LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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 5.144 248 250 259 rBV 201756 328003 6.74% 0.820%
2 5.544 282 285 288 rBV 3636569 4052099 83.21% 10.125%
3 6.573 371 375 377 rBV 3098654 4795741 98.48% 11.983%
4 6.710 384 387 389 rBV 4176948 4779947 98.16% 11.944%
5 6.939 404 407 409 rBV 1164895 963061 19.78% 2.406%
6 7.099 418 421 423 rBV 3675692 3703148 76.05% 9.253%
7 7.499 453 456 459 rBV 2330438 2905168 59.66% 7.259%
8 7.579 461 463 469 rVB 57115 62965 1.29% 0.157%
9 8.219 517 519 522 rBV 1123249 1112102 22.84% 2.779%
10 9.305 611 614 616 rBV 4011972 4869640 100.00% 12.168%

11 9.693 645 648 649 rBvV 829459 777053 15.96% 1.942%
12 9.911 664 667 669 rvB 115047 108199 2.22% 0.270%
13 9.979 671 673 675 rVB 1358844 1196154 24.56% 2.989%
14 10.402 709 710 712 rVB 119444 139599 2.87% 0.349%
15 10.631 727 730 733 rBV 49202 94405 1.94% 0.236%

16 10.768 739 742 744 rBV 2561267 2559144 52_.55% 6.395%
17 10.882 750 752 758 rBV 153106 195670 4.02% 0.489%
18 11.328 789 791 792 rBV 96712 81900 1.68% 0.205%
19 11.465 800 803 805 rBvV 933428 1007956 20.70% 2.519%
20 11.991 847 849 858 rBV 126000 210497 4._.32% 0.526%

21 12.768 915 917 924 rBV 68211 96910 1.99% 0.242%
22 13.042 939 941 944 rBV 2364565 3354382 68.88% 8.382%
23 13.934 1017 1019 1027 rBV 459348 640310 13.15% 1.600%
24 14.094 1031 1033 1036 rVB 800692 757247 15.55% 1.892%
25 14.574 1072 1075 1081 rBV2 41036 86515 1.78% 0.216%

26 14.951 1106 1108 1111 rVB 148578 155953 3.20% 0.390%
27 15.557 1158 1161 1164 rBV 585161 750025 15.40% 1.874%
28 16.083 1204 1207 1214 rBV2 40314 123105 2.53% 0.308%

29 16.265 1220 1223 1230 rVB5 16405 55199 1.13% 0.138%
30 17.614 1338 1341 1347 rVB6 21584 58631 1.20% 0.147%
Sum of corrected areas: 40020728
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LSC Report - Integrated Chromatogram

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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: BF085365.D
4000000
5.54 7.10

6.57
3000000
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2000000
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1000000
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Abundance TIC: BF085365.D

4000000 9,30
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Abundance TIC: BF085365.D
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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 4

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

5.14 6.81 ng 328003 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 250 (5.144 min): BF085365.D (-248) (-) m/z 43.05 100.00%
43
59
5000
101 IBESSAE AR SRR AR
51 | 83 | 480 5.00 520 5.40
rrrprrrrprrrrprerr e e e e m/z 59.10 56.54%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L LR I
59 480 500 520 540
m/z 101.10 20.55%
5 4 ‘ 101
'”P”WJ”PNW””W”?{“P”W””E%W”“m”ﬁ””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.93%
68
50 126 142
IR LR AR RRARA LR AR RN RLRLARARA RARLN RS RARAS AL UL SARAN LRI B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone e e
43 480 5.00 5.20 5.40
m/z 41.10 9.47%
5000
15
58
27
'”E”WA”PJH””“”W””P”W””P”W””P”W””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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 2 unknown6.71 Concentration Rank 1

