LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator =: SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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 4.099 174 176 184 rBV 55527 85715 1.84% 0.192%
2 4.807 236 238 249 rVB 1025693 1897037 40.78% 4.256%
3 5.253 275 277 280 rBVY 3890149 4506347 96.88% 10.109%
4 5.664 311 313 315 rVB 48192 54986 1.18% 0.123%
5 6.316 367 370 372 rBV 4240785 4534158 97.47% 10.171%
6 6.430 377 380 382 rBVY 4828784 4571388 98.27% 10.255%
7 6.659 398 400 402 rBVY 1242083 098472 21.46% 2.240%
8 6.819 411 414 416 rBV 4172399 3794154 81.56% 8.511%
9 7.230 447 450 452 rBV 2863417 2856188 61.40% 6.407%
10 7.950 510 513 515 rBVY 1137307 1277055 27.45% 2.865%

11 9.025 604 607 610 rBV 4618998 4651703 100.00% 10.435%
12 9.425 640 642 644 rBvV 821660 677138 14.56% 1.519%
13 9.642 659 661 663 rvB 157169 130141 2.80% 0.292%
14 9.699 663 666 668 rBVY 1268542 1412433 30.36% 3.168%
15 10.145 702 705 706 rvVB 205672 190122 4._.09% 0.426%

16 10.362 721 724 727 rBV 73107 123017 2.64% 0.276%
17 10.488 732 735 737 rVV 3101726 3607606 77.55% 8.093%
18 10.614 744 746 753 rVB 239193 289476 6.22% 0.649%
19 11.059 783 785 786 rBV 101873 86452 1.86% 0.194%
20 11.174 792 795 797 rBV 1641271 1418689 30.50% 3.183%

21 12.602 917 920 922 rVB 116196 161269 3.47% 0.362%

22 12.671 922 926 928 rBV2 37888 56888 1.22% 0.128%
23 12.762 931 934 936 rBV 4627423 4460209 95.88% 10.005%
24 13.002 951 955 961 rVB 54474 57824 1.24% 0.130%

25 13.299 979 981 983 rBV 129515 116412 2.50% 0.261%

26 13.665 1011 1013 1022 rBV 187888 301172 6.47% 0.676%
27 13.802 1022 1025 1027 rBV 1167661 1146457 24.65% 2.572%
28 14.294 1066 1068 1074 rVB2 27959 56877 1.22% 0.128%
29 14.648 1097 1099 1101 rBV 116560 109021 2.34% 0.245%
30 15.163 1142 1144 1147 rBV 614525 807825 17.37% 1.812%

31 15.585 1178 1181 1184 rBV 52811 83801 1.80% 0.188%
32 15.654 1184 1187 1190 rVV3 25774 57749 1.24% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator =: SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 44577781
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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: BF084855.D
6|43
6.32 6.82
4000000 5.25
3000000 7.23
2000000
6.66
1000000 481
4.10 5.66
O T e e e o I L e e e o e e e o H e o e e L s o T —
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: BF084855.D
9,02 12.76
4000000
10.49
3000000
2000000
11.17
95 9.70
1000000 9.42
0. 10.14 10.61 ; 1330 136
| | I W) G = NS <, SO .| Sl
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: BF084855.D
4000000
3000000
2000000
3.80
1000000
15.16
o 1429 1465 \ 155%5
L I B e e e e B e e e e e e e B e e e e e e e e e e e e LA B
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\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
481 38.00ng 1897040  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 50

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160

000540-88-5 39
017348-59-3 36

4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
Abundance Scan 238 (4.807 min): BF084855.D (-236) (-) m/z 43.10 100.00%
43.1
59.1
5000
1o 440 460 480 5.00 5.20
83.1
b e el 28 s | Tm/z 59,10 59.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | LANLILEN LI L L L LB L L
59.0 4.40 4.60 4.80 5.00 5.20
0
150 1010 m/z 101.10 18.23%
31.0 83.0
0 ‘ 1 | Ly . ‘
IR B e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e Emamy
570 4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 14.19%
20.0 101.0
15.0 73.0 83.0
o} MRS SSNSY Y TR 4 NSNS MM A R H—-
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- L mm R . .
59.0 440 460 480 500 520
m/z 41.10 9.18%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
B R B L e e AL e w o R R e A
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\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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 unknown6.43 Concentration Rank 1

