LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF010719.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 2.181 7 16 22 rBv2 85381 150502 5.55% 0.539%
2 5.098 508 512 520 rVB 122078 149167 5.50% 0.535%
3 5.481 574 577 579 rBV 76516 81669 3.01% 0.293%
4 5.516 579 583 605 rVB 2555472 2536648 93.52% 9.091%
5 6.528 750 755 766 rBVY 2545573 2712305 100.00% 9.721%
6 6.657 773 777 781 rBV 2647963 2523258 93.03% 9.043%
7 6.886 812 816 819 rBV 809013 729089 26.88% 2.613%
8 7.039 838 842 846 rBVY 2267199 1983066 73.11% 7.107%
9 7.292 881 885 894 rBV 381029 377689 13.93% 1.354%
10 7.439 906 910 914 rBVY 1518513 1519341 56.02% 5.445%

11 8.169 1030 1034 1037 rBV 965126 849191 31.31% 3.043%
12 8.804 1137 1142 1148 rBV 24296 32105 1.18% 0.115%
13 9.239 1212 1216 1219 rBV 3134460 2539411 93.63% 9.101%
14 9.627 1279 1282 1287 rVB 278542 229738 8.47% 0.823%
15 9.922 1328 1332 1336 rBV 884143 752537 27 .75% 2.697%

16 10.710 1462 1466 1470 rBV 1404576 1198181 44.18% 4.294%
17 10.786 1474 1479 1483 rVV 518687 464385 17.12% 1.664%

18 10.821 1483 1485 1486 rVvVv 39650 31319 1.15% 0.112%
19 10.839 1486 1488 1491 rVB 40121 34056 1.26% 0.122%
20 10.910 1496 1500 1503 rBV5 31962 47284 1.74% 0.169%
21 11.268 1558 1561 1563 rBV3 33659 35509 1.31% 0.127%
22 11.304 1564 1567 1570 rVB 104092 90934 3.35% 0.326%
23 11.410 1581 1585 1588 rBV 923366 782312 28.84% 2.804%
24 11.433 1588 1589 1591 rVvVv 78639 56473 2.08% 0.202%
25 11.457 1591 1593 1596 rVB 80054 71483 2.64% 0.256%
26 11.621 1618 1621 1624 rBV5 36336 39497 1.46% 0.142%
27 11.798 1648 1651 1653 rVB 51702 41911 1.55% 0.150%
28 11.933 1670 1674 1680 rBV 111865 118368 4._36% 0.424%
29 12.386 1748 1751 1757 rBV3 31646 49708 1.83% 0.178%
30 12.445 1758 1761 1765 rVV5 37646 45814 1.69% 0.164%

31 12.480 1765 1767 1769 rBV 110407 103413 3.81% 0.371%
32 12.504 1769 1771 1774 rVB 204483 161081 5.94% 0.577%
33 12.663 1796 1798 1802 rBV3 36202 32772 1.21% 0.117%
34 12.810 1821 1823 1826 rVB4 42603 36505 1.35% 0.131%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.851 1826 1830 1832 rBV2 29942 43723 1.61% 0.157%
36 12.992 1843 1854 1857 rBV 2374126 2222139 81.93% 7.964%
37 13.133 1875 1878 1880 rBV 69132 66385 2.45% 0.238%
38 13.221 1891 1893 1897 rBV 63632 62749 2.31% 0.225%
39 13.433 1926 1929 1931 rBV3 41262 47995 1.77% 0.172%

40 13.680 1968 1971 1974 rBV 318898 265694 9.80% 0.952%

41 13.886 2002 2006 2013 rBV2 329568 432465 15.94% 1.550%

42 13.957 2014 2018 2022 rVB4 49898 89590 3.30% 0.321%
43 14.051 2030 2034 2037 rVB 717394 643773 23.74% 2.307%
44 14.209 2058 2061 2064 rVB 90521 90167 3.32% 0.323%

