LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084917.D

Aca On : 6 Feb 2016 17:44

Operator =: SJ/1Z

Sample : H1338-03

Misc :

ALS Vial : 59 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 4.076 172 174 180 rBvV 205992 302086 6.46% 0.900%
2 4.796 234 237 244 rVB 439124 550751 11.79% 1.641%
3 5.241 274 276 279 rBVY 1827911 2096150 44.86% 6.247%
4 6.304 367 369 377 rVB 1665770 1379955 29.53% 4.113%
5 6.430 377 380 382 rBY 4200294 4019109 86.01% 11.978%
6 6.659 397 400 402 rBVY 1180033 973069 20.82% 2.900%
7 6.819 411 414 416 rVB 3732224 3774307 80.77% 11.249%
8 7.230 447 450 452 rBV 2833528 2765518 59.18% 8.242%
9 7.950 510 513 515 rBY 1055760 1230154 26.32% 3.666%
10 9.025 604 607 610 rBY 4617826 4673036 100.00% 13.927%

11 9.425 640 642 644 rBV 239971 203798 4_36% 0.607%
12 9.642 659 661 663 rBv 101874 81794 1.75% 0.244%
13 9.699 663 666 668 rBY 1169776 1295562 27.72% 3.861%
14 10.145 701 705 706 rBv2 122415 203862 4._36% 0.608%
15 10.362 721 724 727 rBV 47816 79476 1.70% 0.237%

16 10.488 732 735 737 rBV 2480833 2899273 62.04% 8.641%
17 10.613 744 746 753 rVB 165375 190869 4.08% 0.569%

18 11.059 783 785 786 rBV 77094 67126 1.44% 0.200%
19 11.173 793 795 797 rVB 1406937 1168974 25.02% 3.484%
20 12.591 918 919 921 rBV 66914 90814 1.94% 0.271%

21 12.762 931 934 936 rBV 3774929 3522823 75.39% 10.499%
22 13.299 979 981 983 rBV 72604 64955 1.39% 0.194%
23 13.677 1011 1014 1018 rBV 98150 181745 3.89% 0.542%
24 13.802 1023 1025 1027 rBV 968613 860963 18.42% 2.566%
25 14.591 1086 1094 1096 rBV 32316 56825 1.22% 0.169%

26 15.174 1142 1145 1147 rBV 715683 820416 17.56% 2.445%

Sum of corrected areas: 33553410
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084917.D

Aca On : 6 Feb 2016 17:44

Operator : SJ/1Z

Sample : H1338-03

Misc :

ALS Vial : 59 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
Abundance TIC: BF084917.D
6.43
4000000 6.82
3000000 7.23
2000000 524
6.30]
6.66
1000000
4.80
4.08
o |G G A G G | G S
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084917.D
9(02
4000000 1276
3000000
10.49
2000000
11.17
95 9.70
1000000
9.42 ;
10.14 10.61 i
o | Y o . o N . N+ J | N B &
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084917.D
4000000
3000000
2000000
3.80
1000000 15.17
14.59
O L B o I L e a E a E e e
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\BF020616\
Data File : BF084917.D

Aca On : 6 Feb 2016 17:44

Operator : SJ/1Z

Sample : H1338-03

Misc :

ALS Vial : 59 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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.08 6.21 ng 302086 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 174 (4.076 min): BF084917.D (-172) (-) m/z 55.10 100.00%
g5 83
5000 43
98
RS U L R I
3.80 4.00 4.20 4.40
0 ...,....,....,..??‘;':..‘.‘?I.'::.?l..‘??,...77.,.!..,....,.... m/z 83.10 97.47%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 RS LI L R I
29 98 3.80 4.00 4.20 4.40
m/z 43.10 42 .40%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
43 3.80 4.00 4.20 4.40
5000 m/z 98.10 31.86%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- A RRE R L
5 83 3.80 4.00 4.20 4.40
m/z 39.10 28.66%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%ahl.,??.hﬁ..??,ul..?%...q.... S I S —
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084917.D

Aca On : 6 Feb 2016 17:44

Operator : SJ/1Z

Sample : H1338-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2 unknown4.80

Concentration Rank 3

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

4.80 11.32 ng 550751 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 39
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 3-Hexanol 102 C6H140 000623-37-0 33

