LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF080717\

Data File : BF097446.D

Aca On : 7 Aug 2017 23:13 Instrument :

Operator : SJ/JU ?:'l\:gﬁ't:Sam ol

3§mple - 14639-04 5X el
isc _

ALS Vial : 22 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-BF072517.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 5.004 544 547 568 rBV 264868 449807 8.54% 1.345%
2 6.087 728 731 745 rBV 317140 483711 9.18% 1.447%
3 6.187 745 748 757 rVB 493205 512195 9.72% 1.532%
4 6.410 783 786 795 rBV 601429 532160 10.10% 1.592%
5 6.563 809 812 820 rBV 322316 338424 6.42% 1.012%
6 6.981 881 883 890 rBV 236473 262780 4 _.99% 0.786%
7 7.692 1001 1004 1012 rBV 848476 769513 14.60% 2.302%
8 8.310 1104 1109 1114 rBV 190668 178965 3.40% 0.535%
9 8.516 1139 1144 1147 rBV3 59222 73848 1.40% 0.221%
10 8.734 1179 1181 1184 rVvVv2 80805 66301 1.26% 0.198%

11 8.769 1184 1187 1196 rVB 568601 489636 9.29% 1.464%
12 8.869 1200 1204 1207 rBV 265664 244871 4._.65% 0.732%
13 9.128 1244 1248 1249 rBV2 45839 56059 1.06% 0.168%
14 9.175 1253 1256 1257 rBV 105813 97348 1.85% 0.291%
15 9.398 1290 1294 1297 rBV 411625 345017 6.55% 1.032%

16 9.434 1297 1300 1305 rVvv2 760904 686774 13.03% 2.054%
17 9.628 1327 1333 1335 rBV2 64107 104288 1.98% 0.312%

18 9.651 1335 1337 1341 rVVv3 68318 78813 1.50% 0.236%
19 9.716 1345 1348 1351 rVV 119025 110526 2.10% 0.331%
20 9.751 1351 1354 1361 rVv4 62097 93376 1.77% 0.279%

21 9.892 1375 1378 1381 rVB 442250 340477 6.46% 1.018%
22 10.110 1410 1415 1418 rBV 147865 186802 3.55% 0.559%
23 10.192 1426 1429 1432 rBV 60501 56764 1.08% 0.170%
24 10.228 1432 1435 1439 rVV3 225685 235550 4._47% 0.704%
25 10.363 1455 1458 1464 rBV 422282 456157 8.66% 1.364%

26 10.557 1487 1491 1494 rBV2 60654 74610 1.42% 0.223%
27 10.680 1509 1512 1516 rVB3 47548 53772 1.02% 0.161%
28 10.804 1530 1533 1536 rBvV 331900 308809 5.86% 0.924%
29 10.839 1536 1539 1544 rVB 116669 131192 2.49% 0.392%
30 10.910 1547 1551 1554 rBV 616794 524655 9.96% 1.569%

31 10.992 1561 1565 1568 rBvV4 45535 68518 1.30% 0.205%
32 11.233 1602 1606 1608 rBV 281768 262641 4.98% 0.786%
33 11.333 1619 1623 1626 rBV 2824368 2626727 49.85% 7.856%
34 11.480 1643 1648 1653 rBV 754880 799735 15.18% 2.392%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF080717\

Data File : BF097446.D

Aca On : 7 Aug 2017 23:13 Instrument :

Operator : SJ/JU ?:'l\:gﬁ't:Sam ol

3§mple - 14639-04 5X el
isc _

ALS Vial : 22 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.522 1653 1655 1666 rVB5 62308 129691 2.46% 0.388%

36 11.633 1671 1674 1682 rVB 232949 286960 5.45% 0.858%
37 12.016 1734 1739 1741 rBV 3619789 5011780 95.12% 14.990%
38 12.045 1741 1744 1749 rVV 4316213 5269068 100.00% 15.759%
39 12.122 1753 1757 1760 rBV2 1800403 1642896 31.18% 4.914%
40 12.192 1760 1769 1778 rBV2 1812166 3686784 69.97% 11.027%

41 12.263 1778 1781 1785 rVB 215681 206446 3.92% 0.617%
42 12.351 1791 1796 1800 rVB2 319651 403694 7.66% 1.207%
43 12.392 1800 1803 1808 rBV 139569 127971 2.43% 0.383%
44 12.492 1817 1820 1823 rVB 426559 349181 6.63% 1.044%
45 12.557 1828 1831 1833 rBV2 70857 77382 1.47% 0.231%

