LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 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-BF031518.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 2.310 33 38 45 rVB 96806 129909 1.74% 0.249%
2 5.210 527 531 541 rVB 117359 165192 2.22% 0.317%
3 5.598 591 597 600 rBVY 2902647 3148622 42.23% 6.046%
4 5.922 648 652 656 rBV 990040 972458 13.04% 1.867%
5 6.593 760 766 769 rBVY 2843277 3201331 42.94% 6.147%
6 6.740 787 791 795 rBVY 3212739 3219214 43.18% 6.181%
7 6.969 827 830 834 rBVY 1031720 897958 12.04% 1.724%
8 7.128 853 857 861 rBY 2768959 2456727 32.95% 4.717%
9 7.534 921 926 929 rBVY 2163926 2038795 27 .35% 3.915%
10 8.251 1045 1048 1052 rBvV 1318149 1201443 16.11% 2.307%

11 9.328 1227 1231 1234 rBV 3758776 3231085 43.34% 6.204%
12 9.581 1271 1274 1278 rBV 182444 143667 1.93% 0.276%
13 9.716 1293 1297 1300 rBV 473598 365702 4.91% 0.702%
14 9.928 1329 1333 1336 rBvV 128521 93620 1.26% 0.180%
15 10.016 1344 1348 1351 rBV 1448075 1310717 17.58% 2.517%

16 10.428 1415 1418 1421 rVB 149797 113271 1.52% 0.217%
17 10.804 1478 1482 1485 rBV 1951252 1787733 23.98% 3.433%
18 10.904 1496 1499 1505 rBV 117908 137701 1.85% 0.264%
19 11.010 1513 1517 1519 rBV 183928 144299 1.94% 0.277%
20 11.504 1597 1601 1605 rBV 1275276 1164515 15.62% 2.236%

21 11.804 1650 1652 1656 rVB 352823 288002 3.86% 0.553%
22 11.886 1662 1666 1669 rBV 4480501 4043071 54.23% 7.763%
23 12.016 1683 1688 1693 rBV 240336 280718 3.77% 0.539%
24 12.286 1731 1734 1737 rBV 100235 81058 1.09% 0.156%
25 12.575 1779 1783 1785 rBV 3635264 4166165 55.88% 7.999%

26 12.604 1785 1788 1794 rVV 5516467 7455599 100.00% 14.315%
27 12.680 1797 1801 1804 rVB 2766148 2256464 30.27% 4 _.333%
28 12.733 1804 1810 1813 rBV3 114449 183000 2.45% 0.351%
29 12.810 1820 1823 1827 rBV 334612 301617 4._.05% 0.579%
30 12.916 1838 1841 1844 rVB3 103265 87775 1.18% 0.169%

31 12.969 1845 1850 1855 rvv4 66385 107231 1.44% 0.206%
32 13.098 1867 1872 1875 rBV 2525031 2335259 31.32% 4._.484%
33 13.327 1906 1911 1917 rVB 374558 455446 6.11% 0.874%
34 13.404 1921 1924 1926 rVV 243574 218695 2.93% 0.420%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.427 1926 1928 1932 rVV2 355272 384743 5.16% 0.739%

36 13.469 1932 1935 1940 rVVv 360813 435552 5.84% 0.836%
37 13.516 1940 1943 1948 rVV2 234412 367752 4._.93% 0.706%
38 13.569 1950 1952 1955 rVvv2 178588 217728 2.92% 0.418%
39 13.610 1955 1959 1963 rVB3 171662 261265 3.50% 0.502%
40 13.833 1993 1997 2001 rBV2 271122 370197 4.97% 0.711%

41 13.974 2019 2021 2025 rVB 173104 135938 1.82% 0.261%
42 14.074 2035 2038 2043 rVB 160556 131993 1.77% 0.253%

43 14.157 2049 2052 2056 rBVY 879312 829183 11.12% 1.592%
44 15.698 2310 2314 2320 rVB 574452 763514 10.24% 1.466%

Sum of corrected areas: 52081924
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF032018\
BF103806.D