Abundance Scan 237 (4.796 min): BF084917.D (-234) (-) m/z 43.05 100.00%
43
59
5000
ot 440 460 480 500 520
O S8l 8 m/z 59.10 57.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 B R LS LR
440 4.60 4.80 5.00 5.20
m/z 101.10 18.68%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 480 500 520
5000 m/z 58.00 14 .36%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- S R e R
50 440 4.60 4.80 5.00 5.20
m/z 41.10 9.17%
5000 41
31
| © g
0 "'I'}é'I""I""I""I??"I""I""I""I' '??I""I' R R LS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084917.D

Aca On : 6 Feb 2016 17:44

Operator : SJ/1Z

Sample : H1338-03

Misc :

ALS Vial : 59 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.
10.14 3.15 ng 203862 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 64
5 Octadecane 254 C18H38 000593-45-3 59

Abundance Scan 705 (10.145 min): BF084917.D (-701) (-) m/z 57.10 100.00%
57
5000 85
4
13 14 9.80 10.00 10.20 10.40
0! m/z 43.10 70.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107651: Eicosane
57
5000 R A B AR
4 85 9. 80 10. oo 10.20 10.40
m/z 71.05 55.47%
o ‘ | | 13 141 169 107 225 253 282
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2§0 300
Abundance
57
85 9.80 10.00 10.20 10.40
5000 m/z 85.05 41.06%
41
113
0 2 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane MR S A ALNLea
57 9.80 10.00 10.20 10.40
m/z 41.10 31.97%
5000
4 85
oL 26 L I M3 a1 aeoies 226
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 240 260 2§0 300 980 1000 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084917.D

Aca On : 6 Feb 2016 17:44

Operator : SJ/1Z

Sample : H1338-03

Misc :

ALS Vial : 59 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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.59 2.11 ng 90814 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 43
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43

Abundance Scan 919 (12.591 min): BF084917.D (-918) (-) m/z 56.10 100.00%
56
5000 41

129 185 213 230 257 12.20 12.40 12.60 12.80 13.00

0 m/z 57.10 57.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
41 12.20 12.40 12.60 12.80 13.00
m/z 43.05 44 .12%
o2 h..”..,hh...h,‘..‘.w,....,..??7....1?5.. ma PP w2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
4 e
12.20 12.40 12.60 12.80 13.00
5000 m/z 41.10 42 .72%
73
o 95 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56 12.20 12.40 12.60 12.80 13.00
m/z 55.05 31.03%
5000, 4
73
RAATE Lari .q.”w.“q.”q.”..”..”..”..“..”..”.P”q.”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084917.D

Aca On : 6 Feb 2016 17:44

Operator : SJ/1Z

Sample : H1338-03

Misc :

ALS Vial : 59 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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.68 4.22 ng 181745 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 87
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 68
4 1-Docosene 308 C22H44 001599-67-3 52
5 1-Heptadecanol 256 C17H360 001454-85-9 49
Abundance Scan 1014 (13.677 min): BF084917.D (-1011) (-) m/z 57.10 100.00%
57
5000 83
hrll
139 13.40 13.60 13.80 14.00
ol ,'...l.l.l.*.-.-,u...2]0.7...,....,....,....,....,...., m/z 43.10 73.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 SR AR BN BN
13.40 13.60 13.80 14.00
1 m/z 55.05 57.17%
ol | ‘M\Nm | 139167 196224 267292 321 462 490
m/z--> §0 160 1%0 260 2%0 300 350 460 4éo '
Abundance
43
13.40 13.60 13.80 14.00
5000 69 m/z 71.10 51.50%
97
o 125 154181 224 252
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance #83804: 1-Decanol, 2-hexyl-
57 13.40 13.60 13.80 14.00
m/z 83.10 50.11%
5000
29 85
111
oLl J l | 139 196224
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo ' 13.40 13.60 13.80 14.00
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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:\HPCHEMI1I\BNA_F\DATA\BF020616\

BF084917.D

6 Feb 2016 17:44

SJ/1Z

H1338-03

59 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

3-Penten-2-one,

unknown4 .80
Eicosane

Hexadecanoic acid...
17-Pentatriacontene

8270-BF020116.M Mon Feb 08 17:16:49 2016

4... 4.08 6.2 ng
4.80 11.3 ng
10.14 3.1 ng
12.59 2.1 ng
13.68 4.2 ng

RT EstConc Units Response

302086
550751
203862

90814
181745

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

1 973069 20.0
1 973069
3 9.70 1295560 20.0
5 13.80 860963 20.0
5 13.80 86093 20.0
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