LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072318\

Data File : BF107583.D

Aca On : 23 Jul 2018 13:04 Instrument :

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

3?22Ie : J4071-01 el

ALS Vial : 5 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-BF072018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.213 485 489 502 rBV 862040 1221269 14.47% 1.271%
2 5.607 552 556 569 rBY 5147406 6566966 77.79% 6.837%
3 6.607 721 726 745 rBVY 5044282 7066072 83.70% 7 .356%
4 6.748 745 750 756 rVV 6488708 6884734 81.55% 7.168%
5 6.801 756 759 773 rVB 385402 664406 7.87% 0.692%
6 6.972 785 788 804 rVB 1934265 2090173 24.76% 2.176%
7 7.130 810 815 829 rBVY 5399473 5684086 67.33% 5.918%
8 7.536 879 884 894 rBVY 3949269 4644245 55.01% 4 .835%
9 8.254 1002 1006 1019 rBvV 2587746 2729634 32.33% 2.842%
10 9.330 1183 1189 1203 rBVY 7634936 8441940 100.00% 8.789%

11 9.436 1203 1207 1211 rVB 150841 180577 2.14% 0.188%
12 9.689 1244 1250 1253 rBV 156257 207344 2.46% 0.216%
13 9.718 1253 1255 1264 rVB 519686 507562 6.01% 0.528%
14 10.018 1301 1306 1316 rBV 2749708 2907591 34.44% 3.027%
15 10.389 1365 1369 1372 rBV 146709 143175 1.70% 0.149%

16 10.424 1372 1375 1378 rVB3 78992 87007 1.03% 0.091%
17 10.813 1436 1441 1454 rBV 4709996 5240551 62.08% 5.456%
18 10.901 1454 1456 1462 rVB2 70868 99887 1.18% 0.104%

19 11.512 1556 1560 1563 rBV 2616694 2789845 33.05% 2.905%
20 12.024 1642 1647 1658 rBV2 2092851 2325304 27.54% 2.421%

21 12.242 1681 1684 1689 rVB5 70564 91775 1.09% 0.096%
22 12.536 1730 1734 1736 rBV3 97609 100849 1.19% 0.105%
23 12.577 1737 1741 1744 rVV 409275 385394 4._.57% 0.401%
24 12.624 1746 1749 1752 rVV5 95863 108187 1.28% 0.113%
25 12.724 1763 1766 1774 rVV 328264 468345 5.55% 0.488%

26 12.807 1777 1780 1791 rVV2 1182750 1380126 16.35% 1.437%
27 12.918 1795 1799 1800 rVV2 464489 461160 5.46% 0.480%
28 12.954 1803 1805 1812 rVV2 313822 444145 5.26% 0.462%
29 13.030 1815 1818 1821 rVB 315838 273615 3.24% 0.285%
30 13.095 1825 1829 1840 rVB 6098942 6116363 72.45% 6.368%

31 13.283 1858 1861 1862 rBV 194382 164675 1.95% 0.171%
32 13.306 1862 1865 1868 rVV 1072131 928423 11.00% 0.967%
33 13.365 1870 1875 1878 rVVv2 130934 168422 2.00% 0.175%
34 13.395 1878 1880 1883 rVV2 196913 199507 2.36% 0.208%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072318\

Data File : BF107583.D

Aca On : 23 Jul 2018 13:04 Instrument :

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

a?ggle : J4071-01 el

ALS Vial : 5 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-BF072018_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.424 1883 1885 1888 rVB3 111749 90302 1.07% 0.094%

36 13.565 1906 1909 1911 rVB3 104684 104239 1.23% 0.109%
37 13.648 1919 1923 1924 rBV2 273286 291841 3.46% 0.304%
38 13.665 1924 1926 1930 rVB 689079 544481 6.45% 0.567%
39 13.771 1941 1944 1950 rVB3 82991 102451 1.21% 0.107%
40 13.971 1974 1978 1986 rBV 2436524 2808788 33.27% 2.924%

