LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J5192-01 AU-05-100218-A

ALS Vial : 4 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-BF092218 .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 4.898 474 478 485 rBV 49002 68933 2.03% 0.239%
2 5.316 545 549 564 rBY 1385186 1538779 45.33% 5.332%
3 6.345 720 724 741 rBVY 1484284 1761331 51.89% 6.103%
4 6.469 741 745 770 rVB 1705468 1824340 53.75% 6.321%
5 6.698 781 784 795 rBV 554634 619097 18.24% 2.145%
6 6.857 807 811 837 rVB 1413951 1366535 40.26% 4_.735%
7 7.263 876 880 901 rBVY 1043868 1151186 33.92% 3.989%
8 7.981 998 1002 1020 rBV 826915 832346 24.52% 2.884%
9 9.057 1180 1185 1198 rBV 2136661 1963669 57.85% 6.804%
10 9.451 1248 1252 1260 rBV 579714 530681 15.63% 1.839%

11 9.728 1295 1299 1307 rBV2 953896 918954 27.07% 3.184%
12 10.516 1429 1433 1447 rBV 1192899 1236745 36.44% 4._.285%
13 11.204 1547 1550 1561 rBV 853229 883130 26.02% 3.060%
14 11.533 1604 1606 1610 rVB2 51269 40127 1.18% 0.139%
15 11.610 1616 1619 1627 rVB 1492442 1305692 38.47% 4.524%

16 11.745 1638 1642 1651 rBvV2 233997 276681 8.15% 0.959%
17 12.298 1731 1736 1737 rBV 3148706 2983898 87.91% 10.339%
18 12.322 1737 1740 1746 rVV 3251216 3394279 100.00% 11.761%
19 12.398 1750 1753 1757 rVvVv 768902 740018 21.80% 2.564%
20 12.451 1760 1762 1770 rVV3 85294 137606 4._05% 0.477%

21 12.527 1772 1775 1787 rVB2 67492 89796 2.65% 0.311%
22 12.639 1792 1794 1797 rVB 58958 51089 1.51% 0.177%
23 12.786 1815 1819 1827 rBV 1591618 1396808 41.15% 4._.840%
24 12.974 1845 1851 1856 rBVS8 23849 62456 1.84% 0.216%
25 13.039 1857 1862 1865 rVB2 48035 76335 2.25% 0.265%
26 13.121 1873 1876 1878 rBV 62658 57036 1.68% 0.198%
27 13.280 1899 1903 1906 rVB3 27655 34615 1.02% 0.120%
28 13.545 1943 1948 1951 rVB2 52944 65622 1.93% 0.227%
29 13.698 1968 1974 1981 rBV4 89472 134620 3.97% 0.466%
30 13.786 1986 1989 1992 rVB 49368 41520 1.22% 0.144%

31 13.833 1993 1997 2006 rBV 684990 709573 20.90% 2.459%
32 14.010 2024 2027 2033 rVB 75270 69077 2.04% 0.239%
33 14.316 2075 2079 2082 rBV 127497 111439 3.28% 0.386%
34 14.610 2125 2129 2135 rVB 230726 242982 7.16% 0.842%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

3?22'6 i J5192-01 AU-05-100218-A
ALS Vial : 4 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-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.839 2165 2168 2175 rVB 32545 54033 1.59% 0.187%

36 14.921 2177 2182 2191 rVB 307198 361089 10.64% 1.251%
37 15.233 2230 2235 2238 rBV 576336 697957 20.56% 2.418%
38 15.268 2238 2241 2246 rVB 322177 392257 11.56% 1.359%
39 15.668 2304 2309 2314 rBV 224010 321774 9.48% 1.115%
40 16.127 2381 2387 2399 rVB 121263 227829 6.71% 0.789%

41 16.668 2473 2479 2485 rVB2 43059 88083 2.60% 0.305%

Sum of corrected areas: 28860017
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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\BF100318\

BF109542.D
3 Oct 2018 13:29
JussJ
J5192-01
4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

AU-05-100218-A
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 17

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

4.90 2.23 ng 68933 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 478 (4.898 min): BF109542.D (-474) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 PR R
4.60 4.80 5.00 5.20
83.0
o...,....,....,....l,'::..,..-!~!,..??',°....,.-...,....,|...1.1,1.'.1.., m/z 59.00 55.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L A I
59.0 460 480 500 520
m/z 101.00 21.68%
31.0 83.0 101.0
0'“|'“'|“”“ﬁ"ﬁ”'“l'”'l“"w"w'““l'“'”“"w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 5.00 520
5000 m/z 58.00 15.26%
29.0 101.0
N e P Il 730 830
RIS UL SULELIN SU L UL JUE L SO IO IURILS SULIE SR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e a mar
59.0 4.60 4.80 5.00 5.20
m/z 41.00 10.90%
5000 41.0
31.0
69.0 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 3

