00 14.20
o m/z 97.10 80.35%
5000 FNVM/NA_‘_A‘M’/\\v\ﬁ-\~‘1d\~§
125
0 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1560 1580 1450 1450
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082782.D

Aca On > 7 Nov 2015 1:18

Operator : UM/I1Z

Sample : 6G4258-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 6

R.T. EstConc Area Relative to ISTD R.T.
14.87 3.13ng 314330  Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 007683-64-9 91

2 2.6.10.14.18.22-Tetracosahexaene. ..

410 C30H50

000111-02-4 91

061691-98-3 78
006006-01-5 72
1000108-92-4 72

3 2.6.10.14-Hexadecatetraen-1-ol. ... 332 C22H3602
4 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N
5 Farnesol isomer a 222 C15H260

Abundance Scan 1118 (14.865 min): BF082782.D (-1115) (-) m/z 69.10 100.00%
6o
5000
Tl 14160 1180 15,00 1520
149 : : : :
175
I Y .".‘. S8 281 28 8L ‘m/z 81.10 55.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 LI L L L L L L L
14.60 14.80 15.00 15.20
41 o5 137 m/z 41.10 21.43%
0 ’ Ly 417 | 163 101 217 245 273 299 341367 410
i R e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
e
14.60 14.80 15.00 15.20
5000 m/z 95.10 13.89%
40
% 121 149
o 175 203 231 273 209 341367 410
e e o e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #133936: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetrame... R T AR
69 14.60 14.80 15.00 15.20
m/z 68.10 10.91%
5000{ 41
93
161 204
il L e e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF110715\

BF082782.D

7 Nov 2015 1:18

umsiz

G4258-03

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.61

n-Hexadecanoic acid

1-Nonadecene
Squalene

8270-BF110715.M Mon Nov 09 17:55:20 2015

5.02 41.1 ng

6.61 72.2 ng
11.92 4.4 ng
13.89 11.0 ng
14 .87 3.1 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

3237490
5688040
564928
1328960
314330

|--Internal Standard---|
| # RT Resp Conc]

1 6.85 1576240 20.0
1 6.85 1576240
4 11.37 2587650 20.0
5 14.00 2414170 20.0
6 15.43 2009100 20.0
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