41 14.118 1998 2003 2005 rBV5 72066 123849 1.47% 0.129%
42 14.159 2005 2010 2021 rVB 2074150 2296937 27.21% 2.391%
43 14.295 2030 2033 2040 rVB 439122 444832 5.27% 0.463%
44 14.418 2052 2054 2057 rVB 194172 158581 1.88% 0.165%
45 14.606 2081 2086 2093 rBV 2089426 2828466 33.50% 2.945%

46 14.918 2135 2139 2142 rBV2 376412 514691 6.10% 0.536%
47 15.001 2151 2153 2159 rVB2 167976 197334 2.34% 0.205%
48 15.077 2163 2166 2171 rVB 732547 816080 9.67% 0.850%
49 15.236 2190 2193 2195 rBV 105611 128274 1.52% 0.134%
50 15.283 2197 2201 2203 rVV 987656 1151753 13.64% 1.199%

51 15.312 2203 2206 2213 rVB 1498371 1850465 21.92% 1.927%
52 15.695 2265 2271 2281 rBV2 1604897 2635592 31.22% 2.744%
53 15.906 2303 2307 2312 rVB 449751 616829 7.31% 0.642%
54 16.153 2343 2349 2354 rBV 902903 1486964 17.61% 1.548%
55 16.206 2354 2358 2367 rVvV 921466 1692557 20.05% 1.762%

56 16.283 2368 2371 2377 rvv2 211097 376961 4._47% 0.392%
57 16.336 2378 2380 2388 rVB6 137182 191624 2.27% 0.199%
58 16.695 2437 2441 2445 rBV2 181039 282711 3.35% 0.294%
59 17.012 2490 2495 2502 rVB2 281565 533862 6.32% 0.556%
60 17.330 2545 2549 2557 rVB 261235 516155 6.11% 0.537%

61 17.430 2561 2566 2577 rVV4 269968 641485 7.60% 0.668%
62 17.536 2579 2584 2590 rVB2 140034 300404 3.56% 0.313%
63 17.871 2636 2641 2649 rBV5 236832 550292 6.52% 0.573%

Sum of corrected areas: 96052154
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Data Path
Data File
Aca On

Sample
Misc
ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Operator ; JU/SJ
: J4071-01

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\

BF107583.D
23 Jul 2018 13:04

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF107583.D

6.75

5.61 6.61

7\21 JL JL o

6.97

7.13

7.54

0=
Time--> 2.50

I [T
3.00 3.50 4.00 4.50 5.00

o
5.50 6.00 6.50 7.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF107583.D

10.81

8.25 10.02 11.51

o | e

13.09

Or——
Time--> 8.00

| 1 R I
8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF107583.D

15.31 15.69
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 8

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

5.21 11.69 ng 1221270 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 489 (5.213 min): BF107583.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 480 500 520 540 560
o...,....,....,....','::..,..~:I,...6?-,9....f‘.3'.°..,....~,|....,. m/z 59.00 62.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN UL IR
59.0 480 500 520 540 5.60

m/z 101.10 18.59%

15.0 101.0
31.0
0 ‘ 1| i . 83.0 \‘
A I e o o L e e N B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

4.80 5.00 5.20 5.40 5.60

5000 m/z 57.95 17 .64%
41.0
29.0 101.0
50.0 73.0 86.0

L NN N E—

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R S e s
59.0 4.80 5.00 5.20 5.40 5.60

m/z 40.95 8.84%

5000 41.0 A\
350 69.0
: 87.0
N 1 P ™ N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.75 Concentration Rank 1

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

6.75 65.88 ng 6884730 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 750 (6.748 min): BF107583.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0 L
wosso || B0 J Tho oho 6k 7ho
0 4820 L H49 m/z 68.00 40.82%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 35.21%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.86%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
4.0 m/z 69.05 17.09%
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13

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

6.80 6.36 ng 664406 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 38
4 Butanoic acid. 4-methoxv- 118 C5H1003 029006-02-8 38
5 L-Lactic acid 90 C3H603 000079-33-4 37

