LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 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-BF110818 .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 2.211 17 21 35 rvB 66158 106153 10.04% 0.973%
2 5.163 521 523 534 rBV 13413 22323 2.11% 0.205%
3 5.557 586 590 616 rBV 571370 675866 63.95% 6.194%
4 6.563 757 761 777 rBV 613889 713457 67 .51% 6.538%
5 6.704 782 785 791 rBV 839939 739847 70.00% 6.780%
6 6.940 821 825 839 rVB 465950 426629 40.37% 3.910%
7 7.093 848 851 866 rBV 641953 560929 53.07% 5.141%
8 7.504 917 921 935 rBV 389341 458058 43.34% 4.198%
9 8.222 1039 1043 1057 rBV 557132 559300 52.92% 5.126%
10 9.292 1222 1225 1234 rBV 879463 792562 74.99% 7.263%
11 9.692 1286 1293 1299 rBV 27159 30527 2.89% 0.280%
12 9.981 1338 1342 1355 rvB2 658991 608952 57.62% 5.581%
13 10.386 1408 1411 1414 rVB 13275 10924 1.03% 0.100%
14 10.775 1473 1477 1489 rBvV 356943 382287 36.17% 3.503%
15 10.863 1489 1492 1499 rVB 14762 16221 1.53% 0.149%

16 11.475 1593 1596 1608 rBV 552907 533829 50.51% 4.892%
17 11.839 1655 1658 1662 rBV 418068 350238 33.14% 3.210%
18 11.975 1677 1681 1686 rBV 14240 19052 1.80% 0.175%
19 12.528 1772 1775 1777 rBV 1125002 1056885 100.00% 9.686%
20 12.551 1777 1779 1786 rVV2 1096453 920209 87.07% 8.433%

21 12.633 1790 1793 1796 rVB 191590 144157 13.64% 1.321%

22 12.698 1801 1804 1811 rVB 27388 27405 2.59% 0.251%
23 12.927 1841 1843 1848 rVB 22089 19266 1.82% 0.177%
24 13.057 1861 1865 1871 rVB 617539 526577 49.82% 4._.826%
25 13.357 1914 1916 1920 rBV 10734 10885 1.03% 0.100%
26 13.933 2010 2014 2020 rBV 56260 74335 7.03% 0.681%
27 14.127 2043 2047 2056 rVB 473100 478840 45.31% 4 _.388%
28 14.551 2117 2119 2121 rBV2 16819 18881 1.79% 0.173%
29 14.869 2169 2173 2176 rBV 28012 29018 2.75% 0.266%
30 15.216 2227 2232 2237 rBV2 40790 61756 5.84% 0.566%
31 15.610 2296 2299 2302 rVB 25136 29218 2.76% 0.268%
32 15.657 2302 2307 2318 rVB 269290 396430 37.51% 3.633%
33 16.033 2366 2371 2372 rBV5 7782 10881 1.03% 0.100%
34 16.063 2372 2376 2382 rVV2 30871 54592 5.17% 0.500%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 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 - 0 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-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.345 2420 2424 2427 rBV5 9066 16825 1.59% 0.154%
36 16.592 2462 2466 2471 rBV4 16971 28460 2.69% 0.261%

Sum of corrected areas: 10911774
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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\BF111618\

BF110820.D

16 Nov 2018 16:52

JussJ

J5762-05 2X

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 7

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

2.21 4.98 ng 106153 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 21 (2.211 min): BF110820.D (-17) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1
| 2.20 2.30 2.40 2.50 2.60
S A NS USUSSSSSN N IS NS m/z 43.00 44.88%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 55.10 29.70%
29.0
R O S S L S UL SRS UL S I S
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0
2.20 2.30 2.40 2.50 2.60
5000 43.0 m/z 87.10 26 .49%
58.0
”'I'”'I'”'I'”“w'”'lkh'l'”'l'”'l'“'I'”hl'”'
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1995: Silane, tetramethyl- Ll B T
73.0 2.20 2.30 2.40 2.50 2.60
m/z 40.95 15.19%
5000
43.0
20 150 290 || 530 650 | 88.0
m/z--> 0 10 20 30 40 50 60 70 8 90 2.20 2.30 2.40 2.50 2.60

8270-BF110818.M Mon Nov 19 13:36:16 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.70 Concentration Rank 2