20 Mar 2018 17:05

Ju/sJ

J1983-01

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

5.21 3.68 ng 165192 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 531 (5.210 min): BF103806.D (-527) (-) m/z 43.00 100.00%
a3
59
5000
i 4bo 500 500 840 .0
83 : : : : :
o...,....,....,..3.6.-,':...,“?3.':.,....,....,.-...,...:,|....,. m/z 59.00 53.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S AN SRR SRR
4.80 5.00 520 5.40 5.60
m/z 101.00 20.90%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 16.94%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- T R B e e
59 480 5.00 520 5.40 5.60
31 m/z 41.10 8.69%
5000 41
73
0 1\5 ‘ | 147 53\‘ , 87 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2 Ethanol, 2-butoxy- Concentration Rank 7

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

5.92 21.66 ng 972458 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 53
3 Propane. 1-(chloromethoxv)-2-met... 122 C5H11CIO 034180-11-5 35
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 33
5 n-Butyl ether 130 C8H180 000142-96-1 25

Abundance Scan 652 (5.922 min): BF103806.D (-648) (-) m/z 57.10 100.00%
57
5000 45
s 560 580 600 620
Ob bt et el o 8 Tm/z 45.00  38.78%
m/z--> 10 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000 45 560 580 600 620
29 87 m/z 41.10 33.22%
18 s, e ™ 100 ug
G s R R RS RS AR RS RARRN RN SRR BERR R
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
57
45 AR SRS RS RN
560 5.80 6.00 6.20
5000 m/z 87.10 20.61%
29 75
87
o 18 39 63 100
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9771: Propane, 1-(chloromethoxy)-2-methyl- R R R
57 560 5.80 6.00 6.20
m/z 56.10 8.35%
87
5000
41
2\9 \‘ I il 73 81 I
G s R R RS S AR RS AR RARAS SRR BERRN SRR AR SRS RS RN
m/z--> 10 40 50 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.74 Concentration Rank 2

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

6.74 71.70 ng 3219210 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 791 (6.740 min): BF103806.D (-787) (-) m/z 131.95 100.00%
5000 68
40 | 6 6.40 6.60 6.80 7.00
54 75 104 : . . .
o..,....,....,....,".'..7.,::..??...'....,..?‘.7,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.05 40.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LSRN SRS A SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.40%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.40%
41 97
53 117
79
ol 34 60 89 | 105 124
wmmwﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole EEmma e R

132 6.40 6.60 6.80 7.00
m/z 69.10 15.82%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 9-Hexadecenoic acid, methyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.80 4.95 ng 288002 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 91
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 83
3 Cvclopentadecanone. 2-hvdroxy- 240 C15H2802 004727-18-8 53
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 53
5 Palmitoleic acid 254 C16H3002 000373-49-9 49
Abundance Scan 1651 (11.798 min): BF103806.D (-1650) (-) m/z 55.00 100.00%

69
5000

H

110
123 138152 167 179 195,07 237 11.40 11.60 11.80 12.00 12.20
o m/z 69.05 66.58%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
41 55
74
5000 87
11.40 11.60 11.80 12.00 12.20
m/z 74.00 61.02%
L
Ouui‘h.‘ H‘H \ o H ‘H\ ‘h\l Um \‘ 165]"79”'“| N ...M ””|2|§§|
m/z--> 40 80 100 120 140 160 180 200 220 240 260
Abundance
41 55
74 e
11.40 11.60 11.80 12.00 12.20
5000 87 m/z 41.00 52.91%
10
123
. 187 152165 179 194207219 236 268
T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94142: Cyclopentadecanone, 2-hydroxy-
41 55 11.40 11.60 11.80 12.00 12.20
69 m/z 43.00 43.73%
83
5000 97
10 124
138
oL | 152165 180 194507 222 240
R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 69.44 ng 4043070 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 92
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
Abundance Scan 1667 (11.892 min): BF103806.D (-1662) (-) m/z 74.00 100.00%
2
87
5000
43
T 129 | 221 11,60 11.80 12,00 12.20
101115 171185199 241 5c¢ 270 - - - -
0 ,....,|....|',.~.~'..,':!..','....,..'..,|...1?,7....,....,..2.1?.l...,..'%“??...., m/z 87.00 76.38%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L UL SRR SRR SR
43 11.60 11.80 12.00 12.20
7 143 m/z 43.05 27 .09%
o ‘ TM Ll 0 101115129 157171185199213227241 270
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 24'10 260
Abundance
74
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.05 22.61%
29 | o7 143
ok, 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74 11.60 11.80 12.00 12.20