46 12.604 1835 1839 1843 rVV3 87053 139535 2.65% 0.417%
47 12.669 1847 1850 1852 rVV2 198957 191171 3.63% 0.572%
48 12.698 1852 1855 1860 rVvVv3 189524 325502 6.18% 0.974%
49 12.757 1860 1865 1868 rVV3 128494 201302 3.82% 0.602%
50 12.839 1876 1879 1882 rVB 222828 192647 3.66% 0.576%

51 12.945 1894 1897 1900 rBV 115496 116460 2.21% 0.348%
52 12.998 1903 1906 1909 rVV2 124033 143229 2.72% 0.428%
53 13.027 1909 1911 1918 rVB2 69082 74739 1.42% 0.224%
54 13.086 1918 1921 1925 rVB 71794 75597 1.43% 0.226%
55 13.263 1947 1951 1954 rVB2 236645 294202 5.58% 0.880%

56 13.504 1989 1992 1994 rBV 179418 164640 3.12% 0.492%
57 13.533 1994 1997 2000 rVvVv 570644 590871 11.21% 1.767%

58 13.563 2000 2002 2005 rVB 64756 57766 1.10% 0.173%
59 13.886 2053 2057 2059 rBV 66945 95340 1.81% 0.285%
60 14.033 2078 2082 2085 rBV2 111892 156058 2.96% 0.467%
61 14.121 2095 2097 2103 rVB3 82734 84542 1.60% 0.253%
62 14.327 2129 2132 2136 rBV 87912 95145 1.81% 0.285%

63 14.421 2144 2148 2154 rBV 235789 290477 5.51% 0.869%
64 14.874 2222 2225 2229 rBV 281221 288171 5.47% 0.862%
65 15.257 2288 2290 2301 rVB2 114933 242946 4.61% 0.727%

66 16.110 2430 2435 2441 rBV3 66924 144493 2.74% 0.432%
67 17.286 2628 2635 2636 rBV6 49170 102447 1.94% 0.306%
68 17.686 2699 2703 2708 rBV7 32954 75123 1.43% 0.225%

Sum of corrected areas: 33435077
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097446.D
4000000
3000000
2000000
1000000
6.19 6.41
5.00 Tj, A656 6.98
U S || S G G SGRE——
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097446.D
12.05
4000000
1202
3000000 11.33
2000000 12249

1000000

Ofer——p :

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF097446.D

4000000

3000000

2000000

1000000

14,42 14.87
21714.3 15.26
13.§é|1931 16.11 17.29 1769
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\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.19 Concentration Rank 8

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

6.19 19.25 ng 512195 1,4-Dichlorobenzene-d4 6.41
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.193 min): BF097446.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 540 || 4o %O S50 6bo 600 640 680
0 . B E e m/z 68.10 36.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 NS RAREE AR LR L
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.24%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
580 6.00 6.20 6.40 6.60
5000 67.0 m/z 66.00 23.66%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 14.07%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R N EaRamas e
m/z--> 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 3 Hexadecane Concentration Rank 19

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

8.87 7.13 ng 244871 Acenaphthene-d10 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64

Abundance Scan 1204 (8.869 min): BF097446.D (-1200) (-) m/z 57.05 100.00%
57.0
5000
85.0 r NN I AV Vi~
39 8.60 8.80 9.00 9.20
ol o 1321301 1541 17911982 | nzz 43.10  79.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 R R R R R

850 8.60 8.80 9.00 9.20
290‘ : m/z 71.05 41.91%
-

“ L/ 1130 1410 169.0 1970 226.0

o e N L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
AR a4 B A St
8.60 8.80 9.00 9.20
5000 m/z 41.05 34.66%
85.0
39.0 113.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane N mm e e e e
57.0 8.60 8.80 9.00 9.20
m/z 85.05 24 .95%
5000
29.0 85.0
o “ i ) . 1130 141.0 1840
,,,,,,, L BRI RS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 900 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Pentadecane Concentration Rank 18