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

6.70 34.68 ng 739847 1,4-Dichlorobenzene-d4 6.94
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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 784 (6.698 min): BF110820.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1
640 6.60 6.80 7.00
m/z 68.10 48.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IS LR UL SR
6.40 6.60 6.80 7.00
310 510 m/z 66.00 31.54%
”I“'W'”'l'”WJ'W'”'P'JI“'W'“'P'”I“'W'”'P'”I"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00
5000 m/z 134.00 30.59%
33.0 44.0 00 105.0
"I“"P"W"”I'”'Iﬁqpb'“l:“llﬁqﬂ"il'”hl“"P"W‘“'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LSS N L LA N N B
132.0 6.40 6.60 6.80 7.00
m/z 69.05 19.28%
5000
104.0
120 270 300 510 900710 490 | 1550
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.84 13.12 ng 350238 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 1658 (11.839 min): BF110820.D (-1655) (-) m/z 74.00 100.00%
74.0
5000 431
" 11.60 11.80 12.00 12,20
m/z 87.00 74 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methyl ester
74.0
5000 LB B UL UL B
43.0 11. 60 11. 80 12. 00 12 20
‘ 1430 m/z 43.10 38.97%
: 270.0
20) | Ll lmo g0 o emo o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11,60 11.80 12.00 12,20
5000 270.0 m/z 55.10 30.78%
43.0
143.0 2970
185.0
...,....,....Ml.‘..‘ ‘.l..‘,‘....z,l.'...,.... R — .‘...‘,....,..‘..,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74.0 11.60 11.80 12.00 12.20
m/z 41.05 29.48%
5000
43.0
‘ 1010153 g1430 1990 2420
oLl 123. o 171.0
m/z--> ﬁo Jo 60 85 100 120 150 160 180 200 220 250 260 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.53 39.60 ng 1056890 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98

Abundance Scan 1775 (12.528 min): BF110820.D (-1772) (-) m/z 67.05 100.00%

67.0

5000

12.20 12.40 12.60 12.80
m/z 81.05 81.81%

123.1
150.1 1781 263.2 2043

220.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

5000

12.I20 12.I40 12!60 12.80
m/z 55.05  70.39%

294.0
178.0 220.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0

[

12.20 12.40 12.60 12.80
m/z 41.05 57.83%

5000
294.0

150.0 1780 00,0 263.0

—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methy! ester T A
67.0 12.20 12.40 12.60 12.80
41.0 m/z 95.10 55.84%

5000

—

123.0 150.0

178.0 223.0 263.0 294.0

T I I
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\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 11-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.55 34.48 ng 920209 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 96
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 96
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 94
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 94
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 94

Abundance Scan 1779 (12.551 min): BF110820.D (-1777) (-) m/z 55.10 100.00%

1

5000

—_

1111 E —
137.1 180.2 2223 2643 12.20 12.40 12.60 12.80

203, 'm/z 41.10 68.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester

%

5000

12!20 12.I40 12!60 12.I80
m/z 69.10  62.53%

29.0

222.0

180.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

55.0

—_

12.20 12.40 12.60 12.80
m/z 74.00 59.17%

5000

29.0 264.0

111.0

138.0 180.0  222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester R
55.0 12.20 12.40 12.60 12.80

m/z 43.10 53.24%

5000

29.0 264.0

1370 1800 2220 296.0

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-BF110818.M Mon Nov 19 13:36:19 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.63 5.40 ng 144157 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 86
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
Abundance Scan 1792 (12.627 min): BF110820.D (-1790) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 LA ISR SURBURLN BUSLELLI BU
‘|| 101.0 199.2 255.2 12.40 12.60 12.80 13.00
SNNSMSS | P19 5 S m/z 87.00 79.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74.0
5000 43.0 LB UL SULILILN BN SURR

12. 40 12. 60 12. 80 13. 00
0
‘ \ 143.0 189.0 255.0 2980 m/z 43.00 47 .39%
97.0 I
ST 11 IO . - -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
12.40 12. 60 12. 80 13.00
5000 m/z 55.00 37.72%
43.0
143.0
Lo T w0190 270 7o
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107595: Pentadecanoic acid, methyl ester S EREmmEEE e
74.0 12. 40 12. 60 12. 80 13. 00

m/z 41.10 32.79%

5000
43.0 143.0 256.0
18‘.0\ H U\ ‘\‘ ly \1010 | { \1710\ \21?(-){

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecyl trifluoroacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.10ng 74335 Chrysene-d12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecvl trifluoroacetate 366 C20H37F302  079392-43-1 90
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 90

3 Trichloroacetic acid. tridecvl e... 344 C15H27C1302 074339-51-8 87
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 87
5 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35CI1303 1000314-56-2 87