45 14.333 2078 2082 2085 rBVY 378571 328223 12.10% 1.176%

46 14.521 2110 2114 2120 rBV 338285 405513 14.95% 1.453%
47 14.568 2120 2122 2127 rVB5 73157 104418 3.85% 0.374%
48 14.680 2139 2141 2144 rBV3 40757 52762 1.95% 0.189%
49 14.762 2150 2155 2157 rBV5 50220 96343 3.55% 0.345%
50 14.821 2163 2165 2170 rVB2 108556 125942 4.64% 0.451%

51 14.974 2188 2191 2195 rVB 173012 173609 6.40% 0.622%
52 15.168 2220 2224 2227 rBV 260455 290332 10.70% 1.041%
53 15.245 2232 2237 2241 rBV7 70969 159792 5.89% 0.573%
54 15.539 2282 2287 2298 rVB 396139 675934 24.92% 2.423%
55 15.762 2321 2325 2329 rBV2 94846 134017 4.94% 0.480%

56 16.003 2362 2366 2370 rVB 135131 202187 7.45% 0.725%
57 16.051 2371 2374 2378 rVV3 76941 103561 3.82% 0.371%

58 16.592 2464 2466 2472 rVB7 39577 72923 2.69% 0.261%
59 16.656 2473 2477 2478 rBV3 38930 53888 1.99% 0.193%
60 16.809 2500 2503 2508 rBV5 30286 43504 1.60% 0.156%
61 17.303 2583 2587 2592 rBV6 29165 58053 2.14% 0.208%

62 17.715 2651 2657 2669 rVB6 91451 249808 9.21% 0.895%

Sum of corrected areas: 27902210
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\

BF111962.D
9 Jan 2019 21:04
JussJ
K1044-02
16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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3000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 13

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

2.18 4.13 ng 150502 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 50
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 22
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 12
4 2-Butanone. 3-methoxv-3-methvl- 116 C6H1202 036687-98-6 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 16 (2.181 min): BF111962.D (-7) (-) m/z 73.10 100.00%
7B
5000 43
55 87
39, | 49 ‘ 84 12.20 2.30 2.40 2.50 2.60
36 59 677 - - - - -
0””P”W“W””P”W“W”JJ”$“L““P”W“W””3'W“W”“PMP“W“ m/z 43.05 48.31%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- \j\%\,
73
5000 HUA NS UGURE IR U AR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.10 28.65%
0 2@%9 33 39| | 46 50 | 59 6770 | 80
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

T

Abundance #1997: Silane, tetramethyl-
73
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 28.08%
45
o 262932 37 42| 525559 65 70 |76 80 84 88

T e e e e e

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Abundance #7506: 2-Methyl-5-hexen-3-ol A Ramaz T L B

73 2.20 2.30 2.40 2.50 2.60
55 m/z 41.10 16.81%

43
5000
27 39

0..“,”.ﬁéu.P.“,”lhl“.p.uii.d.“.ﬁ%:q:L.P.“,”.Y..i.“.ﬁ%“,”.q.”.P. ISR st A s

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

5.10 4.09 ng 149167 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 512 (5.098 min): BF111962.D (-508) (-) m/z 43.00 100.00%
43
59
5000
| o 1‘|’1 480 500 520 540
) S Y YU Y11 PO« SN m/z 59.10 58.32%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A U R I
59 480 500 520 540
m/z 101.00 15.84%
o 25 3t 37 , 83 o3 M
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 500 520 540
5000 m/z 58.00 13.70%
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
L UL SU BRI SURLELEL SRR SRR LA UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R R
59 4.80 500 5.20 5.40
m/z 40.95 9.63%
5000 41
31
| LT
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...g?,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.66 Concentration Rank 1

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

6.66 69.22 ng 2523260 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 778 (6.663 min): BF111962.D (-773) (-) m/z 132.00 100.00%
32
5000 68
6 R
40 _ 54 | 75 104 6.40 6.60 6.80 7.00
o R — I .6?:.'.|....,..5.‘.7,..!.,.':..,.1.1.5.,....,"...,.. m/z 68.10 38.08%
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 A
5000 IR RS R L R
6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.50%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