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

6.71 99.27 ng 4779950 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 387 (6.710 min): BF085365.D (-384) (-) m/z 132.10 100.00%
32
5000 68
¥ 640 660 6.80 7.00
40 54 75 104 . . . .
e 8 2l e L us W Tn/z 68.10 37.55%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ABE RRRSE SARSE RN RARAS
6.40 6.60 6.80 7.00
0
31384451 78 m/z 134.10 33.97%
'”'ﬂ'MIJ'WH”'P'JI”'W'”'P'”I”'W'”'P'“I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.0 6.60 6.80 7.00
5000 67 m/z 66.10 23.93%
41 97
53 2 117
34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13916: Benzene, 1,3,5-trifluoro- e R
132 6.40 6.60 6.80 7.00
m/z 96.10 15.64%
5000
63 81
337 4450 57 | 75 | 8894200 112 ‘
mz> 3 40 % 8 70 8 9 100 110 130 10 10 | | 640 650 680 700
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.40 2.33 ng 139599 Acenaphthene-d10 9.98
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 Hexadecane 226 C16H34 000544-76-3 90
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 710 (10.402 min): BF085365.D (-709) (-) m/z 57.10 100.00%

57

5000

10.00 10.20 10.40 10.60 10.80
m/z 43.10 73.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 IIIIIIIIIIIIIIIIII
85 10 00 10. 20 10 40 10 60 10. 80
29 m/z 71.10 56.84%
99
| L L %9113127141155169 282
R A R o e Eaaaa Eaa e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 SvAall oA bl
71 10.00 10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 37.23%
29 99
15 113127141155169183 212
wmwwwwwmwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane RS R e S
43 57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 37.21%
71
5000
85
29
J 1L | 99113127141155160183 226
R AR maa s e A LAARRRaERE s R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10. 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.88 3.88 ng 195670 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 752 (10.882 min): BF085365.D (-750) (-) m/z 57.10 100.00%
57
5000 85
3 113 10.60 10.80 11.00 11.20
e m/z 71.10 75.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82608: Heptadecane
57
85
5000 L UL UL SULRLN S
10.60 10.80 11.00 11.20
29 m/z 43.10 68.62%
‘ L. H‘1}3‘\141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
10,60 10.80 11.00 11.20
5000 g5 m/z 85.10 50.16%
29

113 141 169 197 226

mﬁwﬁw‘wﬁrwwwﬁwﬁwﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane B n e e
57 10.60 10.80 11.00 11.20

m/z 41.10 32.77%

5000 85

29

h L 141 160 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 60 10. 80 11. 00 11.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.99 4.18 ng 210497 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 76
Abundance Scan 849 (11.991 min): BF085365.D (-847) (-) m/z 73.00 100.00%
73
43 60
5000 129
213
143157171185199 256 11.60 11.80 1250 1520 12.40

m/z 60.00 77.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid

60

N
()
—

73
5000 | NI LI L L L L LB L LB
11.60 11.80 12.00 12.20 12.40
m/z 43.10 74.61%
256
IL ] \ H H\ }01;}5 ?9 143157 171185 109 213 557 242 >
RaanwE e e e T
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R o o S S
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 55.10 63.23%
29
87 15 tr 214
101 143 157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid e
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 57.10 62.98%

%

5000

5

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.93 16.91 ng 640310 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90

Abundance Scan 1019 (13.934 min): BF085365.D (-1017) (-) m/z 57.10 100.00%

43 57

5000

125 LI L L LI N L N B BN R |
139153167180 208 13.60 13.80 14.00 14.20

m/z 55.05 96 .80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57

83
_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r

13.60 13.80 14.00 14.20
m/z 43.10 93.57%

5000

125

139153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 57 83 97

111 13.60 13.80 14.00 14.20
5000 m/z 83.10 03.42%

125

29
15 139154168182196210224238 266

W‘mﬁwwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #106400: 3-Eicosene, (E)- T ..—J. S REE S
13.60 13.80 14.00 14.20
83 m/z 69.10 85.03%
97
5000
125
139153167182196210224 252 280
T PR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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 8 unknownl14.57 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.28 ng 86515 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 38
2 17-Pentatriacontene 491 C35H70 006971-40-0 35
3 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 30
4 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 25
5 1-Hentetracontanol 593 C41H840 040710-42-7 25
Abundance Scan 1075 (14.574 min): BF085365.D (-1072) (-) m/z 57.10 100.00%
g7
5000 \\Jyﬂ\vANJk]\vv/“”JﬁMXVk