Abundance Scan 2013 (13.927 min): BF110820.D (-2010) (-) m/z 43.10 100.00%
43.1
83.0
5000
11.1
T
\ |139.0 226.0 13.60 13.80 14.00 14.20
oy m/z 57.10 96.17%
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 TT [T T T T [T T I T [T T T T [TTTT]
13.60 13.80 14.00 14.20
20.0 25.0 m/z 55.00 86.12%
' 1 L 154.0182.0 224.0252.0 297.0  348.0
e L e e LA B B e o e o e e o B S
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
97.0 T
13.60 13.80 14.00 14.20
5000 m/z 83.05 70.86%
25.0
29.0
\‘ Il | || MY S 1 ‘ JL ‘|15f|-.0 19\6022‘\10 269.0 370.0
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #179456: Trichloroacetic acid, tridecyl ester N EE R R R EEE e
43.0 83.0 13.60 13.80 14.00 14.20
’ m/z 69.05 61.54%
5000
11.0
Bl ‘ i }H “ 15‘\1'0182'0
i —t— T T
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF110818.M Mon Nov 19 13:36:21 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.22 3.12 ng 61756 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 70
2 Hentriacontane 437 C31H64 000630-04-6 68
3 Heneicosane 296 C21H44 000629-94-7 68
4 Nonadecane. 2.3-dimethvyl- 296 C21H44 075163-99-4 64
5 Triacontane 422 C30H62 000638-68-6 64

Abundance Scan 2233 (15.221 min): BF110820.D (-2227) (-) m/z 57.10 100.00%

57.1
5000

15.00 15.20 15.40 15.60
m/z 43.05 63.61%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane
57.0
5000 LA L L L L L LB

15.00 15.20 15.40 15.60
m/z 71.00 58.95%

99.0
Ly J |J 1410 183.0 2250 267.0 3090 366.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
R B e
15.00 15.20 15.40 15.60
5000 m/z 85.05 43.26%
99.0
Ll g 140 1830 2250 2670 309.0 3510 437.0
A A A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane A L A Ramas e
57.0 15.00 15.20 15.40 15.60
m/z 252.10 28.64%
5000
99.0
150 | | |4 | ) 1410 1830 2250 2060 A
B e e T T s R B b R
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110820.D

Aca On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.06 2.75 ng 54592 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 74
2 Heneicosane 296 C21H44 000629-94-7 74
3 Octacosane 394 C28H58 000630-02-4 72
4 Pentacosane 352 C25H52 000629-99-2 72
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 2376 (16.063 min): BF110820.D (-2372) (-) m/z 57.05 100.00%
57.0
5000
141.0 179.0211.2 ' 1580 1600 1620 1640 )
7 m/z 71.05 63.39%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 LI B BRI SULBLLN I
mmmmmmmm
m/z 43.00 56.40%
27,0 L ,j L 141.0 1830 225.0 267.0 309.0  366.0
m/z--> 55 100 150 260 250 360 3%0 '
Abundance #141424: Heneicosane
57.0
' 15.80 16.00 16.20 16140
5000 m/z 85.05 42 .92%
99.0
20] | | 4| | M} 1830 2250 26602860
m/z--> 50 160 150 260 250 360 3%0 '
Abundance #209565: Octacosane e  RRRaE Bam s
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.17%
5000
99.0
2n0p | | | [ }410 1830 2250 2810  337.0  394.0
m/z--> 55 100 1éo 260 250 360 3%0 ' 1580 1600 1620 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111618\
Data File : BF110820.D

Acq On : 16 Nov 2018 16:52

Operator : JU/SJ

Sample : J5762-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.21 5.0 ng 106153 1 6.94 426629 20.0
unknown6.70 6.70 34.7 ng 739847 1 6.94 426629 20.0
Hexadecanoic acid... 11.84 13.1 ng 350238 4 11.47 533829 20.0
9,12-Octadecadien... 12.53 39.6 ng 1056890 4 11.47 533829 20.0
11-Octadecenoic a... 12.55 34.5 ng 920209 4 11.47 533829 20.0
Methyl stearate 12.63 5.4 ng 144157 4 11.47 533829 20.0
Octadecyl trifluo... 13.93 3.1 ng 74335 5 14.13 478840 20.0
Hentriacontane 15.22 3.1 ng 61756 6 15.66 396430 20.0
Hexacosane 16.06 2.8 ng 54592 6 15.66 396430 20.0
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