LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\

Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

3?22'6 - H1730-10 170TH-SB-07-COMP(0.5-4.0
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 rvB 166219 295662 6.21% 0.768%
2 5.544 282 285 288 rBV 3230320 3696563 77.68% 9.603%
3 6.573 371 375 377 rBvV 3350051 4325314 90.90% 11.236%
4 6.710 384 387 389 rBV 3869879 4758506 100.00% 12.361%
5 6.939 404 407 409 rBVY 870032 918851 19.31% 2.387%
6 7.099 418 421 423 rBV 3124135 3763719 79.09% 9.777%
7 7.499 453 456 459 rBV 2366875 2858743 60.08% 7.426%
8 8.219 517 519 522 rBV 1294082 1149805 24.16% 2.987%
9 9.305 611 614 616 rBV 4115835 4454842 93.62% 11.573%
10 9.693 646 648 650 rBY 885127 751055 15.78% 1.951%

11 9.910 664 667 669 rBvV 122633 104390 2.19% 0.271%
12 9.979 671 673 675 rVB 1322631 1117041 23.47% 2.902%
13 10.413 707 711 712 rBV 130153 177737 3.74% 0.462%
14 10.630 727 730 733 rBV 62312 105218 2.21% 0.273%
15 10.768 739 742 745 rBV 2033056 2045886 42.99% 5.315%

16 10.882 748 752 759 rVB 185590 230587 4._.85% 0.599%
17 11.328 789 791 793 rBV 58318 51303 1.08% 0.133%
18 11.465 801 803 804 rBvV 772451 642998 13.51% 1.670%
19 11.991 845 849 851 rBv2 153371 177043 3.72% 0.460%

20 12.082 855 857 861 rvB2 32681 62523 1.31% 0.162%
21 12.676 907 909 912 rBV 324892 288428 6.06% 0.749%
22 12.779 916 918 921 rBV 46614 78144 1.64% 0.203%
23 12.871 924 926 927 rBV 52573 55722 1.17% 0.145%

24 12.905 927 929 932 rVB 282284 274696 5.77% 0.714%
25 13.054 939 942 944 rVvB 2275707 2050013 43.08% 5.325%

26 13.236 952 958 959 rBVvV2 29053 57943 1.22% 0.151%
27 13.945 1018 1020 1025 rVB 143714 163977 3.45% 0.426%
28 14.105 1030 1034 1039 rVVv2 692851 946510 19.89% 2.459%

29 14.494 1063 1068 1069 rBV 43467 65219 1.37% 0.169%
30 14.574 1073 1075 1077 rVV3 46582 59623 1.25% 0.155%
31 14.859 1098 1100 1104 rBV2 145337 180914 3.80% 0.470%
32 14.951 1106 1108 1111 rVB 66342 83181 1.75% 0.216%
33 15.145 1122 1125 1129 rBV 130346 283675 5.96% 0.737%
34 15.214 1129 1131 1133 rBV2 42700 60066 1.26% 0.156%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\

Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

3?22Ie - H1730-10 170TH-SB-07-COMP(0.5-4.0
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
35 15.259 1133 1135 1136 rBV 39756 57711 1.21% 0.150%

36 15.442 1149 1151 1155 rVB 79918 112108 2.36% 0.291%
37 15.511 1155 1157 1160 rVvVv 99434 159821 3.36% 0.415%
38 15.568 1160 1162 1168 rVB 408815 748417 15.73% 1.944%
39 16.037 1200 1203 1206 rBV 66914 115223 2.42% 0.299%

40 16.277 1222 1224 1229 rVB4 45881 95322 2.00% 0.248%
41 16.448 1237 1239 1241 rBV2 29323 56699 1.19% 0.147%
42 16.540 1244 1247 1250 rVB 74079 138886 2.92% 0.361%
43 16.711 1260 1262 1266 rVB4 34896 50257 1.06% 0.131%

44 17.031 1287 1290 1294 rVB2 53828 106931 2.25% 0.278%
45 17.134 1295 1299 1303 rVB 54246 132207 2.78% 0.343%

46 17.465 1325 1328 1332 rVB 31720 79225 1.66% 0.206%
47 17.625 1339 1342 1347 rBV6 27728 60194 1.26% 0.156%

48 17.831 1356 1360 1364 rBV 53006 145336 3.05% 0.378%
49 18.654 1429 1432 1439 rVB2 34520 100584 2.11% 0.261%

Sum of corrected areas: 38494818
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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: BF085409.D
4000000 6.71

6.57
5.54 7.10

3000000

7.50

2000000

1000000 6.94

5.14
0 LA e e o o L e L e e e e e e e e o T L e e e e e N LA e wt e s o
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: BF085409.D