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

6.43 91.57 ng 4571390 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 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 380 (6.430 min): BF084855.D (-377) (-) m/z 132.00 100.00%
132.0
5000 68.1
015y || B J o0 4% Gho oho oho
0 B T e o o I m/z 68.10 45 _.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A A IR L R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.59%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 6.0 6.60 6.80
5000 m/z 66.10 29.22%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl N
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.97%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l S W | N—
m/z--> 40 60 80 100 120 140 160 180 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\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.14 2.69 ng 190122 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 59
4 Pentadecane 212 C15H32 000629-62-9 59
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 53

Abundance Scan 705 (10.145 min): BF084855.D (-702) (-) m/z 57.10 100.00%

51.1
5000

39 1131 1412 9.80 10.00 10.20 10.40
0...,....-,'...|,..“..,....-',...-'.,.'... . m/z 43.10 61.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544; Tridecane
57.0
5000 LA L L L L L B L |
85.0 9.80 10.00 10.20 10.40
29.0 m/z 71.10 47 .29%
0 | ‘\ H | A I 1130 1410 184.0
LI o o o o L AL B B o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T T T T T
9.80 10.00 10.20 10.40
5000 m/z 85.10 36.36%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
B A I e o B EEEE R e s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45553: Dodecane, 2-methyl- e o e
43.0 9.80 10.00 10.20 10.40
m/z 41.10 29.11%
5000 71.0
SN P e O v NN [ sy LSV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 80 10. OO 10 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.61 4.08 ng 289476 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 83
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 746 (10.614 min): BF084855.D (-744) (-) m/z 57.10 100.00%

57.1

5000

10.20 10.40 10.60 10.80 11.00

113.1 1402 169.1

0! m/z 43.10 71.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane
57.0
5000 LA L L L L L L L LB
85.0 10. 20 10. 40 10. 60 10. 80 11. 00
29.0 ’ m/z 71.10 53.76%
0 | “ |, | 1130 1410 169.0 197.0 226.0
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T T
85.0 10.20 10.40 10.60 10.80 11.00
5000 ' m/z 85.05 37.70%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- R e e
57.0 10.20 10.40 10.60 10.80 11.00

m/z 41.05 31.27%
5000 85.0
1130

0 L L I T 1410 1830 2110 239.0 2670 2960

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.60 2.81 ng 161269 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 62
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 53
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 49
4 Nipecotic acid 129 C6H11NO2 000498-95-3 43
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 22

Abundance Scan 920 (12.602 min): BF084855.D (-917) (-) m/z 56.05 100.00%
56.0
5000 257.3

157.1 185.1 213.2 12.20 12.40 12.60 12.80 13.00

Otrrrprrrrfrrity m/z 57.10 57.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 LA L I L B L L L BL
12 20 12. 40 12. 60 12. 80 13. OO
29.0 m/z 257.30 43.83%
830 129.0 257.0
0 [l .l ‘ H \M Nl ‘ 1570 1850 2130 ‘ \‘ 2830 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T
12.20 12.40 12.60 12.80 13.00
5000 m/z 43.05 38.07%
239.0
280 85.0  129.0
0 : " 157.0 185.0 213.0 282.0 312.0
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 A RREEE RS E ST
56.0 12.20 12.40 12.60 12.80 13.00
m/z 41.05 34.17%
5000
29.0
83.0 129 257.0
0 “ [l . i “ \‘I\ H\ i 157.0 1850 2130 ] ‘ 281.0 312.0
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