14.20 14.40 14.60 14.80

..”1.... m/z 55.10 90.85%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
83
5000 LA L L L L L L L L L
11 14.20 14.40 14.60 14.80
29 m/z 43.10 82.31%
\ H39167196224 271
A w\ ‘»h S STEEL TR
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
43
e
14.20 14.40 14.60 14.80
5000 83 m/z 69.10 68.24%
111
139167 196 224 267292 321 462 490

m/z--> 0 50 100 150 200 250 300 350 400 450

iThi

Abundance #124064: Acetic acid, octadecyl ester T T T
43 14.20 14.40 14.60 14.80
m/z 83.10 58.93%
69 97
5000
125

m/z--> 0 50 100 150

200 250 300 350 400 450

14.20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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 9 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.95 4.16 ng 155953 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 80
3 2,6,10-Dodecatrien-1-o0l, 3,7,11-... 264 C17H2802 004128-17-0 64
4 Furan, 3-(4-methyl-3-pentenyl)- 150 C10H140 000539-52-6 50
5 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 50
Abundance Scan 1108 (14.951 min): BF085365.D (-1106) (-) m/z 69.10 100.00%
6o
5000 /
41 A ERAREREEE S e
9% 137 14,60 14.80 15.00 15.20
o had g agee 189 231 282 0 “hso81.10  51.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 4l NI AR AL BN I
14.60 14.80 15.00 15.20
m/z 41.10 20.96%
9% 137
C Ly 2177y 181 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
41 14:60 14.80 15.00 15.20
5000 m/z 95.10 14 .49%
95 123 149 447
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 EEaE L
69 14.60 14.80 15.00 15.20
m/z 68.10 11.18%
5000 43 93
136
o li 115 I 161 189 231 264
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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 10 Z-5-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.08 3.28 ng 123105 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
2 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 90
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 87
Abundance Scan 1207 (16.083 min): BF085365.D (-1204) (-) m/z 57.10 100.00%

3

5000

15.80 16.00 16.20 16.40
m/z 43.10 87.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98172: Z-5-Nonadecene
69 83 97

i

15.I80 16.IOO 16.I20 16.I40
125 266 m/z 83.05 82.89%

139154 168182196210224 238252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

5000

-

43 57

15.80 16.00 16.20 16.40
5000 3397 m/z 55.10 81.86%

111
12

5139154168183 210224 252

Wmmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester e e ERRES BE s
7 15.80 16.00 16.20 16.40
83 m/z 97.10 81.48%
97

g

5000

-

125

139153167181196 224
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085365.D

Acq On : 11 Mar 2016 6:31

Operator : UM/SJ

Sample : H1731-12

Misc :

ALS Vial : 35 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... 5.14 6.8 ng 328003 1 6.94 963061 20.0
unknown6.71 6.71 99.3 ng 4779950 1 6.94 963061 20.0
Eicosane 10.40 2.3 ng 139599 3 9.98 1196150 20.0
Heptadecane 10.88 3.9 ng 195670 4 11.47 1007960 20.0
n-Hexadecanoic acid 11.99 4.2 ng 210497 4 11.47 1007960 20.0
Trichloroacetic a... 13.93 16.9 ng 640310 5 14.09 757247 20.0
unknownl14 .57 14.57 2.3 ng 86515 5 14.09 757247 20.0
Squalene 14.95 4.2 ng 155953 6 15.56 750025 20.0
Z-5-Nonadecene 16.08 3.3 ng 123105 6 15.56 750025 20.0
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