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

6.47 58.94 ng 1824340 1,4-Dichlorobenzene-d4 6.70
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 745 (6.469 min): BF109542.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
6.20 6.40 6.60 6.80
0 B E e m/z 68.10 44 _42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.53%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.20 6.40 6.60 6.80
5000 m/z 66.05 28.13%
s 0o | ||
0""l""'ﬁ"""""l"'"l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.29%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SR L0 A U —
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.61 29.57 ng 1305690 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 86
Abundance Scan 1619 (11.610 min): BF109542.D (-1616) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 UL U BRI SN BN
97.0 185.2 227.2 11.20 11.40 11.60 11.80 12.00
0 ,....,|...|.|', Al gLy | 1es2tRE L 293 7,7 87.00 71.23%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 AR B BRI I I
43.0 1120 11.40 11.60 11.80 12.00
143.0 m/z 43.05 34 .33%
mz-> 20 40 60 80 '1'66' 30 140 180 '1'86' Py 'z'Ac')' P
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.20 11.40 11.60 11.80 12.00
5000 43.0 m/z 55.05 26.31%
143.0
Oyt il T2 aaz0, 1850 2210 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester
74.0 11.20 11.40 11.60 11.80 12.00
m/z 41.10 26 .05%
5000
43.0
143.0 256.0
N N o N, B I
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.75 6.27 ng 276681 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 25
Abundance Scan 1643 (11.751 min): BF109542.D (-1638) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1 [L
. 213.2 — ”....” -
157.1 185.1 256.2 1140 11,60 11.80 12.00
0 m/z 60.00 81.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0

5000 1290 T T |||||||| L
83.0 1140 11. 60 1180 12.00
- 0
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.05  80.53%
[0} -
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0

11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 63.89%
0150 177,

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0 11.40 11.60 11.80 12.00
43.0 m/z 41.05 62.41%
5000 129.0
0 : —*T*ﬁ*L*Jﬁ*Fﬁfﬁ**w

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF092218_.M Thu Oct 04 13:05:51 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 67.58 ng 2983900 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 98
Abundance Scan 1736 (12.298 min): BF109542.D (-1731) (-) m/z 67.05 100.00%
67.0

41.0
5000

I

12.00 12.20 12.40 12.60
m/z 81.10 85.88%

1231 1501 178.1 220.2 263.3 204.3

0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 671.0

—

12.IOO 12.I20 12.I40 12.I60
m/z 55.10 62.48%

5000

1230 1490 1789

262.0 294.0

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
410 610
AR Ea e R Eman
12.00 12.20 12.40 12.60

5000 95.0 m/z 95.10 57.24%
M

204.0
1230 1500 1750 200 2630

I

s MR R N R G R G F
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate RE EREEREEEL R
67.0 12.00 12.20 12.40 12.60
m/z 41.05 53.86%
5000
0.0 294.0
1230 1990 4780 2000 2620
0 L e B

I I T 1
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.32 76.87 ng 3394280 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 98
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 96
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 93
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 87

Abundance Scan 1740 (12.322 min): BF109542.D (-1737) (-) m/z 55.10 100.00%

5000

e

12.00 12.20 12.40 12.60
m/z 74.00 74.10%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

%

5000 LA LN L L L LB L L LB
12.00 12.20 12.40 12.60
m/z 69.10 73.52%
. 180.0 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0

12.00 12.20 12.40 12.60
m/z 41.10 67.94%

5000
23.0 264.0
"~ 1380 1800 2220 296.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester e A RARRI EREEE s
55.0 12.00 12.20 12.40 12.60
m/z 83.10 59.64%
5000
180.0 222.0 264.0 296.0
0 ' B e REEEEmEE

T 1 I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.40 16.76 ng 740018 Phenanthrene-d10 11.20
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. 16-methvl-. ... 298 C19H3802 005129-61-3 91
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 91

Abundance Scan 1753 (12.398 min): BF109542.D (-1750) (-) m/z 74.00 100.00%

] A e e e
143.1 255.3 12.00 12.20 12.40 12.60 12.80
o

m/z 87.00 74 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #143127: Methyl stearate
74.0
5000 43.0