m/z 41.05 19.87%

87
s000| 43
! 143 155
|| ] .| 10111512977 157171185199 228
S| R S W o Y - A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.02 4.82 ng 280718 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tetradecane 198 C14H30 000629-59-4 53
Abundance Scan 1689 (12.022 min): BF103806.D (-1683) (-) m/z 73.00 100.00%
60 73
43
5000 129
97 213
L - 11.80 12.00 12.20 12.40
(o} m/z 60.00 83.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
A
5000 129 L BN BN BULILE B
nmnmnmnm
m/z 43.00 74 .06%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11.80 12.00 12.20 12.40
5000 29 m/z 57.10 65.96%
129
87 115 171 214
o 101 143157 | 1854
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.80 12.00 12.20 12.40
m/z 55.00 61.16%
5000 129
29
199
L#“ 143157171185 242
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.57 71.55 ng 4166170 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 98

Abundance Scan 1782 (12.569 min): BF103806.D (-1779) (-) m/z 67.00 100.00%

67
5000 41

12. 20 12. 40 12 60 12. 80

178 220 263 204
o L L 327 m/z 81.05 84.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
5000 |||||||||||||||||||
12.20 12.40 12.60 12.80
m/z 55.05 61.56%
0 ‘ Il 13 149 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
67
41
95 12.20 12.40 12.60 12.80
5000 m/z 95.10 56.77%
294
123

150 263
0 178195 220237

.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T AT
12.20 12.40 12.60 12.80

m/z 41.10 49_05%

5000

263 294

178196 220237
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80

8270-BF031518.M Wed Mar 21 13:35:21 2018 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 11-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.60 128.05 ng 7455600 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 94
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 94
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 94
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 94
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 94
Abundance Scan 1787 (12.598 min): BF103806.D (-1785) (-) m/z 55.10 100.00%
74
5000
3 12.20 12.40 12.60 12.80 13.00
o A s 296 32 “n/z 69.10 75.36%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141290: 11-Octadecenoic acid, methyl ester
5000
12.20 12.40 12.60 12.80 13.00
m/z 74.00 69.90%
296
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
12.20 12.40 12.60 12.80 13.00
5000 74 m/z 41.10 64.42%
97
29 264
123 143 153180 199 222 5yq 296
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141284: 12-Octadecenoic acid, methyl ester
12.20 12.40 12.60 12.80 13.00
m/z 83.10 63.96%
5000
296
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80 13.00

8270-BF031518.M Wed Mar 21 13:35:21 2018 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.68 38.75 ng 2256460 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1801 (12.680 min): BF103806.D (-1797) (-) m/z 74.00 100.00%
!
5000
T 199 255 12.40 12.60 12.80 13.00
298 : : :
o Clutgits Lo T ear ), 28 88 sy g7.00  76.370%
m/z--> 50 100 150 200 250 300
Abundance #143131: Methyl stearate
74
5000 LI UL UL UL SR
143 - 298 1240 12.60 12.80 13.00
‘ 199 ‘ m/z 43.10 31.62%
OIIII“IM\I ““H‘ ‘\ 1715‘ ; ‘|1|71|‘|‘|‘|22|7|‘ ‘:“:::‘l::::l
m/z--> 50 150 200 250 300
Abundance
74
12.40 12.60 12.80 13.00
5000 m/z 55.05 24 .34%
43
. 15 101 125143 171 199 242
m/z--> " s0 100 150 200 280 300
Abundance #131300: Heptadecanoic acid, methyl ester
74 12.40 12.60 12.80 13.00
m/z 41.05 20.71%
5000
43
143
oL 2 L1 AT s 163185 13 241 2
m/z--> 50 100 150 200 250 300 ' 12.40 12.60 12.80 13.00

8270-BF031518.M Wed Mar 21 13:35:21 2018 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.81 5.18 ng 301617 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76