6.40 6.60 6.80 7.00

5000 m/z 66.10 25.51%
33 a4 o g7 105
78
e Ve | | us |
o S SRR BT SN W PR S M N~ | .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole b R
132 6.40 6.60 6.80 7.00
m/z 69.05 15.58%
5000
104
515 0 77
oL 14 27 37449 58 | ' 89 97 | 115
R a R e R AR A B i L e R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF010719.M Thu Jan 10 14:11:26 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.79 11.87 ng 464385 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
2 Heptadecane 240 C17H36 000629-78-7 64
3 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 59
4 Octadecane. l-iodo- 380 C18H371 000629-93-6 59
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59

Abundance Scan 1480 (10.792 min): BF111962.D (-1474) (-) m/z 57.10 100.00%

57

43
5000

—_—

N ™
LN L N O N B

153168 196210 10.40 10.60 10.80 11.00 11.20
0 m/z 71.05 61.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!-

57

71

-

5000
10.40 10.60 10.80 11.00 11.20

m/z 43.10 52 .85%

99113
1271411551 69183197211225239253267 282296

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane
5[7
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
71 10.40 10.60 10.80 11.00 11.20
5000 m/z 85.10 39.98%

99
| 113127141155169133197211 240

T L4 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

D
SN
[e0]
a1

Abundance #105892: Heptadecane, 7-methyl-
57 10.40 10.60 10.80 11.00 11.20
n m/z 41.05 27.54%

5000
4
112
0 M‘ 1 J | 126140 h 207 224239

L A — T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10,40 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.03 ng 118368 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Nonanoic acid 158 C9H1802 000112-05-0 30
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 11
4 Octadecane 254 C18H38 000593-45-3 11
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 11
Abundance Scan 1673 (11.927 min): BF111962.D (-1670) (-) m/z 43.05 100.00%
73
5000
o 129
113 157 g5 213 256 11)60 11)80 12!00 12fzo '
0 m/z 73.10 88.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
11.60 11.80 12.00 12.20
J m/z 60.00 85.31%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #30178: Nonanoic acid
60
11.60 11.80 12.00 12.20
5000 m/z 55.00 77.51%
41
‘ 1 gg 115
0 .”,%ﬁ.ﬂp..lﬁ hm,u..nh..M,}.g,..}ﬁé...,”.. N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10- methyl L L L B L BN |
57 11.60 11.80 12.00 12.20
m/z 57.10 70.88%
5000 4 85
0 ‘ ‘ Lo 1 130™%169 197 204039 266281296
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 220 240 260 280 300 1160 1180 1200 1220 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 10-Octadecenoic acid, methy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.50 4.12 ng 161081 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 91
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 91
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 91
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 87
Abundance Scan 1770 (12.498 min): BF111962.D (-1769) (-) m/z 55.05 100.00%
g5
41
5000
3
123138152 180 547222 53g 264 12.20 12.40 12.60 12.80
o} m/z 41.10 74 .13%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
55
41
5000 RN BN BN U
12.20 12.40 12.60 12.80
) 264 m/z 69.10 62.27%
o 137157 180, 232,00 278 296
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141292: 13-Octadecenoic acid, methyl ester
55
12:20 12.40 12.60 12.80
5000 » m/z 83.10 50.79%

264

137152 180 507222534

296
o 278

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester R R R
155 12.20 12.40 12.60 12.80

74 m/z 74.00 46.37%

5000

222
138152 180 207 236 278 206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 1,19-Eicosadiene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.68 8.25 ng 265694 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 96
2 1.21-Docosadiene 306 C22H42 053057-53-7 95
3 Octadecanal 268 C18H360 000638-66-4 94
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 93
5 Hexadecanal 240 C16H320 000629-80-1 91

Abundance Scan 1971 (13.680 min): BF111962.D (-1968) (-) m/z 43.10 100.00%

82
5000

13.40 13.60 13.80 14.00

o 6 | |,138 166185 206224 250 278 303 324 346

i o m/z 57.10 95.59%
m/z--> 50 100 150 200 250 300
Abundance #126193: 1,19-Eicosadiene
5000 82 LA L L L L L L LB
29 13. 40 13 60 13. 80 14. 00

m/z 55.05 75.80%

109
o I l I, 138157 180 208228 250 278
- T T I T I T T T T T T I T I T T T T I
m/z--> 50 100 150 200 250 300
Abundance #149983: 1,21-Docosadiene
56