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

9.89 9.92 ng 340477 Acenaphthene-d10 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Pentadecane 212 C15H32 000629-62-9 90
3 Eicosane 282 C20H42 000112-95-8 83
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 81
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 1378 (9.892 min): BF097446.D (-1375) (-) m/z 57.10 100.00%
57.1
5000
85.1
R e e Y
9.60 9.80 10.00 10.20
113.2
o...,....-,:..',.."..,:...'1,....,...1?,1..1..1.6.9..3...2]??.1.?2]‘?.2],....,....,... m/z 43.10 71.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57.0
5000 RS AR AN RN R
85.0 9.60 9.80 10001020
29.0 ’ m/z 71.10 46 .03%
o | L e 130 1410 1690 1970 2260
m/z--> 25 45 eb ab 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
51.0 U/W\/\J
"'9.60 9.80 10.00 1020
0
5000 85.0 m/z 41.10 30.71%
29.0

113.0 141.0 169.0 212.0

-
3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane A A EEREEEEEE S
57.0 9.60 9.80 10.00 10.20

m/z 85.10 30.31%

5000

[e0]

a1

o
g
'

290‘

h | | 1130 1410 169.0 197.0 225.0 2530 282.0

o.”“”.“”.“”.m”.“”.“”..”..”..”..”..”..”..”w”. e ] e,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9
R.T. EstConc Area Relative to ISTD R.T.
10.36 17.39 ng 456157 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1458 (10.363 min): BF097446.D (-1455) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 10.00 10.20 10.40 10.60
0 ,....,....,.."..,:‘...-",....,...1.41..2..1‘??.?,..1.97,?... L2402 | Tm/z 43.10  71.27%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane
57.0
5000 UNAUVARAR BARARIAARE R
85.0 10,00 10.20 10.40 10.60
29.0 m/z 71.10 47 .12%
miz-> 20 40 éo éo 100 150 150 160 180 200 220 240 2éo 280
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 41.05 30.68%

85.0
113.0 141.0 183.0 211.0 240.0

mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane B B
57.0 10.00 10.20 10.40 10.60
m/z 85.10 30.45%
5000
85.0
o MHH‘“@1MOm%1wonmzmo%m
“.“,”.w.”.“.”,”.w.”.“.” A R LA
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Nonane, 5-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.80 11.77 ng 308809 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 1532 (10.798 min): BF097446.D (-1530) (-) m/z 57.10 100.00%
51.1
5000
113.0 10.40 10.60 10.80 11.00 11.20
. 1402 1691 1960 m/z 43.10 80.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48837: Nonane, 5-butyl-
430 710
5000 126.0 N AR SRR
10,40 10.60 10.80 11.00 11.20
m/z 71.05 47 _.07%
0 ‘ \‘ i iin 97 0 ‘ 155.0 184 0
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220
Abundance
57.0 J
10.40 1060 10,80 11.00 11.20
5000 m/z 41.10 35.53%
85.0
29.0
0 113.0 141 0 169.0 197.0 226.0 J
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane L e o
57.0 10.40 10.60 10.80 11.00 11.20
m/z 85.10 33.51%
5000
85.0
29.0
0 | ‘\ H L, I 1130 . 141 0 1840
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 10,40 10.60 10.80 11.00 11.20

8270-BF072517.M Wed Aug 09 11:16:39 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.23 10.01 ng 262641 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 1605 (11.227 min): BF097446.D (-1602) (-) m/z 57.05 100.00%

57.0

5000

11.00 11.20 11.40 11.60
m/z 43.05 72.41%

o 131 1411 169.0 195.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0

5000
85.0 11.00 11.20 11.40 11.60

m/z 71.05 49_57%

| | (1130 1410 169.0 197.0 2250 2530 282.0

0.“.”,”.w.”.“.”,nﬁwn”.“.”,”...”..”...” S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
e LR S
29.0 11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 31.95%
182.0
0 113.0 141.0 211.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane ARSI S s e
57.0 11.00 11.20 11.40 11.60
m/z 41.05 29.27%
5000
85.0
29.0
o || ] 1130 1410 1600 197.0 226.0
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _'_'_'_l—l_'_'_'_'—r'—'_'_'—l_'_'_'_'—l_'_'_f
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.33 100.13 ng 2626730 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
Abundance Scan 1622 (11.327 min): BF097446.D (-1619) (-) m/z 73.95 100.00%
74.0
5000 43.1
11,00 11.20 11.40 11.60
o} m/z 87.05 69.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119406: Hexadecanoic acid, methyl ester
74.0
43.0
5000 L UM UL UL R
11.00 11.20 11.40 11.60
143.0 m/z 43.10 47.39%
o250 L Ll TP a0 | 170 1m0 2270 2709
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240 260
Abundance
74.0
11.00 11.20 11.40 11.60
5000 43.0 m/z 55.10 35.06%
. 97.0 1180 30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74.0 11.00 11.20 11.40 11.60
m/z 41.10 32.83%
5000
43.0
0 | 10001550'0 1710 1990, 2420 _J\JL\_
mz-> 20 g o 'e'o" "B 100 13 150 1 150 3% o 3% 2% 11.00 11.20 11.40 11.60