Abundance Scan 1823 (12.810 min): BF103806.D (-1820) (-) m/z 73.00 100.00%

43 7B
5000

12.40 12.60 12.80 13.00 13.20

0 m/z 43.10 84 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
73
43
129
12.40 12.60 12.80 13.00 13.20
m/z 60.00 83.09%
2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 73
T EEEREE ma s s R
12.40 12.60 12.80 13.00 13.20
5000 129 m/z 57.05 80.69%
o 97 199 242
113 157
0 180 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid T T T
73 12.40 12.60 12.80 13.00 13.20
43 m/z 55.10 64.67%
5000 129
185 228
0 ..”,#”.,”‘.}.”.”.,“..%ﬁglﬁ?...” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00 13.20

8270-BF031518.M Wed Mar 21 13:35:22 2018

Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 cis-13-Eicosenoic acid, met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.33 10.99 ng 455446 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 95
2 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 93
3 cis-10-Nonadecenoic acid. methvl... 310 C20H3802 1000333-64-4 87
4 Cvclopropaneoctanoic acid. 2-oct... 310 C20H3802 010152-62-2 87
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 87
Abundance Scan 1911 (13.327 min): BF103806.D (-1906) (-) m/z 55.05 100.00%
83
5000
e 292 15100 1520 1540 1360
208 250 : : : :
ol oy PAELT221 T0 210 ) 820 30 1 77 69.00  70.44%
m/z--> 50 100 150 200 250 300 350
Abundance #164512: cis-13-Eicosenoic acid, methyl ester
55
83
5000 R AR R SRR SRR
292 13)00 13)20 13!40 13feo '
‘ m s 250 m/z 41.10 60.26%
29
ob— ‘Ju \I‘ IHHI H“th“u \\”‘H\ :\NM\IMH‘I‘\ u\lh :!-‘?IG:I\:B?\I ‘L: %27\" \\lw |‘2|74|. I‘\ |3|2‘4|. —
m/z--> 50 100 150 200 250 300 350
Abundance
55
o 13.00 13.20 13.40 13.60
5000 m/z 83.10 54 _97%
111 292
. 29 137 16615 208227 250 074 224
m/z--> o '50" ' 160" "150" "200" "250" "300" "350
Abundance #153152: cis-10-Nonadecenoic acid, methy! ester R R R
55 13.00 13.20 13.40 13.60
m/z 43.00 54 _.92%
5000
29
Olllllthli}l{ R e
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF031518.M Wed Mar 21 13:35:22 2018 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Eicosanoic acid, methyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.40 5.27 ng 218695 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 96
2 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 96
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 90
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87

Abundance Scan 1923 (13.398 min): BF103806.D (-1921) (-) m/z 74.00 100.00%
7
5000 43
185501222 283 13.00 13.20 13.40 13.60 13.80
o 161, 73087 2472650 | 316 339 m/z 86.95 81.09%
m/z--> 50 100 150 200 250 300 350
Abundance #166219: Eicosanoic acid, methyl ester
74
5000 UNNRUR BURUSN SN BN
13.00 13.20 13.40 13.60 13.80
43 143 326 m/z 43.10 40.03%
0 15 Al ‘\‘ H\ ‘\ bl Q\Z 1‘15 | 171 A 199 227 255 2?3 )
m/z--> 55 160 150 260 2%0 360 3éo
Abundance
74
13.00 13.20 1340 13.60 13.80
5000 43 m/z 55.00 29.53%
143
326
97
oL15 115 171 199 227 pg5 2B
m/z--> 55 160 1%0 200 zéo 300 3éo
Abundance #119408: Hexadecanoic acid, methy! ester N e o
7h 13.00 13.20 13.40 13.60 13.80
m/z 41.00 27.16%
5000
43
\ 143
101
ol o | 109 T 20 L
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60 13.80