Abundance Scan 759 (6.801 min): BF107583.D (-756) (-) m/z 45.00 100.00%
48.0
5000 56.0 ﬁ\\\~
e 640 650 680 7.00 720
o..,....,....,....,~.'!..,....',....,I'.'..,..f.‘.g,‘.’...lf'f.l.,....,....,1?’.4.?,.. m/z 58.95  37.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
N
5000 31.0 59.0 6.40 6.60 6.80 7.00 7.20
72.0 m/z 72.00 20.14%
190 | W | |, 890 10401160 1350
mz-> 1 2 % 40 % 60 70 85 90 100 110 130 130 140
Abundance
45.0
6.40 6.60 6.80 7.00 7.20
5000 590 m/z 73.10 11.98%
29.0
90.0
75.0
ol 15.0 102.0
mﬁmﬁwﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-
45.0 6.40 6.60 6.80 7.00 7.20
m/z 43.00 11.06%
5000 59.0
31.0
73.0
0 \‘ ‘ | 850 1030
m/z--> 10 20 35 Jo éo eb 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 5
R.T. EstConc Area Relative to ISTD R.T.
12.02 16.67 ng 2325300 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1646 (12.018 min): BF107583.D (-1642) (-) m/z 59.95 100.00%
6d.0
5000
83.0 1291 L
39ip J o 1571 1851 32 " 11/80 12.00 12.20 12.40
o) SR m/z 43.00 98.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 B B B LR R
nmnmnmnm
97.0 m/z 73.00 96.77%
‘ 157.0 185.0
0 Illll‘l“‘i‘\‘”ﬂlull
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
" 11,80 12.00 12.20 12.40
5000 129.0 m/z 57.00 88.45Y%
97.0 199.0
1570 242.0
0 }ﬁ?'“'|"“|"'w""w"'|“"|'“' '}779'“ BRRBY SRR PR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid R R R e e e e
430 | 730 11.80 12.00 12.20 12.40
m/z 55.00 76.29%
5000 129.0 ﬂ
0.1.5.?.... C T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.81 9.89 ng 1380130 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Heptadecanoic acid 270 C17H3402 000506-12-7 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87
Abundance Scan 1781 (12.812 min): BF107583.D (-1777) (-) m/z 43.00 100.00%
5000 ﬂ }
372.8
12:40 12,60 12.80 13.00 13.20
ol 29 1“1 007 Tnsz 73.00  96.23%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #131259: Octadecanoic acid
43.0

5000 LRI B B A
129 0 12. 40 12. 60 12. 80 13. 00 13. 20
284.0 m/z 60.00 92.32%
‘ 185.0 241.0
o u H\ H‘H hh H\ \ N ‘. \ ‘ \ — .‘ r— .. .
m/z--> 0 5 200 250 300 350 400
Abundance
73.0
41.0
IEEEE AR R R
12.40 12.60 12.80 13.00 13.20
5000 129.0 m/z 57.00 90.48%
199.0 2420
0 167.0
L s s s e e B B B B T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #119367: Heptadecanoic acid O L L
43.0 12.40 12.60 12.80 13.00 13.20

m/z 55.00 79 .65%

5000 270.0
129.0
3.0
T
oy ol Ay g | {

ol T e nt s e —
0

50 100 150 200 250 300 350 400 12. 40 12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tricosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.31 8.08 ng 928423 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 87
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 78
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 72

Abundance Scan 1866 (13.312 min): BF107583.D (-1862) (-) m/z 57.00 100.00%

57.0

5000 85.1

t
-

113.1 13.00 13.20 13.40 13.60
141.2 169.1 197.2 226.1
o...,....,l...',....,....l,...'.,.'...,....,....,............,2}‘.3.2.8..2.?9.9....?2?..3 m/z 71.10 61.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164578: Tricosane
57.0
5000 85.0 L‘*’A"”‘
13.00 13.20 13.40 13.60
0
‘ ‘ 1130141016901970 324.0 m/z 43.00 51.56%
ety oo, 23902610 2950 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R A REEEEmEEE
13.00 13.20 13.40 13.60
5000 850 m/z 85.10 46.92%
28.0
183.0
o 113.0 155.0 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59888: 3,5-Dimethyldodecane
57.0 13.00 13.20 13.40 13.60
m/z 41.00 16.44%
5000
85.0
29.0
‘ ‘ | 126.0 169.0 1950
O e e e e e e e e R ERERREEEE RS a s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1,1-Dichloro-2,2-bis(p-chlo... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.67 4.74 ng 544481 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Dichloro-2.2-bis(p-chlorophe... 318 C14H10CI4 000072-54-8 97
2 3-Butanone. 1.1-bis(4-chlorophen... 320 C18H18CIl20 1000158-20-4 93
3 Mitotane 318 C14Hio0Cl4 000053-19-0 91
4 m.p"-DDD 318 C14Hio0Cl4 004329-12-8 87
5 p,p"-DDT 352 C14H9CI5 000050-29-3 86

