LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085169.D

Acq On : 3 Mar 2016 21:15

Operator : SJ/UM

Sample : H1663-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 height area % max. total
1 5.190 250 254 261 rVB 566721 895233 14.96% 1.878%
2 5.590 286 289 291 rBV 3395345 4009242 66.98% 8.412%
3 6.596 374 377 380 rBV 3108551 3425444 57.23% 7.187%
4 6.744 387 390 392 rBV 4018554 3814750 63.73% 8.004%
5 6.973 408 410 413 rBVY 896730 947422 15.83% 1.988%
6 7.133 422 424 427 rVB 3300161 2925767 48.88% 6.139%
7 7.533 456 459 462 rBvV 1907094 2454656 41.01% 5.151%
8 8.264 520 523 525 rBV 1299797 1320689 22.06% 2.771%
9 9.339 614 617 619 rBV 4510387 4206161 70.27% 8.826%
10 9.727 649 651 653 rBY 757085 632685 10.57% 1.328%

11 9.945 668 670 672 rVB 169107 134936 2.25% 0.283%
12 10.013 674 676 679 rVvB 1258629 1362349 22.76% 2.859%
13 10.448 710 714 715 rBV 215157 212231 3.55% 0.445%
14 10.665 730 733 736 rBV 76489 120650 2.02% 0.253%
15 10.802 742 745 748 rBV 2418630 2501515 41.79% 5.249%

16 10.916 753 755 762 rVB 239614 272964 4_56% 0.573%

17 11.362 792 794 796 rBV 74935 77942 1.30% 0.164%
18 11.499 804 806 809 rBV 1670678 1462239 24.43% 3.068%
19 11.568 809 812 815 rVB3 55842 78037 1.30% 0.164%
20 12.025 850 852 854 rBvV 61548 92978 1.55% 0.195%
21 12.276 872 874 876 rVB 85202 70892 1.18% 0.149%

22 13.088 942 945 947 rBV 4008284 3885281 64.91% 8.152%
23 13.979 1020 1023 1028 rBV 164126 282846 4.73% 0.593%
24 14.139 1034 1037 1039 rBV 1110084 1270315 21.22% 2.665%
25 14.985 1109 1111 1114 rBV 328135 377609 6.31% 0.792%

26 15.602 1162 1165 1168 rBV 648647 930175 15.54% 1.952%
27 16.197 1215 1217 1218 rBV2 1337143 2428738 40.58% 5.096%
28 16.254 1218 1222 1225 rVV6 1470150 5985653 100.00% 12.559%
29 16.300 1225 1226 1229 rVB2 1040452 1411058 23.57% 2.961%
30 16.585 1249 1251 1257 rVB2 27133 68123 1.14% 0.143%

Sum of corrected areas: 47658580
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085169.D

Acq On : 3 Mar 2016 21:15

Operator : SJ/UM

Sample : H1663-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085169.D

4000000 6.74

5.59 7.13
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3000000

2000000 7.53

1000000 6.97
5.19

e e A S ——

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: BF085169.D

4000000 13.09

3000000
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2000000
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0.92
[\_9}\ 13/(4510465¥L 1136157 12,02 12.28

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085169.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085169.D

Acq On : 3 Mar 2016 21:15

Operator : SJ/UM

Sample : H1663-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6

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

5.19 18.90 ng 895233 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 254 (5.190 min): BF085169.D (-250) (-) m/z 43.10 100.00%
a3
59
5000
101 R (N ——
480 500 5.20 5.40 5.60
83
o...,....,....,....',':...?.1.4.',...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 57.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 GRS LS SRS RS L
480 500 520 5.40 5.60
m/z 101.10 22 . 77%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.05 16.70%
68
50 126 14
wﬂmﬁwﬁmﬁmﬁwﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy-
59 480 500 5.20 5.40 5.60
31 m/z 41.10 8.69%
5000 41
73
1\5 L1 51\‘ . ‘ 87 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085169.D

Acq On : 3 Mar 2016 21:15

Operator : SJ/UM

Sample : H1663-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10
R.T. EstConc Area Relative to ISTD R.T.
10.45 3.12 ng 212231 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Eilcosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 714 (10.448 min): BF085169.D (-710) (-) m/z 57.10 100.00%
g7
43 71
5000 85

