LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 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-BF040216.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 4.967 249 252 262 rBV 53595 114472 2.99% 0.342%
2 5.367 284 287 289 rBVY 2590688 3286570 85.79% 9.810%
3 6.407 375 378 386 rBY 2640139 3034708 79.22% 9.059%
4 6.533 386 389 391 rBVY 3236913 3374572 88.09% 10.073%
5 6.762 407 409 415 rBV 812458 745930 19.47% 2.227%
6 6.922 420 423 425 rBV 1918882 2629821 68.65% 7 .850%
7 7.333 456 459 461 rBVY 2159802 2326319 60.73% 6.944%
8 8.042 519 521 524 rBV 892902 976192 25.48% 2.914%
9 9.128 613 616 618 rBY 3129659 3830729 100.00% 11.435%
10 9.516 648 650 653 rBV 411320 444379 11.60% 1.326%
11 9.733 665 669 671 rBV 72087 68053 1.78% 0.203%

12 9.802 672 675 677 rVvV 846055 1089626 28.44% 3.253%
13 10.236 709 713 714 rBV 80920 102836 2.68% 0.307%
14 10.453 729 732 735 rBV 32956 62360 1.63% 0.186%
15 10.591 741 744 746 rBV 2489410 2537580 66.24% 7.575%

16 10.705 752 754 761 rVB 118897 145287 3.79% 0.434%
17 11.151 791 793 794 rBV 58491 49589 1.29% 0.148%
18 11.276 802 804 807 rBV 1142715 1160370 30.29% 3.464%
19 11.813 849 851 859 rBv2 275794 318951 8.33% 0.952%
20 12.591 917 919 925 rBV 59949 106825 2.79% 0.319%

21 12.682 925 927 930 rVB 179957 204793 5.35% 0.611%
22 12.865 940 943 946 rBV 3570205 3521902 91.94% 10.513%
23 13.345 979 985 987 rBV 167369 176319 4._.60% 0.526%
24 13.391 987 989 991 rvv 164433 138628 3.62% 0.414%
25 13.757 1019 1021 1030 rBV 277849 453146 11.83% 1.353%

26 13.917 1032 1035 1037 rBV 1131181 1138104 29.71% 3.397%
27 14.077 1047 1049 1057 rBV 25445 39551 1.03% 0.118%
28 14.385 1073 1076 1082 rBV2 22500 71566 1.87% 0.214%
29 14.740 1105 1107 1110 rBV 348940 358678 9.36% 1.071%
30 15.322 1155 1158 1167 rVB 589093 954519 24.92% 2.849%

31 15.722 1190 1193 1196 rBV 23952 38338 1.00% 0.114%

Sum of corrected areas: 33500713
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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: BF086039.D
3500000
6.53

3000000

5.37 6.41
2500000

7.33
2000000 6.92

1500000
1000000 6.76

500000

4.97

) i i T B e B A A I e

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: BF086039.D
3500000 12.87

9.13

3000000

2500000 10.59
2000000
1500000
11.28
1000000{ 8.04 0.80

500000 9.52

11.81
0.70 12,68 133839
9, 102410 49 [ 11.1 125 |

or-r-r——T——7 e e e e T T T T e e e e

I
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: BF086039.D
3500000

3000000
2500000
2000000

1500000
13.92
1000000

15.32

500000 76 14.74

14.08 14.39 A 15.72

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\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 8

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

4.97 3.07 ng 114472 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 252 (4.967 min): BF086039.D (-249) (-) m/z 43.10 100.00%
43.1
50.1
5000
1011 AR SRR AR
83.1 4.60 4.80 5.00 5.20 5.40
o 1 ¥ | O PN m/z 59.10 57.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS R R I
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 22.24%
0 21.0 350, | 510 ‘ 67.0 830 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520 540
5000 m/z 58.10 17.22%
101.0
71.0
15.0 28.0 56.0 86.0
e S U S S I UL IS SR SUL AL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4330: Butane, 1-ethoxy- R R REaE &
59.0 4.60 4.80 5.00 5.20 5.40
31.0 m/z 41.10 10.20%
5000 41.0
73.0
ol 130 | Ly 51.0“ | | 870 1020
mz-> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.53 Concentration Rank 1