12.00 12.20 12.40 12.60 12.80
m/z 43.10 37.73%

15.0 . T 1710 199.0 5p7 o 2550 2980
0 : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95861: Methyl tetradecanoate
74.0

12.00 12.20 12.40 12.60 12.80

1711 1992 9575 298.3

74.0
5000 431 JLJ \

5000 m/z 55.10 26.82%
43.0
143.0
S0 L e 90 g imn azo
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 R T
74.0 12. 00 12 20 12. 40 12. 60 12. 80

m/z 41.10 24 .41%

5000
143.0 255.0
‘ 97.0 l 199.0 ‘ 298.0
\‘\ “ ‘u\ \L\ . \1710 { 2270 \ ) ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12 20 12. 40 12. 60 12. 80

o

8270-BF092218_.M Thu Oct 04 13:05:53 2018 Page: 10



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

BF109542.D
3 Oct 2018 13:29
Jus/sJ
J5192-01 AU-05-100218-A
4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 Cyclododecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.45 3.12 ng 137606 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 Cl1l2H24 000294-62-2 64
2 Chloroacetic acid. tridecvl ester 276 C15H29CI102 018277-85-5 64
3 Pentafluoropropionic acid. undec... 318 C14H23F502 959014-11-0 58
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 53
5 Formic acid, dodecyl ester 214 C13H2602 028303-42-6 52

Abundance Scan 1762 (12.451 min): BF109542.D (-1760) (-) m/z 55.05 100.00%
5000
1220 12.40 12.60 12.80
0 m/z 57.00 90.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36736: Cyclododecane
83.0
5000
12.20 12.40 12.60 12.80
O oo 1680 m/z 41.10 83.59%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124251: Chloroacetic acid, tridecyl ester
83.0
" 12.20 12.40 12.60 12.80
5000 m/z 69.10 78.47%
154.0 1820
0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159234: Pentafluoropropionic acid, undecy! ester LB e e
55.0 12.20 12.40 12.60 12.80
m/z 43.10 74 .93%
5000
280 154.0
o ' 199.0 2430 300.0
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

8270-BF092218.

M Thu Oct 04 13:05:54 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.53 2.53 ng 89796 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 58
Abundance Scan 1775 (12.527 min): BF109542.D (-1772) (-) m/z 73.00 100.00%
430 730
5000 129.1 V\JLANA\JypmAA“,ANﬁN
' , 12.20 12.40 12.60 12.80
0 m/z 43.00 85.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 , 73.0
5000 129.0
12.20 12.40 12.60 12.80
m/z 59.95 68.33%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
12.20 12.40 12.60 12.80
5000 129.0 m/z 57.10 68.23%
0 .1?.'?.‘; T .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 12.20 12.40 12.60 12.80
m/z 55.10 67.40%
5000 129.0
83.0
J‘L 157.0 1850 213.0 256.0
0 A A AR AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1250 1220 1260 12%0

8270-BF092218_.M Thu Oct 04 13:05:55 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl3.04 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.04 2.15 ng 76335 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Picrotoxinin 292 C15H1606 017617-45-7 30
2 9-Octadecene. 1.1-dimethoxv-. (Z2)- 312 C20H4002 015677-71-1 27
3 1.19-Eicosadiene 278 C20H38 014811-95-1 22
4 Chloromethyvl 7-chlorododecanoate 282 C13H24Cl1202 080419-03-0 22
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 18

Abundance Scan 1862 (13.039 min): BF109542.D (-1857) (-) m/z 55.05 100.00%

54.0

5000

12.80 13.00 13.20 13.40
m/z 41.00 66.15%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137522: Picrotoxinin
43.0

5000 LIRS
12.80 13.00 13.20 13.40
m/z 69.00 63.26%
Obprrrr it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154958: 9-Octadecene, 1,1-dimethoxy-, (2)-
31 71.0
T T
12.80 13.00 13.20 13.40
5000 m/z 43.05 59.92%

1250 1500 1840

0 222.0 248.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene b RRREE EE s
12.80 13.00 13.20 13.40

m/z 57.10 56 .64%

5000

180.0 208.0 250.0 278.0
R ERREEEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13. 20 13 40