4000000 9(30

3000000

13.05

10.77
2000000

1000000 11 46

10.88 12/6812.90
10, 4110 6 11, 33 J;L 08 |io12gh7 || 13.24

ot e e e A

Time--> 8.50 9.00 10 00 10. 50 11. OO 11. 50 12. OO 12.50 13.00 13.50
Abundance TIC: BF085409.D
4000000

3000000

2000000

1000000
14.11

15.57
13.95 14147 1418005545245 16.04 16.286145546.71 170813 17 477.6317.83 18.65

0 e T e e e e T

Time--> 14 OO 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\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 6.44 ng 295662 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 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 250 (5.144 min): BF085409.D (-248) (-) m/z 43.05 100.00%
a3
59
5000
o T80 sbo 50 a0
83 : : : :
o...,....,....,....I,'::..?.l.~!.|i....,....,.-...,....~,|....,....,....,....,...., m/z 59.10 59.80%
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 L L AL LI U
59 480 500 520 540
m/z 101.10 20.64%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 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 16.94%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R ARy
59 4.80 5.00 5.20 5.40
m/z 41.10 9.15%
5000
41
0 M\ ‘\‘\50 Al 73 86 ‘ A
R I IR IR UL LI I IR UL AN SN LA B SRS BARR IS SLAE SRS SRS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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.

6.71 103.58 ng 4758510 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 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 387 (6.710 min): BF085409.D (-384) (-) m/z 132.10 100.00%
132
5000
68
6 6.0 660 6.80 7.00
40 54 75 104 . . . .
Obrr ey AT Bl R 87 Ll us Ml Tm/z 68.10  35.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AN SR L LA
6.40 6.60 6.80 7.00
78 m/z 134.10 33.57%
31 35 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.0 6.60 680 7.00
5000 67 m/z 66.10 22.29%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- A R
132 6.40 6.60 6.80 7.00
m/z 96.10 15.35%
5000

63 o0 104
15 28 39 % 7 7 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.41 3.18 ng 177737 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 711 (10.413 min): BF085409.D (-707) (-) m/z 57.10 100.00%

57
43 | 7L

5000

9 e e R e
113127141155169 10.00 10.20 10.40 10.60 10.80

0 m/z 71.10 72.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57
43 71
85
5000

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_"
10.00 10.20 10.40 10.60 10.80
29 99 m/z 43.10 67.07%

5 | || | 113127141155169183197211 240

0...,.‘...,....‘,....,....,....,....i.... R RRAREEEEEE Eanas o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
o R EE R
71 10.00 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 49.52%
29

99
118127141155169183197211205 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane PR TR T
43 57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 28.67%

71
5000
85
29

o L I 1312714115516 282

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.88 7.17 ng 230587 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 752 (10.882 min): BF085409.D (-748) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.60 10.80 11.00 11.20
0 e m/z 71.10 68.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 LR B B B B
10.60 10.80 11.00 11.20
4 m/z 43.10 61.23%
. % | B e 197 225 253268 29
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300
Abundance
57
10.60 10.80 11.00 11.20
5000 A 85 m/z 85.10 47 .31%
oL 26 U3 141 169 197 225 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane A REE RS S ee
57 10.60 10.80 11.00 11.20
m/z 41.10 29.27%
85
5000 4
0 L A 1%3 , 141 169 197212 240
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300 1060 1080 1100 1f20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.99 5.51 ng 177043 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 70
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64
Abundance Scan 849 (11.991 min): BF085409.D (-845) (-) m/z 73.10 100.00%
7B
43 60 192
5000 129
e T P Do B
0’ m/z 60.10 76.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50611: Anthracene, 2-methyl-
192
5000 AL U SRR ---- i
11/60 11.80 12,00 12.20 12.40
m/z 192.10 75 .55%
5 96 165
o 63 8 15 130152 | ‘h
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260
Abundance
192
1160 11,80 12,00 12.20 12.40
5000 m/z 43.10 75.13%
95 165
oL 28 50 63 82 115 139152
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50609: Anthracene, 1-methyl- T T
192 11/60 11.80 12,00 12.20 12.40
m/z 57.10 59.58%
5000
ol 15 39 52 70 | ] 115 139152 \ 178 h
m/z--> 20 45 60 80 100 120 140 1éo 180 200 220 240 260 11/60 11.80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 unknownl2.78 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.78 2.43 ng 78144 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 47
2 _.alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 43
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Tridecanoic acid 214 C13H2602 000638-53-9 35
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30
Abundance Scan 918 (12.779 min): BF085409.D (-916) (-) m/z 73.05 100.00%
73
43
129
5000
185 202 241
12.40 12.60 12.80 13.00
0! m/z 60.10 78.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 T3
5000 B BN UL UGS ma
29 12.40 12.60 12.80 13.00
m/z 43.10 73.80%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
1240 12.60 12.80 13.00
5000 m/z 55.10 72.91%
44
29 97
oL 15 58 117126 146 163 235
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid e ma E e AR
73 12.40 12.60 12.80 13.00
43 m/z 57.10 68.72%
5000
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12%0 1£GO 12%0 1350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 Heptafluorobutanoic acid, h... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.95 3.46 ng 163977 Chrysene-d12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 83
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 76
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 76
4 11-Tricosene 322 C23H46 052078-56-5 76
5 17-Pentatriacontene 491 C35H70 006971-40-0 68
Abundance Scan 1020 (13.945 min): BF085409.D (-1018) (-) m/z 57.10 100.00%