8270-BF072517.M Wed Aug 09 11:16:40 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.48 30.49 ng 799735 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62
Abundance Scan 1648 (11.480 min): BF097446.D (-1643) (-) m/z 43.05 100.00%
43.0
73.0
5000
129.1
9.1 157.1 213.2
1 1851 256.2 11.20 11.40 11.60 11.80
Ol it m/z 60.00 82.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0 T T
nmnmnmnm
m/z 73.00 77 .35%
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
111,20 11.40 11.60 11.80
5000 129.0 m/z 57.05 77.07%
83.0
157.0 1g50 2130 256.0
o 40,0 110.0 '
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84452: Tetradecanoic acid B e AEBARE
73.0 11.20 11.40 11.60 11.80
43.0 m/z 41.05 67 .86%
5000 129.0
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80

8270-BF072517.M Wed Aug 09 11:16:41 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.63 10.94 ng 286960 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 Cl16H34 000544-76-3 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1673 (11.627 min): BF097446.D (-1671) (-) m/z 57.10 100.00%
57.1
5000
99.1 11.40 11.60 11.80 12.00
241.2
ol -.\ Ao b 28t 16801950 e | m/z 43.10  68.80%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000
11.40 11.60 11.80 12.00
m/z 71.10 43.73%
o Zﬂow | | MQ%O‘ 1410 1830 2250 2820
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
11140 1160 11.80 12,00
5000 m/z 85.10 33.33%
27.0 90 1410 183 0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane I Ba mmaEE et
57.0 11.40 11.60 11.80 12.00
m/z 41.10 27.52%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 50 100 15 200 250 300 350 11.40 11.60 11.80 12.00

8270-BF072517.M Wed Aug 09 11:16:41 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 11 Methyl 9-cis,ll-trans-octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.02 191.05 ng 5011780 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
3 Methvl 10-trans.l1l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1740 (12.022 min): BF097446.D (-1734) (-) m/z 67.05 100.00%

61.0
5000 '

123.1

150.1 11.80 12.00 12.20 12.40
178.2 220.2 263.3 294.3

0 m/z 81.05 82.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67.0
5000 ’

11.80 12.00 12.20 12.40
294.0 m/z 55.05 79.20%

123.0 150.0

178.0 220.0 262.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

67.0
95.0
11.80 12.00 12.20 12.40
5000 41.0 m/z 41.05 63.57%
123.0 1500 1760 263.0 294.0

0‘15.0 . 220.0

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

Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
. 11.80 12.00 12.20 12.40

m/z 95.10 55.74%

5000
294.0

1230 150.0 1780 500  263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40

8270-BF072517.M Wed Aug 09 11:16:41 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 12 16-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.05 200.86 ng 5269070 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 96
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 95
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 94
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 93
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 91