8270-BF020116.-M Mon Feb 08 16:27:52 2016

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.30 2.03 ng 116412 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 87
2 n-Butvl mvristate 284 C18H3602 000110-36-1 72
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 37
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 35
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 981 (13.299 min): BF084855.D (-979) (-) m/z 56.05 100.00%
56.0
5000
129.1
97l'1 | 185.2 o1 2853 13.00 13.20 13.40 13.60
ol e S MY m/z 57.10 59.16%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 UL AN AR
13.00 13.20 13.40 13.60
29.0 m/z 43.05 45.25%
‘ ‘ gso 1290 185.0 285.0
ok L U | 157070 721502400 | | 311.0340.0
m/z--> 50 100 150 200 250 300
Abundance
56.0
13.00 13.20 13.40 13.60
0
5000 20,0 m/z 41.10 36.51%
185.0 284.0
0 B30 157.0 255.0
m/z--> 50 100 150 200 250 300 '
Abundance #21197: 1,3-Pentanediol, 2,2,4-trimethyl- UL AL B B B
56.0 13.00 13.20 13.40 13.60
m/z 55.10 35.65%
5000
29.0‘ ”85.0
S - (PO QORGP [*G o S
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.67 5.25 ng 301172 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 87
Abundance Scan 1013 (13.665 min): BF084855.D (-1011) (-) m/z 57.05 100.00%
57.0
7.1
5000
| l 292 a1 13.40 13.60 13.80 14.00
oAy m/z 55.10 87.05%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55.0
97.0
5000 AN DU BN U
13.40 13.60 13.80 14.00
m/z 43.10 83.77%
o201 || ,\H\,M‘I (12010  ss0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 83.10 77.54%
Ot o026702100 pe703070 4500
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0 13.40 13.60 13.80 14.00
83.0 m/z 97.10 69.44Y%
5000
25.0
o 196.0
miz--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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 9 2,6,10,14,18,22-Tetracosahe... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.65 2.70 ng 109021 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
2 Saualene 410 C30H50 007683-64-9 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 64
Abundance Scan 1099 (14.648 min): BF084855.D (-1097) (-) m/z 69.05 100.00%

69.0
5000
137.1 14.40 14.60 14.80 15.00

oh bbby 2080 2811 o “m/z 81.10 53.30%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...

69.0
5000 LI B B L B B B B
14.40 14.60 14.80 15.00
1210 m/z 41.10 29.75%
0h 270, 1) \\ il ‘1750 231.0273.0 341.0 410.0
RS L B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
B e o
14.40 14.60 14.80 15.00
5000 m/z 95.10 13.65%
137.0
0 191.0  273.0 3410 410.0
T T T e T e e e e e e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69.0 14.40 14.60 14.80 15.00
m/z 68.05 11.06%
5000
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
e e o e e e e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084855.D

Aca On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample : H1320-20

Misc :

ALS Vial : 3 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 10 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.59 2.07 ng 83801 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1181 (15.585 min): BF084855.D (-1178) (-) m/z 57.05 100.00%
57.0
%01 15,20 15.40 15.60 15.80 16.00
) 267.0 : : : : :
o a2 1030 m/z 43.10  59.47%
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane
57.0
5000 LRI DURRUEE SN BN B
15.20 15.40 15.60 15.80 16.00
m/z 71.10 54 _.95%
0 ZZXO‘\\ ‘\ ‘H\ “h h‘ u‘ “}4%.0\ \18\30\ 2250 267.0 309.0 366.0
m/z--> éo 160 1%0 260 250 360 3%0 '
Abundance
57.0
15,20 15.40 15.60 15.80 16.00
5000 m/z 85.10 47 .65%
99.0
o270 141.0 1830 2250 267.0 3000 352.0
m/z--> éo 160 1%0 260 250 360 3%0 '
Abundance #155177: Octacosane A im m S S
57.0 15.20 15.40 15.60 15.80 16.00
m/z 41.10 19.43%
o WUAPV\pA«jVJh]\[\AV/\V\WV\VV
99.0
o2 1 | )| ) 10 1830 2250 2810 3370 3040
m/z--> éo 160 1%0 260 250 360 3%0 ' 1550 1520 15%0 15%0 1&00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020516\
Data File : BF084855.D

Acq On : 5 Feb 2016 13:08

Operator : SJ/1Z

Sample - H1320-20

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 38.0 ng 1897040 1 6.66 998472 20.0
unknown6 .43 6.43 91.6 ng 4571390 1 6.66 998472 20.0
Tridecane 10.14 2.7 ng 190122 3 9.70 1412430 20.0
Hexadecane 10.61 4.1 ng 289476 4 11.17 1418690 20.0
Hexadecanoic acid... 12.60 2.8 ng 161269 5 13.80 1146460 20.0
Octadecanoic acid... 13.30 2.0 ng 116412 5 13.80 1146460 20.0
1-Docosene 13.67 5.3 ng 301172 5 13.80 1146460 20.0
2,6,10,14,18,22-T... 14.65 2.7 ng 109021 6 15.16 807825 20.0
Hexacosane 15.59 2.1 ng 83801 6 15.16 807825 20.0
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