8270-BF031518_.M Wed Mar 21 13:35:23 2018 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknownl13.43 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.43 9.28 ng 384743 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxamide. N-I3-(1l-imidazolvD)prop... 210 C9H14N402 1000277-31-6 44
2 3-Methvl-cis-3a.4.7.7a-tetrahvdr... 136 C10H16 1000144-04-4 41
3 1.2.3.4.4a.5.6.8a-0ctahvdro-naph... 136 C10H16 031244-58-3 35
4 1.5-Cyclodecadiene. (E.Z2)- 136 C10H16 001124-78-3 35
5 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 30
Abundance Scan 1928 (13.427 min): BF103806.D (-1926) (-) m/z 99.10 100.00%
55
5000
178 210 "' 1320 13.40 13.60 13.80
o 236 261279 310 331 352 /7 BB.0O 88 . 150
m/z--> 50 100 150 200 250 300 350
Abundance #69901: Oxamide, N-[3-(1-imidazolyl)propyl]-N-methyl-
95
5000 58 152 LRI B BRI BB B
13 20 13. 40 13 60 13. 80
210 m/z 81.10 78.24%
“ 125
ol—, Mh\ LL: JIII‘}?{I N
m/z--> 50 100 150 200 250 300 350
Abundance
67 121
94 RN BRI U BN SR
13.20 13.40 13.60 13.80
5000 44 m/z 67.10 68.94%
o T T T
m/z--> 50 100 150 200 250 300 350
Abundance #15813: 1,2,3,4,4a,5,6,8a-Octahydro-naphthalene T EEEEE B T
9 136 13.20 13.40 13.60 13.80
m/z 68.10 64 .54%
5000 67
41
0< “11 I 1
m/z--> 50 100 150 200 250 300 3%0 1320 1340 1360 1380

8270-BF031518.M Wed Mar 21 13:35:24 2018 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Benzene, 2-fluoro-l1-methyl-_.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.47 10.51 ng 435552 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-fluoro-1-methvl-4-nitro- 155 C7H6FNO2 001427-07-2 50
2 4-Pvrimidinamine. 5-methvl-2-(me... 155 C6HON3S 054308-64-4 35
3 2-Acetvlthiophene-0-methvloxime 155 C7HINOS 1000342-45-6 27
4 Hexadecanoic acid. 9.10.16-trihv... 304 C16H3205 000533-87-9 27
5 1,2-Cyclohexanedicarboxylic acid... 446 C27H4205 1000339-67-6 27
Abundance Scan 1935 (13.469 min): BF103806.D (-1932) (-) m/z 155.10 100.00%
185
67
5000 41 109
° 187
135 13.20 13.40 13.60 13.80
o 221240 261279 302 335 358 n/z 67.00 69 . 50%
m/z--> 50 100 150 200 250 300 350
Abundance #27999: Benzene, 2-fluoro-1-methyl-4-nitro-
83 109 155
5000 LI SR UL BRI B
13.20 13.40 13.60 13.80
m/z 55.00 64 .05%
30 “
o bbbl b L4
m/z--> 50 100 150 200 250 300 350
Abundance
155
109 13.20 13.40 13.60 13.80
5000 m/z 68.00 53.67%
82
54
0""I""I""""""""""I'
m/z--> 50 100 150 200 250 300 350
Abundance #28024: 2-Acetylthiophene-O-methyloxime S AL ma s i S
155 13.20 13.40 13.60 13.80
124 m/z 81.00 53.35%
5000 39
57 g H
0 HM‘? H‘\ ; I— ——— ——— T LA s
m/z--> 50 150 200 250 300 350 13,20 13.40 13.60 13.80

8270-BF031518.M Wed Mar 21 13:35:24 2018 Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 16 unknownl3.52 Concentration Rank 12

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

13.52 8.87 ng 367752 Chrysene-di12 14.16

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. 4-methvl-. ... 128 C8H160 003937-48-2 22
2 Pentanoic acid. 10-undecenvl ester 254 C16H3002 1000159-93-4 12
3 1-Cvclopentvl-4-(1-methvlethvDc... 194 C14H26 1000215-44-4 10