Abundance Scan 1745 (12.051 min): BF097446.D (-1741) (-) m/z 74.10 100.00%

5000

04
m/z-->

74.1

97.1

43.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

11.80 12.00 12.20 12.40

Abundance

5000

04
m/z-->

#141288: 16-Octadecenoic acid, methyl ester

29.0 264.0
"~ 1380  180.0  222.0

296.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 55.10 98 .86%

11.80 12.00 12.20 12.40

Abundance

5000

04
m/z-->

55.0

83.0
29.0 264.0
111.0
138.0  180.0 2220 296.0

mmmmmwmmmm
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 69.10 83.22%

11.80 12.00 12.20 12.40

Abundance

5000

#141302: 9-Octadecenoic acid (2)-, methy! ester

180.0 222.0 264.0 296.0

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 97.10 79 .50%

11.80 12.00 12.20 12.40

m/z 83.10 79.41%

11.80 12.00 12.20 12.40

8270-BF072517 .M Wed Aug 09 11:16:42 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.12 62.63 ng 1642900 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 93
3 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 90
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 87
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 87
Abundance Scan 1757 (12.122 min): BF097446.D (-1753) (-) m/z 73.95 100.00%
74.0
5000 43.0
‘ )] 1 2021 ), ) 2553 11:80 12.00 12.20 12,40
et el b ke b L, L2272 TP 2983 e 05 71 7T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 11:80 12.00 12.20 12.40
143.0 -
43.0 1990 2520 m/z 43.05 49.05%
97.0
o?ﬁpn.w.”.,”.,..”,”..P..w.“.{?%P.”....?%19.....”.P.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
11.80 12.00 12.20 12.40
5000 m/z 55.10 34.09%
430 143.0
Jis.0 101.0 1710 2130 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74.0 11.80 12.00 12.20 12.40
m/z 41.05 31.01%
5000
143.0 255.0
97.0 199.0 298.0
ohregrreyrrd it bbbt 260 | 2270, L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40

8270-BF072517 .M Wed Aug 09 11:16:42 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 cis-9-Hexadecenoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.19 140.54 ng 3686780 Phenanthrene-d10 10.91

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 91
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
3 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 91
4 Palmitoleic acid 254 C16H3002 000373-49-9 87
5 9-octadecanoic acid, 2,2,3,3,4,4... 464 C22H35F702 1000376-61-4 87

Abundance Scan 1769 (12.192 min): BF097446.D (-1760) (-) m/z 55.10 100.00%

5000

111 11.80 12.00 12.20 12.40 12.60

m/z 41.10 68 .38%

o 137.1 165.1 193.2 220.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105678: cis-9-Hexadecenoic acid

5000
11.80 12.00 12.20 12.40 12.60
29.0 111.0 m/z 69.10 51.43%
. 165.0 194.0 236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
11.80 12.00 12.20 12.40 12.60
5000 83.0 m/z 43.10 49.22%
29.0 111.0

. 137.0 165.0 193.0 2220 2640

wﬁmmﬂrmmwmﬁrwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129347: cis-13-Octadecenoic acid

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.80 12.00 12.20 12.40 12.60
m/z 83.05 40.49%

5000

111.0

137.0 1650 1930 2220 2040

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40 12.60

8270-BF072517 .M Wed Aug 09 11:16:43 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.70 11.02 ng 325502 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 97
2 Cvclohexene. 5-methvl-3-(l-methv... 136 C10H16 056816-08-1 72
3 Bicvclol4.1.01heptane. 7-methvlene- 108 C8H12 054211-14-2 68
4 6-Butvl-1.4-cvcloheptadiene 150 C11H18 022735-58-6 64
5 Bicyclo[3.3.1]non-2-en-9-0one 136 C9H120 004844-11-5 64

Abundance Scan 1855 (12.698 min): BF097446.D (-1852) (-) m/z 79.05 100.00%

.0

5000

292.2
135.1 12.40 12,60 12.80 13.00
163.2185.15497.1 239.1261.2 : : : :
m/z 93.10 89.98%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate

292.0

12.I40 12.I60 12.I80 13.IOO
m/z 91.05 74.73%

5000

189.0 221.0 261.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
930 136.0
R B
12.40 12.60 12.80 13.00
5000 m/z 80.05 55.82%
41.0
67.0
o 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5505: Bicyclo[4.1.0]heptane, 7-methylene- R B o
3.0 12.40 12.60 12.80 13.00
m/z 41.10 53.51%
5000
410 670
0”.“”wtnwﬂ.w”y,dnp.”“”.“”w.”w”.w””,””“.”“”., S St dsshses
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF072517 .M Wed Aug 09 11:16:44 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 16 unknownl3.26

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.26 9.96 ng 294202 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Butvl-1-iodo-bicvclol2.2_.11hep... 278 C11H191
2 Bicvclol2.2.1Theptane. 2-(2-meth... 150 C11H18