Abundance Scan 1927 (13.671 min): BF107583.D (-1924) (-) m/z 235.00 100.00%
235.0
5000
165.1
199.0 13.40 13.60 13.80 14.00
75.0 105.1 135.9 . .
oL, 380 72D 1051 R wd bl M 2820 3189 38381 07537 00 61.28%
m/z--> 50 100 150 200 250 300 350
Abundance #159160: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane
235.0
000 1650 "al40 1560 1530 1400
199.0 m/z 165.10 35.79%
0 36.0 ’ 7?'9}01'0 13?'0 il \h.\ H . 282.0 329'0
m/z--> 50 100 150 200 250 300 350
Abundance
235.0
13.40 13.60 13.80 14.00
5000 m/z 236.00 14 .73%
165.0
43.0 199.0
. go.o 1250 262.0 320.0
NI LU UL (L UL SR SR
m/z--> 50 100 150 200 250 300 350
Abundance #159155: Mitotane e e —— s
235.0 13.40 13.60 13.80 14.00
m/z 199.00 12.09%
5000
165.0
199.0
0 39'0. 75J10t1041‘0 13?'0 N h\ ] | 283.0 3290
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF072018_.M Tue Jul 24 13:11:15 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tricosyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 24 .46 ng 2808790 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Heptadecanoic acid, heptadecyl e... 509 C34H6802 036617-50-2 91
Abundance Scan 1978 (13.971 min): BF107583.D (-1974) (-) m/z 57.00 100.00%
57.0
5000 7.0
39.1 13.60 13.80 14.00 14.20
o...,.M;.',.l.]i.A.,.l.E‘?:%.z??'.l 2802 861 | m/z 43.00 71.43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate
57.0
97.0
5000 AUV IR

13.60 13.80 14.00 14.20
m/z 55.00 67.02%

90
oLl u Il Bt | 18102220 2640 3220 3670 4180
A . 2640 3220 00 4180

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
B AREEEea
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 51.32%
o 1390 1050 252.0 297.0 348.0
e B s e L e o B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate R R n
57.0 13.60 13.80 14.00 14.20
m/z 69.10 47 .14%
97.0
5000
ol ‘ | l 3?? 182.0222.0  294.0 339.0 490.0
L B B L o e e e e B o e o B ERERE RS e
m/z--> 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. OO 14.20

8270-BF072018.M Tue Jul 24 13:11:16 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.61 24 .63 ng 2828470 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Tetracosvl trifluoroacetate 450 C26H49F302 1000351-76-4 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Docosvl trifluoroacetate 422 C24H45F302 1000351-75-5 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 2087 (14.612 min): BF107583.D (-2081) (-) m/z 57.00 100.00%
57.0
97.0
5000
NI AN SR I
39.1 14.20 14.40 14.60 14.80 15.00
0...Hf.l| } 182222432651 am3|§§;quzglllll m/z 55.00 83 200
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 R U SRR BRI I
14.20 14.40 14.60 14.80 15.00
m/z 43.00 73.52%
oL L ;\H,\LI ;\‘ 1390 1820 2230 2800
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 14.20 14.40 14,60 14.80 15.00
5000 m/z 83.05 69.51%
0 139.0 181.0 222.0 264 0 336.0 381.0 432.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester I B e s R B
57.0 14.20 14.40 14.60 14.80 15.00
97.0 m/z 97.05 63.84%
- ‘_A_/\_J\R/\/\
oLl | o 2100 220 zoro  wmo Il
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80 15.00