8270-BF092218_.M Thu Oct 04 13:05:55 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Sulfurous acid, octadecyl 2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.70 3.79 ng 134620 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
4 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
5 Oxalic acid, isobutyl tridecyl e... 328 C19H3604 1000309-37-8 90
Abundance Scan 1974 (13.698 min): BF109542.D (-1968) (-) m/z 57.05 100.00%
57.0
5000
1111 AR AR AR
O prr—rflirs m/z 43.05 83.11%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0
5000 LR SRR SN SN S
13,40 13.60 13.80 14.00
m/z 71.05 70.49%
125.0
ok ol | 1550 183.0  224.0 2530
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
13.40 13.60 13.80 14.00
5000 m/z 55.10 49.04%
29.0 83.0
Ll | [ MO 10, 196.0 2240 2690
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 2é0 280
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester R R B
57.0 13.40 13.60 13.80 14.00
m/z 85.10 48_.23%
5000
29.0 83.0
obr ..\‘.. L0, 80 1820 2100 PBO e lemed el
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00

8270-BF092218_.M Thu Oct 04 13:05:56 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

Sample : J5192-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.32 3.14 ng 111439 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2080 (14.321 min): BF109542.D (-2075) (-) m/z 57.05 100.00%

57.0
5000

113.1 IIIIIIIIIIIIIIIIIIIIIII
1 183.2511.1240.0 14.00 14.20 14.40 14.60

m/z 71.10 79 .40%

0!

m/z--> 0 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 85.0 L e N EEERE
14.00 14.20 14.40 14.60
m/z 43.05 62.06%
29.0 13.0
o [ ﬁ '141.0169.0197.0  240.0
B B e
m/z--> 0 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
R R R e ey
14.00 14.20 14.40 14.60
5000 85.0 m/z 85.05 59.90%
113.0
o JJJAJJ}ﬂMwMWozw%MM%mmmmo
I e e e e e I e e e e e L B e
m/z--> 0 50 100 150 200 250 300 350
Abundance #94352: Hexadecane, 2-methyl- PR T T
57.0 14.00 14.20 14.40 14.60
m/z 55.05 27 .65%
5000 85.0
29.0 197.0
ULy [T 000 | 2250
O T T T e e e e L
m/z--> 0 50 100 150 200 250 300 350 14. OO 14. 20 14. 40 14.60

8270-BF092218_.M Thu Oct 04 13:05:57 2018

AU-05-100218-A

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.61 6.96 ng 242982 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2129 (14.610 min): BF109542.D (-2125) (-) m/z 57.10 100.00%

517.1
5000

99.1
14. 20 14.40 14.60 14.80 15.00
| 41.1 1831 253.1
| — l| Lot j8312150 28312831 0 ugyC 71.10  73.820%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0

14.20 14.40 14.60 14.80 15.00
99.0 m/z 43.10 63.20%

410
0.2.7.r.°‘,..1...1-1r" 0830 g0 w20
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

57.0

1420 14140 14.60 14.80 15.00
5000 m/z 85.10 56.89%

99.0
. JJJJM@1%OQW2%M%0
e 0 P i
miz--> 50 100 150 200 250 300 350
Abundance :

27,0
#215181: 2-methyloctacosane N e B B
57.0 14.20 14.40 14.60 14.80 15.00

m/z 41.05 22 .78%

5000
99.0
270) | | || p4ro 1830 2250 267.0 3090 3650

e R A e s =

T
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14 60 14. 80 15. OO

8270-BF092218_.M Thu Oct 04 13:05:57 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .92 10.35 ng 361089 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87

Abundance Scan 2182 (14.921 min): BF109542.D (-2177) (-) m/z 57.10 100.00%

57.1

5000

14.60 14.80 15.00 15.20
m/z 71.10 73.37%

1131 1414

o 183.2 225.2 270.1 295.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57.0

14,60 14.80 15.00 15.20
m/z 43.10 60.16%

5000

113.0 141.0 169.0 197.0 2250  268.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57.0
AR RS R
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 53.19%
0 20.0 I “ ‘11?0“1410 169.0 1970 2260
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22 .54%
85.0
5000
29.0 113.0
ol | “ | ] 1410 1600 197.0 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14 60 14. 80 15. 00 15 20

8270-BF092218_.M Thu Oct 04 13:05:58 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.67 9.22 ng 321774 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2309 (15.668 min): BF109542.D (-2304) (-) m/z 57.10 100.00%
57.1
5000 \ / A
%0 "1540 15,60 1580 1600
41. 1 183 1 : : : :
0...J,- l| L%kt 1831 2200 2801 | s 71.05  76.49%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LR B BRI BRI B
mmmmmmmm
99.0 m/z 43.05 64.28%
o |Jjjﬂdmw1%onm2mom% 367.0
m/z--> 55 160 150 200 250 300 3éo '
Abundance #141426: Heneicosane
57.0
' 15.40 15.60 15.80 16.00
5000 m/z 85.10 58.97%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3éo '
Abundance #215181: 2-methyloctacosane e e A EE e e ]
57.0 15.40 15.60 15.80 16.00
m/z 55.00 22.70%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3éo ' 15?0 1560 1580 1600