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

6.53 90.48 ng 3374570 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 389 (6.533 min): BF086039.D (-386) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 USRS AR
401 541 85.0 1151 6.20 6.40 6.60 6.80
Ot b e b PR e bt e e e m/z 68.10 36.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRS AR
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.10 33.77%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.10 23.08%
41.0 97.0
53.0
20.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14006: 5-Aminoindole R AT L

132.0 6.20 6.40 6.60 6.80
m/z 96.10 16.13%

5000

104.0
66.0
140 27.0 390 510 70 g90 || 1150 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.70 2.50 ng 145287 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90

Abundance Scan 754 (10.705 min): BF086039.D (-752) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

0! m/z 71.10 72 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane
57.0
5000 85.0 L L B
10.40 10.60 10.80 11.00
29.0 m/z 43.10 67.82%
0 \‘ ‘ il A 113 0 u 141.0 169.0 198 0
”.“.”,”.w.”.“.”,”.w.”.“.”,”...”...”,”.w.
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
T T
10.40 10.60 10.80 11.00
5000 m/z 85.10 49.83%
85.0
29.0
0 1130 1410 169.0 1970 226.0
T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane e R
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.08%
85.0
5000
29.0
.”,”.w.”.“.”,”.w.”.“.”,”.w.”...” RS E R R R REREEEEEEEm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.81 5.50 ng 318951 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 851 (11.813 min): BF086039.D (-849) (-) m/z 73.10 100.00%
431 31
5000 1291
97.1 S ——
157.1 1852 2132 o5 || 1140 11.60 11.80 12.00 12.20
Obprrrrr i m/z 60.00 81.49%
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
11.40 11.60 11.80 12.00 12.20
1200 2560 m/z 43.10 81.44Y%
L LT T 15201710 10402130 2370
m/z--> 25 Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
430 730
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 68.73%
970 199.0 242.0
157.0
o 1800
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid B B e e e
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 55.10 64.27%
5000 129.0
185.0 228.0
N |
OIII‘I\III‘H‘I\‘HIII‘HI\ M‘\ |“|‘|||‘||||1|6|6||0|||||‘||||||||||||||| = A s A
miz--> 20 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.68 3.60 ng 204793 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 83
3 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 38
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
Abundance Scan 927 (12.682 min): BF086039.D (-925) (-) m/z 56.10 100.00%
56.1
5000
83.1 129.1 L IR UM SN I
“ 1572 185.2 213.2 257.3 12.40 12.60 12.80 13.00
o,nnuh.“h” m/z 57.10 57.52%
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
56.0
5000 = TrroorT
29.0 12.40 12.60 12.80 13.00

‘ m/z 43.10 42 .72%
| M\

83.0 129 257.0
“ 1, . \‘H\ (I 157.0 1850 2130 ] ‘ 281.0 312.0
P T ,,,, T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0

12.40 12.60 12. 80 13.00

o

5000 m/z 41.10 38.14%
29.0
) 83.0 106.0129'0 157.0 185.0 213.0 2570 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53651: 2-Methyl-n-1-tridecene T T T T T T T

12.40 12.60 12.80 13.00
m/z 55.10 31.28%

5000
29.0
©111.0 140.0 168.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.35 3.10 ng 176319 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 86
2 Tetradecanamide 227 C14H29NO 000638-58-4 59
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 53
4 1.1.2-Trimethvl-1-silacvclobutane 114 C6H14Si 030681-90-4 43
5 Dodecanamide 199 C12H25N0 001120-16-7 38
Abundance Scan 985 (13.345 min): BF086039.D (-979) (-) m/z 59.10 100.00%
54.1
5000
83.1 VSRR AR RS &
' 126.1 13.00 13.20 13.40 13.60
154.1
ol 184.2207.1 238.2 281.2 ) 77 470
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106877: 9-Octadecenamide, (2)-
59.0
5000 U SRR SRS
13.00 13.20 13.40 13.60
980 126.0 m/z 55.05 41 .78%
|
0

' ' 281.0
H\ ‘\“\ Iy 154.0 184.0207.0 238.0
R ARARE ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