82

13.40 13 60 13. 80 14.00

5000 m/z 82.05 71.46%
29 110
138 306
oL ” L 165182 208 236253 278 |
Ll L
m/z--> 50 150 200 250 300
Abundance #117604: Octadecanal T P T T
43 13. 40 13 60 13.80 14.00
- m/z 41.10 60.82%
5000
oL 20 ‘ \I 4187 166 194 222 250568
m/z--> 200 250 300 13. 40 13 60 13. 80 14. 00

8270-BF010719.M Thu Jan 10 14:11:28 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.89 13.44 ng 432465 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 2007 (13.892 min): BF111962.D (-2002) (-) m/z 57.10 100.00%
57
5000
“ e 13.60 13.80 14.00 14.20
139 - - - :
ol L] J. Ay Q9106 241265289 S27 | m/z 43.10 81.39%
m/z--> 50 150 200 250 300 350 400
Abundance #227400. Heptadecy! heptafluorobutyrate
57
83
5000 LI I B SULL B
111 13.60 13.80 14.00 14.20
29 m/z 55.10 59.93%
oL ]139 109 210 238 283 434
m/z--> 5 100 150 200 2%0 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97 RN SR SO B
13.60 13.80 14.00 14.20
5000 m/z 71.10 49 _44%
29 125
ol L) 1] 154 182 210 238 283 384
m/z--> 50 100 150 260 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate AR EEREE L
57 13.60 13.80 14.00 14.20
97 m/z 85.10 45_87%
5000
29 125
o J ) ;154 182 210 238 283 334
m/z--> 50 100 1&'30 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF010719.M Thu Jan 10 14:11:29 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 1,21-Docosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.33 10.20 ng 328223 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.21-Docosadiene 306 C22H42 053057-53-7 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 17-Octadecenal 266 C18H340 056554-86-0 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 Pentadecanal- 226 C15H300 002765-11-9 90
Abundance Scan 2081 (14.327 min): BF111962.D (-2078) (-) m/z 43.10 100.00%
82
5000
109 14.00 14.20 14.40 14.60
138 : - : :
- A 138 1e0186 222 250 283306 33 3er | It on oy,
m/z--> 50 100 150 200 250 300 350
Abundance #149983: 1,21-Docosadiene
55 g2
5000 U BN SRR B SRS
14. 00 14. 20 14. 40 14.60
29 110 m/z 55.10 75.87%
138 306
0 , I[ 1177 165186208 236 259278 |
m/z--> 50 1%0 200 2éo 360 3%0
Abundance #117606: Octadecanal
48 2
14.00 14.20 14.40 1460
5000 m/z 82.05 75.46%
109 250
ol lie tll‘%Jm k “7i‘%§§ 19? 2%? T R
m/z--> 50 100 150 200 250 300 350
Abundance #115860: 17-Octadecenal L o m e e
57 82 14.00 14.20 14.40 14.60
m/z 41.10 61.49%
5000
29 109
. |57 16s 106 220 B2y
m/z--> 50 100 150 2(')0 25'30 300 3&1;0 14. 00 14. 20 14. 40 14|60 '

8270-BF010719.M Thu Jan 10 14:11:30 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Oxalic acid, pentadecyl pro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.52 12.60 ng 405513 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. pentadecvl propvl e... 342 C20H3804 1000309-26-8 91
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 90
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 74
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 74
5 1-Docosene 308 C22H44 001599-67-3 70
Abundance Scan 2114 (14.521 min): BF111962.D (-2110) (-) m/z 57.10 100.00%
57
5000 83
e 14.20 14.40 14.60 14.80
139 - - - -
oL, Jl.l-. o .i08_ 204 238 207 295 327 3% 397 | nyz 43.10  75.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #178430: Oxalic acid, pentadecy! propy! ester
43
71
5000 L SRR B UL B
97 255 Mmmmmmﬁm
m/z 71.10 54 .85%
ol bl i [ s s 010 | o
m/z--> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71 UL AU BN BRI B
14.20 14.40 14.60 14.80
5000 o7 m/z 55.10 51.71%
0 A1 | ‘ l | hlzhs \155 183 224 253
m/z--> 50 100 150 200 250 300 350 400
Abundance #211266: Oxalic acid, isobutyl octadecy! ester e A RERREEESE L
57 14.20 14.40 14.60 14.80
m/z 83.10 45 _.34%
5000
29 83
AR NN S, N Bl e tctons i
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF010719.M Thu Jan 10 14:11:30 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2-Nonadecanone Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
1457  3.24ang 104418 Chrysene-di2 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 2-Nonadecanone 282 C1OH380 000629-66-3 72
2 2-Heptadecanone 254 C17H340 002922-51-2 72