8270-BF072018_.M Tue Jul 24 13:11:17 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tridecane, l-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .92 4_.48 ng 514691 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 89
2 Octacosane 394 C28H58 000630-02-4 83
3 Behenvl chloride 344 C22H45CI 042217-03-8 81
4 Docosane 310 C22H46 000629-97-0 76
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 74
Abundance Scan 2139 (14.918 min): BF107583.D (-2135) (-) m/z 57.00 100.00%
57.0
5000
14.60 14.80 15.00 15.20
1411
N J | J4EL 18a0 2251 2841 3212 36543902 s UsT60 60 64
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 UL BRI BULRLILE UL SULLE
14.60 14.80 15. 00 15.20
0.0 183.0 m/z 71.10 52.97%
27,0 . .
Ouuﬂ’iu:l::::l |‘|]|-4|1|O|||‘| |||||||||31|0‘|)|||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 35.45%
99.0
27.0 141.0 1830 2250 281.0  337.0 394.0
m/z--> §0 160 1%0 200 250 360 350 460
Abundance #180096: Behenyl chloride e RERmEEE e Se
57.0 14.60 14.80 15.00 15.20
m/z 55.00 31.15%
5000
0 0] l T“J 1208 e, 2AT0 2590 301.0 344.0
m/z--> 50 150 2(')0 250 3(')0 3&1,0 400 14|60 14. 80 15. 00 15. 20

8270-BF072018_.M Tue Jul 24 13:11:17 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.08 6.19 ng 816080 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Tetradecanal 212 C14H280 000124-25-4 91
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 89
Abundance Scan 2167 (15.083 min): BF107583.D (-2163) (-) m/z 57.00 100.00%
5%.0
5000 9.0
138.2 1480 15.00 15.20 1540
o Lii o A79:220012430 2782 334436543974 nz7 43.00 78.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117607: Octadecanal
43.0, 82.0
5000 L B BRI SULR BSUE
14.80 15.00 15.20 15.40
‘ %TD m/z 82.05 74 .80%
222.0
oL A LE L} Hh L 20120 TTC 2es0
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0 82.0
1480 15.00 15.20 1540
5000 m/z 55.00 70.02%
111.0
o 152.0 208.0 250.0
m/z--> - '55' B 160" "156 ' "260" ' 550" ' éoo" ' ééo" ' Zoo
Abundance #129467: Oxirane, heptadecyl- B L L B I
43.0 820 14.80 15.00 15.20 15.40
m/z 96.05 51.46%
5000
11.0
0 ‘i |].52 01820 2220 ?640
miz--> T D A N 1480 15.00 15.20 1540

8270-BF072018_.M Tue Jul 24 13:11:18 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.28 8.74 ng 1151750 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Heneicosane 296 C21H44 000629-94-7 96
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Tricosane 324 C23H48 000638-67-5 93
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2201 (15.283 min): BF107583.D (-2197) (-) m/z 57.00 100.00%
5%.0
ﬁlmulwlzwzmu3mo 390.3425.2 1500 15.20 15.40 1560 _
Ol b g 17 (831 239.2 2811 3280  390.3425. m/z 71.10 55.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
510
5000 L DU BRI IR UL
mmmmmmmm
m/z 43.00 51.41%
0 | H h \‘ ‘ 14%(\) 183.0 239.0 31\0'0
mz> 50 %o 20 2% sbo | %0 ado
Abundance
57.0
' 15.00 15.20 15.40 15.60
5000 m/z 85.10 41 .44%
99.0
o140 141.0 183.0 225.0 296.0
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #141433: Pentadecane, 8-hexyl- R BERESEEE S e
43.0 15.00 15.20 15.40 15.60
m/z 55.00 21.50%
- i ‘/\J\V/J\M
196.0
ol Py essoze00
m/z--> 50 100 150 200 250 300 350 400 15.00 15 20 15. 40 15. 60