4 Cvclohexaneethanol. .beta..4-dim... 156 C10H200 005113-94-0 10

5 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-49-3 10
Abundance Scan 1944 (13.522 min): BF103806.D (-1940) (-) m/z 55.00 100.00%
5000
211 237 571 397 331350 13.20 13.40 13.60 13.80
0 m/z 43.10 55.11%
m/z--> 50 100 150 200 250 300 350
Abundance #12635: Cyclohexanemethanol, 4-methyl-, cis-
55
5000 LA L L L L L L LB L |
97 13.20 13.40 13.60 13.80
27 ‘ m/z 137.10 47 .70%
m/z--> 50 100 150 200 250 300 350
Abundance
55
e A REEEEEaSS
13.20 13.40 13.60 13.80
5000 a3 m/z 69.10 47 .67%
29
09
o 128 152 177
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #56511: 1-Cyclopentyl-4-(1-methylethyl)cyclohexane T
69 o5 13.20 13.40 13.60 13.80
m/z 153.10 46.63%
5000 151
125 194
AR
o N ot
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF031518.M Wed Mar 21 13:35:25 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknownl3.57 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.57 5.25 ng 217728 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-exo-tricvclol6.2.1.0(2.... 164 C12H20 1000215-29-8 47
2 2.4-Octadienoic acid. 7-hvdroxv-... 170 C9H1403 069734-24-3 30
3 Bicvclol2.2.11heptan-2-ol. 6-ter... 168 C11H200 274907-06-1 27
4 2-Octvynoic acid. methyl ester 154 C9H1402 000111-12-6 14
5 Bicyclo[2.2.2]oct-5-en-2-0one, 7-... 138 C8H1002 1000153-14-9 14
Abundance Scan 1952 (13.569 min): BF103806.D (-1950) (-) m/z 81.00 100.00%
8t
5000
194 550238 259 283301 323341358 1320 13140 13160 13.80
0 m/z 67.00 84.78%
m/z--> 50 100 150 200 250 300 350
Abundance #33780: 4-Methyl-exo-tricyclo[6.2.1.0(2.7)]undecane
81
123
5000 AR DR DR R
41 Bmmmmmmm
‘ ]54 m/z 95.00 71.65%
m/z--> 50 10 150 200 250 300 350
Abundance
a5 & 126
13.'20 13.'40 13.|60 13.|80 '
5000 m/z 55.00 64 .29%
95
0 27 152170
m/z--> §o 160 150 260 2éo 300 3%0
Abundance #36687: Bicyclo[2.2.1]heptan-2-ol, 6-tert-butyl- L B o
6 13.20 13.40 13.60 13.80
m/z 41.10 59.58%
5000l 41 111
93
1 135
o HM,J. ‘|1|53 e I
m/z--> 50 100 150 200 250 300 350 1320 1340 1360 1380
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknownl3.61 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.61 6.30 ng 261265 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropaneoctanal. 2-octvl- 280 C19H360 056196-06-6 38
2 1.3.2-Dioxaborolane. 2-ethvl-4-(... 184 C9H17B03 074810-66-5 27
3 Cvcloheptanol. 2-methvlene 126 C8H140 016240-38-3 22
4 D-Glucitol. cvclic 1.3:2.4:5.6-t... 296 C12H23B306 074779-72-9 22
5 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 18
Abundance Scan 1959 (13.610 min): BF103806.D (-1955) (-) m/z 55.00 100.00%
5000
179 LRI BRSNS SN
200 228 254 287 310 340358 13.20 13.40 13.60 13.80 14.00
(o} m/z 83.10 98.90%
m/z--> 50 100 150 200 250 300 350
Abundance #127746: Cyclopropaneoctanal, 2-octyl-
9 | 97
5000 121 LRI ISR BANUSN SN B
13.20 13.40 13.60 13.80 14.00
m/z 99.00 90.24%
163181 2ag 262700
0‘ ‘::lu““‘u“‘l“u||||“|||‘||‘|||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
29 99
57 13.20 13.40 13.60 13.80 14.00
5000 m/z 43.05 77 .08%
125
81 152
oL ML ol b 0y 2SS
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance #11396: Cycloheptanol, 2-methylene A B o
3 13.20 13.40 13.60 13.80 14.00
m/z 81.00 70.76%
5000 %5
29 111
0 M|L??8'|"' L UL UL UL S LRI ISR BN SN B
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknownl13.83 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.83 8.93 ng 370197 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-1.6-Dimethvilspirol4.51... 166 C12H22 1000111-72-3 47
2 2-Butvl-1-iodo-bicvclol2.2.1Thep... 278 C11H19l 1000190-59-7 46
3 Tricvclol4.3.1.1(3.8)lundecan-3-ol 166 C11H180 014504-80-4 35
4 1H-Indene. l-ethvloctahvdro-7a-m... 166 C12H22 056324-71-1 30
5 1-Cyclohexene-1-acetaldehyde, 2,... 166 C11H180 000472-66-2 25
Abundance Scan 1996 (13.827 min): BF103806.D (-1993) (-) m/z 95.00 100.00%
5000 55 ol
237
7 123 179 277 308 13.60 13.80 14.00 14.20
ol all i 2D 205 ) 296 A7 P 33832 | 757 81.00  89.51%
m/z--> 50 100 150 200 250 300 350
Abundance #35211: cis,trans-1,6-Dimethylspiro[4.5]decane
95
166
67
5000 UL BRI SO B B
13.60 13.80 14.00 14.20
123 m/z 151.10 51.36%
0= "|'L T ”'“f""'l UL UL WU B
m/z--> 50 100 150 200 250 300 350
Abundance
95
"' 13.60 13.80 14.00 14.20
so00l 41 67 m/z 55.00 41.90%
151
278
o 121 173193 990
m/z--> " 50 100 150 200 250 300 350
Abundance #35057: Tricyclo[4.3.1.1(3,8)]undecan-3-ol R AEEmEEES L
5 13.60 13.80 14.00 14.20
m/z 166.10 33.93%
5000
166
S5 4 123 -
0! ‘.“.“.'|.‘... ——T ——T —— . R e e AR EEE
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103806.D