3 Guanidine. N-I3-T(2-bromophenvl)... 268 C10H13BrN4

4 2-Tridecanone 198 C13H260 000593-08-8 43

1000349-85-6 50

5 2-Dodecanone 184 C12H240 006175-49-1 43
Abundance Scan 2122 (14.568 min): BF111962.D (-2120) (-) m/z 43.10 100.00%
43
5000
338 364 14.20 14.40 14.60 14.80
Oy m/z 58.00 84.97%
m/z--> 50 100 150 200 250 300 350
Abundance #129461: 2-Nonadecanone
5000 LA L L L L L LB L
14.20 14.40 14.60 14.80
0
29 % 282 m/z 59.00 84 .84%
o L . 127 152 180198 224 253
- T I T T T T I T T L T T T T I T T T T I T T T I T T
m/z--> 50 100 150 200 250 300 350
Abundance #105858: 2-Heptadecanone
58
14.20 14.40 14.60 14.80
5000 m/z 57.10 41 .65%
85 254
22 | ) || lig127 152170 296 236
R L o 22 8
m/z--> 50 100 150 200 250 300 350
Abundance #116695: Guanidine, N-[3-[(2-bromophenyl)amino]-1-propenyl]- R e
59 14.20 14.40 14.60 14.80
m/z 71.10 40.31%
5000
83
109
o [T e o
(o LI——."1 T 1 o — i NN
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF010719.M Thu Jan 10 14:11:31 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.82 3.73 ng 125942 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Nonadecane 268 C19H40 000629-92-5 81
3 Tricosane 324 C23H48 000638-67-5 81
4 Hexadecane 226 C16H34 000544-76-3 72
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2165 (14.821 min): BF111962.D (-2163) (-) m/z 57.10 100.00%
57
5000 a5
3 111 155 208 085 315 14.60 14.80 15.00 15.20
ol S LU L7y 133190 183 MiPop60a4262 285 319336357 | /7 43.10  72.15%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57
5000 85 L B BRI BULLILN B

14.60 14.80 15.00 15.20
m/z 71.10 57.59%

29 113
oL, i I 141 169 197 225 254
e Ay e e S
m/z--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane
57
R N B AN B e
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 35.97%
29 268
L e s
ob—b b b e ——
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane B EREmmmEs S
57 14.60 14.80 15.00 15.20
m/z 55.10 19.47%
5000 85
29 113 324
0 d | |y gt 160 197 225 253 281
— A e R N N B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF010719.M Thu Jan 10 14:11:31 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.17 8.59 ng 290332 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Nonadecane 268 C19H40 000629-92-5 87
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 81
Abundance Scan 2224 (15.168 min): BF111962.D (-2220) (-) m/z 57.10 100.00%