99 10.20 10.40 10.60 10.80
113127141155
...,....-,...|,..“..,!...-‘,...-l.,....,....,?‘.3.9.1,5‘.?.1?,7....2.2]‘?. SN m/z 43.10 68.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73966: Hexadecane
43 37 41
5000 85 lllllllllllllllllll

10.20 10.40 10.60 10.80
99 m/z 71.10 67.60%

29 113
127 226
a0 L eassiesser 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
e e R R EEE L e
71 10.20 10.40 10.60 10.80
5000 m/z 85.10 46 .45%
85
29 9
113127141155169 282
mﬁmﬁwﬁwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane e  EREma R e
57 10.20 10.40 10.60 10.80
43 m/z 41.10 32.38%
71
5000 85
29 99
‘ L ” bl 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085169.D

Acq On : 3 Mar 2016 21:15

Operator : SJ/UM

Sample : H1663-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9
R.T. EstConc Area Relative to ISTD R.T.
10.92 3.73 ng 272964 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 755 (10.916 min): BF085169.D (-753) (-) m/z 57.10 100.00%

57

5000

10.60 10.80 11.00 11.20

0! m/z 43.10 71.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 |||||||||||||||||||
4 85 10.60 10.80 11.00 11.20
m/z 71.10 67 .45%
‘ h i 113 141 169 282
.”,””P.”P”.P”q.”w””,””..”.”..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
T T T T T
10.60 10.80 11.00 11.20
5000 a5 m/z 85.10 45 _.27%
41
26 113 141 169184 212
W@WTWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane e
57 10. 60 10. 80 11. 00 11. 20

m/z 41.10 30.89%

85
5000
4
113
‘ L L[ M1 169 197 225 253768 296

I !
|||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| LI

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085169.D

Acq On : 3 Mar 2016 21:15

Operator : SJ/UM

Sample : H1663-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8
R.T. EstConc Area Relative to ISTD R.T.
13.98 4.45 ng 282846 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 93
2 1-Heptadecanol 256 C17H360 001454-85-9 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
4 1-Hexadecanol 242 C16H340 036653-82-4 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 1023 (13.979 min): BF085169.D (-1020) (-) m/z 57.05 100.00%
97
5000 _,ﬁ,,‘vvk_,~w/\\JA_J_/\_V__
125 LIRS PN RN UL I
m/z 83.10 98.99Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene
43
5000 RIS PNDA BN SR I
13.60 13.80 14.00 14.20
29 125 m/z 97.10 91.79%
15 | 139154168182196 210204238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 6o 83
4 RS PNLA BN SO B
97 13.60 13.80 14.00 14.20
5000 m/z 43.05 89.63%
111
o 125
139154168182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152927: Trichloroacetic acid, hexadecy! ester L B S T
13.60 13.80 14.00 14.20
m/z 55.10 89.52%
5000
125
139153167181196 224

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085169.D

Acq On : 3 Mar 2016 21:15

Operator : SJ/UM

Sample : H1663-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7
R.T. EstConc Area Relative to ISTD R.T.
14 .99 8.12 ng 377609 Perylene-d12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 53
Abundance Scan 1111 (14.985 min): BF085169.D (-1109) (-) m/z 69.10 100.00%
69
5000
41 S O —
149 14.60 14.80 15.00 15.20 15.40
. '| 4 .h.'l. A75203 231 283 341 | n/z 81.05  50.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000{ 4! UL AL U IR

14.60 14.80 15.00 15.20 15.40
m/z 41.10 23.32%

95
L] “h\ 417 ” ‘161 191 217 273 299 341 367 410
il , T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
T T
14.60 14.80 15.00 15.20 15.40
5000 m/z 95.10 12 .88%
41
% 121 149
175 203 231 273 299 341 367 410
— T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R R e
69 14.60 14.80 15.00 15.20 15.40
m/z 68.10 11.28%
5000
41
136
N 11ﬂ‘k del 189209 236 263287 332 A
e — T R A BRAmEEESLE T
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085169.D

Acq On : 3 Mar 2016 21:15

Operator : SJ/UM

Sample : H1663-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.19 18.9 ng 895233 1 6.97 947422 20.0
Hexadecane 10.45 3.1 ng 212231 3 10.01 1362350 20.0
Eicosane 10.92 3.7 ng 272964 4 11.50 1462240 20.0
1-Nonadecene 13.98 4.5 ng 282846 5 14.14 1270320 20.0
Squalene 14.99 8.1 ng 377609 6 15.60 930175 20.0
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