1000190-59-7 45
061142-27-6 35

3 Dicvclopentadiene diepoxide 164 C10H1202 000081-21-0 30
4 2(5H)-Furanone. 4-methvl-5.5-bis... 206 C13H1802 099202-98-9 30
5 Cis-3-ethyl-endo-tricyclo[5.2.1.... 164 C12H20 1000215-29-1 15
Abundance Scan 1951 (13.263 min): BF097446.D (-1947) (-) m/z 81.05 100.00%
R S REEmE s
13.00 13.20 13.40 13.60
0 m/z 95.10 89.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125317: 2-Butyl-1-iodo-bicyclo[2.2.1]heptane
5000 LIS L L L LB L B
13.00 13.20 13.40 13.60
m/z 151.10 83.46%
0 193.0 2020
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95.0
L B R R A e S
13.00 13.20 13.40 13.60
5000 m/z 55.00 57.55%
67.0
41.0 135.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33323: Dicyclopentadiene diepoxide L T e
81.0 13.00 13.20 13.40 13.60
m/z 67.00 47 .72%
5000
53.0
107.0
133.0 1640
o R S REEmE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60

8270-BF072517 .M Wed Aug 09 11:16:44 2017

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 17 N,N-Dimethyloctylamine Concentration Rank 7

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

14.42 20.16 ng 290477 Perylene-di12 14.87

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 64
2 3-(Dimethvlamino)proopvl isothioc... 144 C6H12N2S 027421-70-1 64
3 N.N-Dimethvl-2-butoxvethvlamine 145 C8H19NO 071126-58-4 64
4 n-Octyl trimethvl ammonium bromide 251 C11H26BrN 002083-68-3 64
5 Acetone, 1-[4-(dimethylaminoetho... 221 C13H19NO2 086608-11-9 64

Abundance Scan 2148 (14.421 min): BF097446.D (-2144) (-) m/z 58.10 100.00%
58.1
5000
157.2 14.20 14.40 14.60 14.80
Ol gl S211251 50, C 2131 2672 8202 3664 | sz 55.10 0 6.57%
m/z--> 0 50 100 150 200 250 300 350
Abundance #29184: N,N-Dimethyloctylamine
58.0
5000 LA L L L L L LB
14.20 14.40 14.60 14.80
m/z 59.05 5.65%
157.0
PR N
m/z--> 0 50 100 150 200 250 300 350
Abundance
58.0
14.20 14.40 14.60 14.80
5000 m/z 43.10 5.17%
101.0
15.0 144.0
o+ T
m/z--> 0 50 100 150 200 250 300 350
Abundance #21453: N,N-Dimethyl-2-butoxyethylamine L L
58.0 14.20 14.40 14.60 14.80
m/z 41.05 5.12%
5000
0 , | 880 1450
et N L N EREEE R
m/z--> 0 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 18 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.26 16.86 ng 242946 Perylene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 86
3 Heneicosane 296 C21H44 000629-94-7 76
4 Heptacosane 380 C27H56 000593-49-7 74
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 72
Abundance Scan 2291 (15.263 min): BF097446.D (-2288) (-) m/z 57.10 100.00%
57.1
5000
111.1 L BRI B DU RO
1411 1971 2312 96913032 3531 392.2 15.00 15.20 15.40 15.60
0 bl m/z 71.10 65.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57.0
5000 L SRS BN B AU
15.00 15.20 15.40 15.60
99.0 m/z 43.10 55.37%
141.0
J 1y ,h‘,h\l LT 1880 2390 28003100
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
' 15.00 15.20 15.40 15.60
5000 m/z 85.10 51.33%
97.0
27.0 127.0 169.0 239.0  291.0
mz-> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane e  RRRaE Bam s
57.0 15.00 15.20 15.40 15.60
m/z 55.00 28.57%
5000
99.0
o 27\0‘ | L i ,\ B 141.0 183.0 225.0 296.0
m/z--> 50 100 1%0 260 250 360 3éo 460 1550 1520 1540 15%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 19 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.11 10.03 ng 144493 Perylene-d12 14 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Nonadecane 268 C19H40 000629-92-5 78
3 Tritetracontane 605 C43H88 007098-21-7 64
4 Sulfurous acid. butyl octadecvl ... 390 C22H4603S 1000309-18-5 64
5 Tetradecane 198 C14H30 000629-59-4 60
Abundance Scan 2435 (16.110 min): BF097446.D (-2430) (-) m/z 57.10 100.00%
57.1
5000
131 1701 2451 3262 3903 15,80 16.00 16.20 16.40
O gl m/z 43.10 64 .40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #153222: Docosane
57.0
5000 LR BRI SULLILN B B
15. 80 16. oo 16. 20 16.40
m/z 71.10 57.07%
o1 1130 2680 2250 100
m/z--> éo 160 150 260 2%0 300 3éo 460 4%0 560 5%0 660
Abundance
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 42 .57%
o 113.0 169 0 268 0
m/z--> éo 160 150 200 250 300 3éo 400 4%0 560 5%0 660
Abundance #241174: Tritetracontane e A RERREEEES
57.0 15.80 16.00 16.20 16.40
m/z 55.10 30.75%
5000
o 1? 169.0 2250 2810 337.0 393.0 463.0 519.0 575.0
m/z--> éo 160 150 200 2%0 300 3éo 400 4%0 560 5%0 660 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097446.D