8270-BF092218_.M Thu Oct 04 13:05:59 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.13 6.53 ng 227829 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2387 (16.127 min): BF109542.D (-2381) (-) m/z 57.10 100.00%
57.1
85.0
5000
113 JMUNNUSUNASRNAA AR
141.2169.1 197 1 15.80 16.00 16.20 16.40
0 ...,....,l...l .J'..,-.-...l|,..al. Ao ettt 2991 Tm/z 71.10  75.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane
57.0
85.0
5000 R TR S DR AR
mmmmmmmm
m/z 43.10 60.88%
oL 21 J LT e0as00 197 0225.0 2530 252.0
m/z--> 2'0 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 340
Abundance #141426: Heneicosane
57.0
o0 15,80 16.00 16.20 16.40
5000 ‘ m/z 85.05 60.69%
29.0 113.0
ol T 114}01690197022502530 296.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 340
Abundance #194499: Eicosane, 7- hexyl L L B B N BN R |
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22 .55%
5000 85.0 j\MMWMAWPWWM/\\WH\MMWMMNMN
0 L L\ll‘? 01141 0 182.0 211 0 252.0 281 0308.0 337.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 80 16. 00 16 20 16. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Aca On : 3 Oct 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J5192-01 AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tridecane, 3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.67 2.52 ng 88083 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 72
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 72
3 Eicosane 282 C20H42 000112-95-8 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 64
Abundance Scan 2479 (16.668 min): BF109542.D (-2473) (-) m/z 57.05 100.00%

57.0

3

5000
1131 e
155.1 195.1225.0 267.1 298.1 16.40 16.60 16.80 17.00
(o} m/z 71.10 76.49%
miz--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 LA L L L L L LB
85.0 16,40 1660 16.80 17.00
m/z 43.05 66.16%
29.0 11301410
0.”]‘ Jl 169.0197.0225.0253.0 295.0 366.0
e I e e e
miz--> 50 100 150 200 250 300 350
Abundance #59890: Tridecane, 3-methyl-
57.0
e
16.40 16.60 16.80 17.00
5000 m/z 85.10 55.68%
29.0
85.0
0“‘ | 113.014001690 198
e
miz--> 100 150 200 250 300 350
Abundance #129490: Eicosane R EEEEE RS
57.0 16.40 16.60 16.80 17.00
m/z 55.05 26.79%
85.0
5000
0 23'0“ L i 4101690107 0225 050,0 2620
e e P e e
miz--> 50 100 150 200 250 300 350 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

Data File : BF109542.D

Acq On : 3 Oct 2018 13:29 Instrument :
Operator : JU/SJ BNA_F

Sample - J5192-01 ClientSampleld :
Misc : AU-05-100218-A
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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... 4 .90 2.2 ng 68933 1 6.70 619097 20.0
unknown6 .47 6.47 58.9 ng 1824340 1 6.70 619097 20.0
Hexadecanoic acid... 11.61 29.6 ng 1305690 4 11.20 883130 20.0
n-Hexadecanoic acid 11.75 6.3 ng 276681 4 11.20 883130 20.0
9,12-Octadecadien... 12.30 67.6 ng 2983900 4 11.20 883130 20.0
15-Octadecenoic a... 12.32 76.9 ng 3394280 4 11.20 883130 20.0
Methyl stearate 12.40 16.8 ng 740018 4 11.20 883130 20.0
Cyclododecane 12.45 3.1 ng 137606 4 11.20 883130 20.0
Octadecanoic acid 12.53 2.5 ng 89796 5 13.83 709573 20.0
unknownl13.04 13.04 2.1 ng 76335 5 13.83 709573 20.0
Sulfurous acid, o... 13.70 3.8 ng 134620 5 13.83 709573 20.0
Heptadecane 14.32 3.1 ng 111439 5 13.83 709573 20.0
Eicosane 14.61 7.0 ng 242982 6 15.23 697957 20.0
Nonadecane 14.92 10.4 ng 361089 6 15.23 697957 20.0
Hexacosane 15.67 9.2 ng 321774 6 15.23 697957 20.0
Heneicosane 16.13 6.5 ng 227829 6 15.23 697957 20.0
Tridecane, 3-methyl- 16.67 2.5 ng 88083 6 15.23 697957 20.0
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