57 3 97 230
43
125 RN SRR DU I

139153 174 13.60 13.80 14.00 14.20

o} m/z 230.10 90.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
43

83

3

5000
13.60 13.80 14.00 14.20

m/z 83.10 90.89%

29 12

5
139154169 196210 238,45 0g3

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 AU N DA
97 13.60 13.80 14.00 14.20
5000 m/z 97.10 90.19%

29 111

125
0 139153167182 210

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester B e
7 13.60 13.80 14.00 14.20
83 m/z 55.10 82.97%
97

5

5000

125

5

139153167181196 224
T e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

8270-BF030316.M Mon Mar 14 09:52:04 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.86 4.83 ng 180914 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 64
2 Hexadecanamide 255 C16H33NO 000629-54-9 53
3 Dodecanamide 199 C12H25NO 001120-16-7 50
4 Octadecanamide 283 C18H37NO 000124-26-5 47
5 1-Heptene, 2-methoxy- 128 C8H160 061142-46-9 27

Abundance Scan 1100 (14.859 min): BF085409.D (-1098) (-) m/z 59.10 100.00%

99
5000

138155 14.60 14.80 15.00 15.20

184 207 231

261277294 320

o m/z 72.10 82.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106877: 9-Octadecenamide, (2)-
59
5000 LI I L L L L L L L LB
41 14.60 14.80 15.00 15.20
126 m/z 55.10 49_.42%
‘ ‘ 81 9 ‘ 154 184 222238 264281
Obrrrrrrer el Ml b sy 208, 222238 L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
R R EEERE R E e
14.60 14.80 15.00 15.20
5000 m/z 69.10 30.66%
43
oL 27 86 114 147 170 195212 238255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55487: Dodecanamide A EEEamE B
59 14.60 14.80 15.00 15.20
m/z 41.10 29.56%
5000
28
86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14. 80 15. 00 15. 20

8270-BF030316.M Mon Mar 14 09:52:05 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 Squalene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.95 2.22 ng 83181 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 87
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 78
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
4 Farnesol isomer a 222 C15H260 1000108-92-4 56
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 56
Abundance Scan 1108 (14.951 min): BF085409.D (-1106) (-) m/z 69.10 100.00%
69
41
95 NI AR DAL BN I
137 14.60 14.80 15.00 15.20
ol .|~,'--.' laag g 13100 226 22 h77 81.10  54.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 AL SR B S B
14.60 14.80 15.00 15.20
41 o 137 m/z 41.10 22 .44%
oLl L L7 | (168 191 247 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14.80 15.00 15.20
5000 m/z 95.10 15.42%
41
% 121 149
0 175 203 231 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R e EEaE L
69 14.60 14.80 15.00 15.20
m/z 68.10 12 .45%
5000
41
95 137
0 ‘ L J luws  Ses st sesiiuii
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF030316.M Mon Mar 14 09:52:06 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

Misc :

ALS Vial : 35 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 12 Triacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.04 3.08 ng 115223 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 Nonacosane 408 C29H60 000630-03-5 86

Abundance Scan 1203 (16.037 min): BF085409.D (-1200) (-) m/z 57.10 100.00%

7

5000

34155 182 222 249271

L

15. 80 16. 00 16 20 16. 40

0! m/z 71.10 74.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 LA L L L L L L L L L
15. 80 16. OO 16 20 16. 40
m/z 85.10 55.46%
29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
A L e e AL A B e e o s o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R N A EEEERE e
15.80 16.00 16.20 16.40
5000 85 m/z 43.10 49.08%
113 941
o2 169 197 225 253 281 309 337 365 393 422
T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl- T
57 15. 80 16. OO 16 20 16. 40
m/z 55.10 21.79%
5000 85
29 113 210
0 ‘ ‘_ |04 169 77 239 266 309
L L e e e e e e AL L o e o N EEEERE e
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16 20 16. 40