Aca On : 7 Aug 2017 23:13

Operator : SJ/JU

Sample : 14639-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 20 unknownl7.29 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.29 7.11 ng 102447 Perylene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-methvl- 170 C12H26 001632-70-8 49
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 49
3 Decane. 2-methvl- 156 C11H24 006975-98-0 49
4 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 49
5 Eicosane 282 C20H42 000112-95-8 49
Abundance Scan 2636 (17.292 min): BF097446.D (-2628) (-) m/z 57.10 100.00%
57.1
5000
26712981 338.1 117.00 17.20 17.40 17.60
O il m/z 43.05 73.17%
m/z--> 0 50 100 150 200 250 300 350
Abundance #38325: Undecane, 5-methyl-
43.0
5000 LR IS BRI UL B
85.0 ﬂ%ﬂ%ﬂ%ﬂm
m/z 71.05 49 .02%
0 ‘ \‘ \ H “ 126 0 170 0
m/z--> 6 éo 100 1%0 260 2%0 360 3%0 '
Abundance
57.0
117.00 17.20 17.40 17.60
5000 m/z 55.00 38.99Y%
99.0
oL 260 135.0 175.0205.0 245.0  303.0 343.0 386.0
m/z--> 6 éo 160 1%0 260 2%0 360 3%0 '
Abundance #28431: Decane, 2-methyl- AR EEREE L
43.0 17.00 17.20 17.40 17.60
m/z 41.00 33.50%
5000
85.0
m/z--> 0 50 100 150 mo 250 mo 350 ﬂ%ﬂ%ﬂ%ﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080717\

Data File : BF097446.D

Acq On - 7 Aug 2017 23:13 Instrument :

Operator : SJ/JU gmgigamlem'

agmple : 14639-04 5X SA_06_08031F’7_B
isc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.19 6.19 19.3 ng 512195 1 6.41 532160 20.0
Hexadecane 8.87 7.1 ng 244871 3 9.43 686774 20.0
Pentadecane 9.89 9.9 ng 340477 3 9.43 686774 20.0
Heptadecane 10.36 17.4 ng 456157 4 10.91 524655 20.0
Nonane, 5-butyl- 10.80 11.8 ng 308809 4 10.91 524655 20.0
Eicosane 11.23 10.0 ng 262641 4 10.91 524655 20.0
Hexadecanoic acid... 11.33 100.1 ng 2626730 4 10.91 524655 20.0
Tridecanoic acid 11.48 30.5 ng 799735 4 10.91 524655 20.0
Heneicosane 11.63 10.9 ng 286960 4 10.91 524655 20.0
Methyl 9-cis,11-t... 12.02 191.1 ng 5011780 4 10.91 524655 20.0
16-Octadecenoic a... 12.05 200.9 ng 5269070 4 10.91 524655 20.0
Methyl stearate 12.12 62.6 ng 1642900 4 10.91 524655 20.0
cis-9-Hexadecenoi... 12.19 140.5 ng 3686780 4 10.91 524655 20.0
Methyl 9.cis.,11.... 12.70 11.0 ng 325502 5 13.53 590871 20.0
unknownl3.26 13.26 10.0 ng 294202 5 13.53 590871 20.0
N,N-Dimethyloctyl... 14.42 20.2 ng 290477 6 14.87 288171 20.0
Docosane 15.26 16.9 ng 242946 6 14.87 288171 20.0
Nonadecane 16.11 10.0 ng 144493 6 14.87 288171 20.0
unknownl17.29 17.29 7.1 ng 102447 6 14.87 288171 20.0

8270-BF072517_.M Wed Aug 09 11:16:46 2017 Page: 23