Aca On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample : J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 5-Eicosene, (E)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.28 ng 135938 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 1-Docosene 308 C22H44 001599-67-3 93
5 1-Nonadecene 266 C19H38 018435-45-5 93

Abundance Scan 2020 (13.969 min): BF103806.D (-2019) (-) m/z 83.05 100.00%

D

5000

13.60 13.80 14.00 14.20

139 165 200 231 258279 307359 360

0’ m/z 55.00 96.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LA L L L L LB L
13.60 13.80 14.00 14.20
29 111 m/z 57.00 92.93%
L || | 13 167 106 223 252 280
A B e e I e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 111 m/z 69.10 92.89%
29
0 140 182 210 255 306
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester L BT o e
57 13.60 13.80 14.00 14.20
83 m/z 97.10 82.79%
5000 11
29 ‘ 169
139 210 555
oL AL, ,H,h,., N P .\ N —
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032018\
Data File : BF103806.D

Acq On : 20 Mar 2018 17:05

Operator : JU/SJ

Sample - J1983-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
2-Pentanone, 4-hy... 5.21 3.7 ng 165192 1 6.97 897958 20.0
Ethanol, 2-butoxy- 5.92 21.7 ng 972458 1 6.97 897958 20.0
unknown6 .74 6.74 71.7 ng 3219210 1 6.97 897958 20.0
9-Hexadecenoic ac... 11.80 5.0 ng 288002 4 11.50 1164520 20.0
Hexadecanoic acid... 11.89 69.4 ng 4043070 4 11.50 1164520 20.0
n-Hexadecanoic acid 12.02 4.8 ng 280718 4 11.50 1164520 20.0
9,12-Octadecadien... 12.57 71.5 ng 4166170 4 11.50 1164520 20.0
11-Octadecenoic a... 12.60 128.1 ng 7455600 4 11.50 1164520 20.0
Methyl stearate 12.68 38.8 ng 2256460 4 11.50 1164520 20.0
Octadecanoic acid 12.81 5.2 ng 301617 4 11.50 1164520 20.0
cis-13-Eicosenoic... 13.33 11.0 ng 455446 5 14.16 829183 20.0
Eicosanoic acid, ... 13.40 5.3 ng 218695 5 14.16 829183 20.0
unknownl13.43 13.43 9.3 ng 384743 5 14.16 829183 20.0
Benzene, 2-fluoro... 13.47 10.5 ng 435552 5 14.16 829183 20.0
unknownl13.52 13.52 8.9 ng 367752 5 14.16 829183 20.0
unknownl13.57 13.57 5.3 ng 217728 5 14.16 829183 20.0
unknownl13.61 13.61 6.3 ng 261265 5 14.16 829183 20.0
unknownl13.83 13.83 8.9 ng 370197 5 14.16 829183 20.0
5-Eicosene, (E)- 13.97 3.3 ng 135938 5 14.16 829183 20.0
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