13.00 13.20 13.40 13.60

5000 m/z 41.10 33.49%
o 28.0 86.0 114.0 149.0 184.0905(0227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36772: Heptanamide, 4-ethyl-5-methyl- T e T
59.0 13. 00 13. 20 13. 40 13 60

m/z 43.10 26 .84%

5000
114.0
290\ I, | 860 ‘ 142.0 171.0 e

o.”,”.w.”.“.”,”.w.”u“.” N T ”.. PR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13.20 13. 40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.39 2.44 ng 138628 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 96
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 50
4 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 43
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35

Abundance Scan 989 (13.391 min): BF086039.D (-987) (-) m/z 56.10 100.00%
56.1
5000
129.1
\ || 851 1672 185.2 241.2 285.3 3405 13.00 13.20 13.40 13.60 13.80
ol : : m/z 57.05 60.16%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
290 13.00 13.20 13.40 13.60 13.80
. 0
‘ ‘ gso 1290 o " 2850 m/z 43.10 40.15%
oLtk LT s | 157.0183021302410 | ] 11,0 3400
m/z--> 50 100 150 200 250 300
Abundance
56.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.00 13.20 13.40 13.60 13.80
0
5000 9290 m/z 41.10 33.03%
129.0
185.0 284.0
0 g0 157.0 255.0
m/z--> 50 100 150 200 250 300 '
Abundance #12423: Nipecotic acid T T
57.0 13.00 13.20 13.40 13.60 13.80
m/z 73.10 30.02%
5000
30.0 840 .90
U 'mdh“'qJ” !"" IR WL S SR NN AR BN B
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.76 7.96 ng 453146 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
4 1-Hexacosanol 382 C26H540 000506-52-5 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87

Abundance Scan 1021 (13.757 min): BF086039.D (-1019) (-) m/z 57.05 100.00%
) 1

5000

13.40 13.60 13.80 14.00
m/z 83.10 90.03%

139.2 1531

o 207.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43.0 97.0

-

5000
13.40 13.60 13.80 14.00
125.0 m/z 43.10 86.07%
0l15.0 Ll 154.0 182.0 210.0 238.0 266.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 55.10 83.21%
29.0 111.0

-

o 139.0 167.0 196.0 224.0 252.0 280.0

g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 /AAM
Abundance #143984: Trichloroacetic acid, tetradecy! ester e AERREEEE

83.0 13.I40 13.60 13.80 14.00
' m/z 97.10  81.24%

5000

139.0 168.0 196.0 241.0

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\BF040416\
Data File : BF086039.D

Aca On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.74 7.52 ng 358678 Perylene-di12 15.32
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 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 53
Abundance Scan 1107 (14.740 min): BF086039.D (-1105) (-) m/z 69.10 100.00%
69.1
5000
07.1137.2 1440 14.60 14.80 1500
oL, ?g.ll [ o I L -X S & E By - 0RO 7L
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 U DA U SN SRR
14,40 14.60 14.80 15.00
1370 m/z 41.10 20.67%
ol20. o’ _ | [ 10707777 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance
69.0
1440 14.60 14.80 1500
5000 m/z 95.10 13.38%
137.0
o200 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #96905: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, acetat... R e e R R
69.0 14.40 14.60 14.80 15.00
m/z 68.10 10.95%
5000
136.0
o229 | J {050 | | 18905010 2640
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\BF040416\
Data File : BF086039.D

Acq On : 4 Apr 2016 15:32

Operator : UM/SJ

Sample : H2055-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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_97 3.1 ng 114472 1 6.76 745930 20.0
unknown6 .53 6.53 90.5 ng 3374570 1 6.76 745930 20.0
Tetradecane 10.70 2.5 ng 145287 4 11.28 1160370 20.0
n-Hexadecanoic acid 11.81 5.5 ng 318951 4 11.28 1160370 20.0
Hexadecanoic acid... 12.68 3.6 ng 204793 5 13.92 1138100 20.0
9-Octadecenamide, ... 13.35 3.1 ng 176319 5 13.92 1138100 20.0
Octadecanoic acid... 13.39 2.4 ng 138628 5 13.92 1138100 20.0
1-Nonadecene 13.76 8.0 ng 453146 5 13.92 1138100 20.0
Squalene 14.74 7.5 ng 358678 6 15.32 954519 20.0
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