8270-BF030316.M Mon Mar 14 09:52:07 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 13 unknownl6.28 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.28 2.55 ng 95322 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 35
2 Alpha,alpha,alpha-trifluoro-4-n... 207 C7H4F3N0O3 000713-65-5 25
3 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 15
4 1H-Imidazole-4-methanol, 5-methyl- 112 C5H8N20 029636-87-1 15
5 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 15
Abundance Scan 1224 (16.277 min): BF085409.D (-1222) (-) m/z 191.15 100.00%
191
95

5000

16.00 16.20 16.40 16.60

0 m/z 95.10 75.62%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #145075: Anthracene, 9-dodecyltetradecahydro-
95 191
43
5000 67 LA L L L L L LB L
16. OO 16 20 16 40 16 60
135 m/z 81.10 74.18%
Ol 2 26| | 208 2 om0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
95
B mmma B
69 207 16.00 16.20 16.40 16.60
5000 m/z 69.10 63.41%
177
50
122 149
0 33
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #33347: trans,trans-1,8-Dimethylspiro[4.5]decane Al Emma s R S
95 16.00 16.20 16.40 16.60
m/z 55.10 50.60%
68
5000
123 166
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16. OO 16 20 16 40 16 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 14 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.54 3.71 ng 138886 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1247 (16.540 min): BF085409.D (-1244) (-) m/z 57.10 100.00%
57
85
5000
LU BN SRR B
141 169 210 245 279 16.20 16.40 16.60 16.80
ol lll‘l 1802l0, S A m/z 71.10 77.30%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 AL BN SRR DU B
16.20 16.40 16.60 16.80
29 m/z 85.10 58.94%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 16.20 16.40 16.60 16.80
5000 m/z 43.10 48 _.41%
29 113
o 141 169 197 225 253 296 \AVW/\MN/\W/\AFWwa
m/z--> 50 100 150 200 250 300 350 '
Abundance #107655: Eicosane e ma
57 16.20 16.40 16.60 16.80
m/z 99.05 18.97%
85
5000
113
m/z--> 50 100 150 260 250 300 350 ' 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 15 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.13 3.53 ng 132207 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetratriacontane 479 C34H70 014167-59-0 83
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 1299 (17.134 min): BF085409.D (-1295) (-) m/z 57.10 100.00%

57

277 16.80 17.00 17.20 17.40

141 147183 201 223239

0! m/z 71.10 77 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 LA L L L L L L L |
4 85 16.80 17.00 17.20 17.40
m/z 85.10 53.59%
0 ‘ h\ - 113 ) 141 169 282
.upnqu.qunpn.vnwnuluupn..”.””..u.”.”.q””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R EEEEE
85 16.80 17.00 17.20 17.40
5000 41 m/z 43.10 50.06%
113 140 168
0 183 211 238 267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane Rl B e
57 16.80 17.00 17.20 17.40
m/z 55.10 20.59%
85
5000
4
113
0 ‘ Ll [ 14 169 197 225 253268 296
”q.”q”.qunlunp.”P”.P”q.”q”..””..u.”..”q.”.. R R EEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085409.D

Acq On : 12 Mar 2016 9:53

Operator : UM/SJ

Sample : H1730-10

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 6.4 ng 295662 1 6.94 918851 20.0
unknown6.71 6.71 103.6 ng 4758510 1 6.94 918851 20.0
Heptadecane 10.41 3.2 ng 177737 3 9.98 1117040 20.0
Heneicosane 10.88 7.2 ng 230587 4 11.46 642998 20.0
Anthracene, 2-met... 11.99 5.5 ng 177043 4 11.46 642998 20.0
unknownl12.78 12.78 2.4 ng 78144 4 11.46 642998 20.0
Heptafluorobutano... 13.95 3.5 ng 163977 5 14.11 946510 20.0
9-Octadecenamide, ... 14.86 4.8 ng 180914 6 15.57 748417 20.0
Squalene 14.95 2.2 ng 83181 6 15.57 748417 20.0
Triacontane 16.04 3.1 ng 115223 6 15.57 748417 20.0
unknownl16.28 16.28 2.5 ng 95322 6 15.57 748417 20.0
Octacosane 16.54 3.7 ng 138886 6 15.57 748417 20.0
Eicosane 17.13 3.5 ng 132207 6 15.57 748417 20.0

8270-BF030316.M Mon Mar 14 09:52:09 2016 Page: 17