57
LA AL BN DU I
113 14.80 15.00 15.20 15.40
141

- .\, LT 169 197220 245266287 323 352 | ns5 43.10  65.04%

m/z--> 50 100 150 200 250 300 350
Abundance #141424:; Heneicosane

%

5000 85 IIIIIIIIIIIIIIIII|I
14.80 15.00 15.20 15.40
- 113 m/z 71.10 61.63%
| | | | 1141 169 197 225 253 296
O o e B o I i
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
e
14.80 15.00 15.20 15.40
5000 o m/z 85.10 45.73%
29
ol ] g “113l1§1 169 197 225 253 281 309 337 365 394
PR T P Tt P U P R T S
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane R e
57 14.80 15.00 15.20 15.40
m/z 41.10 24 _.07%
85
5000
oL i‘ J | X1t 169 197 225 253 281 309 338
ol e .
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF010719.M Thu Jan 10 14:11:32 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl5.24 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.24 4.73 ng 159792 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 49
2 2-Pentadecanone 226 C15H300 002345-28-0 43
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 43
4 2-Propanone. l-cvclopentyl- 126 C8H140 001122-98-1 43
5 Bis(2-methoxyethyl) phthalate 282 C14H1806 000117-82-8 27
Abundance Scan 2236 (15.239 min): BF111962.D (-2232) (-) m/z 55.00 100.00%
81
5000
" 15.00 15.20 15.40 15.60
0! m/z 81.10 82 .65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194476: 2-Pentacosanone
5000 LRI UL B UL
mmmmmmmm
85 m/z 43.10 66.58%
0 M hlll 138 170 195 236 264285306327 ,,3?6
m/z--> §0 100 150 260 250 360 350 400
Abundance #82960: 2-Pentadecanone
58
" 15.00 15.20 15.40 15.60
5000 m/z 59.00 46.31%
85
oLl gt 168 o 26
m/z--> 50 100 150 200 250 300 350 400
Abundance #30194: 2-Nonanone, 9-hydroxy-
43 15.00 15.20 15.40 15.60
m/z 58.00 44 .29%
5000
71
ol .J,Nkjpf....,....,. . SN MR
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 1560

8270-BF010719.M Thu Jan 10 14:11:32 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Oxirane, heptadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.76 3.97 ng 134017 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
3 1.19-Eicosadiene 278 C20H38 014811-95-1 78
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 68
5 Hexadecanal 240 C16H320 000629-80-1 64
Abundance Scan 2325 (15.762 min): BF111962.D (-2321) (-) m/z 57.10 100.00%
7 82
5000
109 rrrrrryrrrrprrrr T TTrTT
138 174 200 225 248 271 295 328 365 390 15.40 15.60 15.80 16.00
o m/z 43.10 85.66%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
5000 R DA UL UL UL B
15.40 15.60 15.80 16.00
110 m/z 82.10 83.37%
0 |l |10, 166 194313236 26453
m/z--> 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43 8
15.40 1560 15.80 16.00
5000 m/z 83.10 63.84%
109
Ll bl L | 1558 166 20857 250560
m/z--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene R AR EEEEE T
55 15.40 15.60 15.80 16.00
m/z 96.05 59.17%
5000 82
29
o J | ’ \ I “1?8157180 208228250 278
m/z--> 50 100 150 200 250 300 350 ' 15.40 15.60 15.80 16.00

8270-BF010719.M Thu Jan 10 14:11:33 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2-Bromotetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.00 5.98 ng 202187 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2365 (15.998 min): BF111962.D (-2362) (-) m/z 57.10 100.00%
57
5000 85
15.60 15.80 16.00 16.20 16.40
141
ol d i .'| o Sjes 199214 23273 S11 351 394 1 h/7 43.10  64.73%
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane
57
85
5000 AR DU B SR B
15. 60 15. 80 16 00 16. 20 16. 40
m/z 71.10 62 .45%
29 113
[l Tre o
s L L UL L L WL
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57
15,60 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 42 .10%
28
183
0..”.‘.|‘.L.J.|1.:I{3.‘..1|5.5..‘. —— ....|3:!-O...|....|
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane A B o
57 15.60 15.80 16.00 16.20 16.40
m/z 55.10 19.16%
5000 85
29J 113 169
0 1 v - A R
m/z--> 50 100 150 200 250 300 350 1560 1580 1600 1620 1640

8270-BF010719.M Thu Jan 10 14:11:35 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 1-Heptacosanol Concentration Rank 19

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

16.05 3.06 ng 103561 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 80
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 80
3 1-Heneicosanol 312 C21H440 015594-90-8 53
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 53
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 53
Abundance Scan 2374 (16.051 min): BF111962.D (-2371) (-) m/z 57.10 100.00%

57
97
5000

15.80 16.00 16.20 16.40

154 14 202 234
m/z 55.10 89.31%

272292 319 344365 398

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol

i %WMJKVWW/VKWMWMNMMMM
5000 B
125 15,80 16.00 16.20 16.40
m/z 43.10 87.68%
0 2 L153,181 209 236 264 292 320 350 378
bl | h e o e S

m/z--> 50 100 150 200 250 300 350 400
Abundance #207396: Bromoacetic acid, octadecyl ester
43
L e B B
15.80 16.00 16.20 16.40
5000 m/z 69.10 81.26%
153 250 KVW*NAW”Awmﬂﬁ\ﬂMmmwwwmew
ok hhh..1?1.,.?2‘?‘.;‘...?9,7....,....
m/z--> 50 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol T
55 83 15.80 16.00 16.20 16.40
m/z 97.10 73.93%
5000 111
29 ‘
139
U U o e N S, )
m/z--> 50 100 150 200 250 300 350 400 15. 80 16 00 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111962.D

Aca On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample : K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl7.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.72 7.39 ng 249808 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-n-Pentvlthiane. S.S-dioxide 204 C10H2002S 065865-33-0 43
2 1-Naphthalenepropanol. .alpha.-e... 306 C20H3402 001438-66-0 17
3 Farnesvl bromide 284 C15H25Br 006874-67-5 17
4 Cyclohexene. 3-(1.5-dimethvl-4-h... 204 C15H24 020307-83-9 17
5 _.beta.-Bisabolene 204 C15H24 000495-61-4 16

Abundance Scan 2658 (17.721 min): BF111962.D (-2651) (-) m/z 69.10 100.00%

5000
287

316 349 409 17.40 17.60 17.80 18.00

At | m/z 55.10 53.91%

0 - |
m/z--> 50 100 150 200 250 300 350 400
Abundance #63705: 4-n-Pentylthiane, S,S-dioxide
69
5000 LA L L L L L B LB |

T
17.40 17.60 17.80 18.00

m/z 41.05 38.44%

204
0!

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

Abundance #149953: 1-Naphthalenepropanol, .alpha.-ethenyldecahydro-4...

69

109

17.40 17.60 17.80 18.00

5000 m/z 83.05 36.27%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #130771: Farnesyl bromide R EE mE
69 9 17.40 17.60 17.80 18.00
204 m/z 204.20 35.53%
a1 119
5000
161
J\ ] 286
- JKJ O
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010919\
Data File : BF111962.D

Acq On : 9 Jan 2019 21:04

Operator : JU/SJ

Sample - K1044-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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]
Butane, 2-methoxy... 2.18 4.1 ng 150502 1 6.89 729089 20.0
2-Pentanone, 4-hy... 5.10 4.1 ng 149167 1 6.89 729089 20.0
unknown6 .66 6.66 69.2 ng 2523260 1 6.89 729089 20.0
Heptadecane, 2,6,... 10.79 11.9 ng 464385 4 11.41 782312 20.0
n-Hexadecanoic acid 11.93 3.0 ng 118368 4 11.41 782312 20.0
10-Octadecenoic a... 12.50 4.1 ng 161081 4 11.41 782312 20.0
1,19-Eicosadiene 13.68 8.3 ng 265694 5 14.05 643773 20.0
Heptadecyl heptaf... 13.89 13.4 ng 432465 5 14.05 643773 20.0
1,21-Docosadiene 14.33 10.2 ng 328223 5 14.05 643773 20.0
Oxalic acid, pent... 14.52 12.6 ng 405513 5 14.05 643773 20.0
2-Nonadecanone 14 .57 3.2 ng 104418 5 14.05 643773 20.0
Octadecane 14.82 3.7 ng 125942 6 15.54 675934 20.0
Heneicosane 15.17 8.6 ng 290332 6 15.54 675934 20.0
unknownl15.24 15.24 4.7 ng 159792 6 15.54 675934 20.0
Oxirane, heptadecyl- 15.76 4.0 ng 134017 6 15.54 675934 20.0
2-Bromotetradecane 16.00 6.0 ng 202187 6 15.54 675934 20.0
1-Heptacosanol 16.05 3.1 ng 103561 6 15.54 675934 20.0
unknownl7.72 17.72 7.4 ng 249808 6 15.54 675934 20.0

8270-BF010719.M Thu Jan 10 14:11:36 2019 Page: 22