8270-BF072018_.M Tue Jul 24 13:11:19 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.31 14.04 ng 1850470 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 81
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 74
5 17-Pentatriacontene 491 C35H70 006971-40-0 72
Abundance Scan 2206 (15.312 min): BF107583.D (-2203) (-) m/z 55.00 100.00%
540 97.1
UL BN BURIR B
39.2 15.00 15.20 15.40 15.60
ol |I . ‘l j 4811 2221 2680 3083 3602 4151 m/z 83.10 92.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
550 oo 4
5000 R AR DU B B
mmmmmmmm
m/z 57.00 91.63%
o190 [ UL L1130 ao20 ppag 2060
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 97.0
15.00 15.20 15.40 15.60
5000 m/z 97.10 91.49%
139.0
0l19.0 181.0 222.0 264.0 3080
m/z--> éo 160 1éo 200 250 300 3éo 460
Abundance #182418: Bromoacetic acid, pentadecy! ester e R
430 g3 15.00 15.20 15.40 15.60
m/z 43.00 76.80%
5000
’ 50 182.0
0..“.‘L mu,‘”;x.lq. 25|5|0|”|””|””|”| e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF072018_.M Tue Jul 24 13:11:19 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Oxirane, hexadecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.91 4.68 ng 616829 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Tetradecanal 212 C14H280 000124-25-4 94
3 Octadecanal 268 C18H360 000638-66-4 93
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
5 Heptadecanal 254 C17H340 1000376-70-0 91
Abundance Scan 2308 (15.912 min): BF107583.D (-2303) (-) m/z 57.00 100.00%

.0

5000

137.1 15.60 15.80 16.00 16.20

169.1 205.1 265.1 320.1 362.3 415.3

0 m/z 43.00 73.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0
5000 LA L L L L L L LB LB |

15.60 15.80 16.00 16.20
m/z 82.05  71.32%

24.0
f “ ) I “\ H 166.0 208.0 2590
0 e L s o e L e s

miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
ittt
15.60 15.80 16.00 16.20
5000 9.0 m/z 55.00 57.82%
168.0
0L.260 Bo 212.0
Pt e e T e e T
miz--> 50 100 150 200 250 300 350 400
Abundance #117606: Octadecanal A E
43.0 82.0 15.60 15.80 16.00 16.20
m/z 96.10 52.82%
5000
24. %40 250.0
0 IJJ550 1940 |
- I IIIII T 1T IIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
mz--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF072018_.M Tue Jul 24 13:11:20 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.15 11.28 ng 1486960 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2348 (16.147 min): BF107583.D (-2343) (-) m/z 57.00 100.00%
57.0
-1, e
L AR BRI U
1411 15.80 16.00 16.20 16.40
ol A4 Jl.il Lioyn 1832 239.22752309.23440 99334302 | sz 71.10  54.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0
5000 AU AR AR N
mmmmmmmm
99.0 m/z 43.00 50.34%
L \\ | 1410 1830 2250 2670 3980
m/z--> éo 150 200 2%0 360 3%0 460 '
Abundance
57.0
15.80 16.00 16.20 16140
5000 m/z 85.10 39.66%
99.0
0 1410~ 2100 2530 3990 3660
miz-> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane AR R RS EE e e o
57.0 15.80 16.00 16.20 16.40
m/z 55.00 20.93%
5000
99.0
0 Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> ' ﬁo @ 2m 250 @ 3% ﬁo ! mmmmmmmm

8270-BF072018_.M Tue Jul 24 13:11:21 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.21 12.84 ng 1692560 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 2359 (16.212 min): BF107583.D (-2354) (-) m/z 57.00 100.00%
57.0
97.1
5000
LN AR B B
39. 1 15.80 16.00 16.20 16.40 16.60
I I 13 1e12 2169 2661 3061 36433983 /77 5500 77.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151537: 1-Docosene
57.0
5000 AR DR
308.0 15. 80 16. oo 16. 20 16 40 16. 60
m/z 97.10 71.51%
27,0
o ..{., I ‘ h\h “J m h8u2 ?230 260
m/z--> 50 250 300 350 400
Abundance
57.0 (97.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 83.10 71.18%
139.0
o 27.0 181.0 222.0 264.0294.0 334.0 378.0
m/z--> §0 160 1%0 200 2%0 300 3%0 400
Abundance #186968: n-Tetracosanol-1 B
15.80 16.00 16.20 16.40 16.60
m/z 43.00 64.77%
- WJL/\KM
o 181.0 222.0252.0  308.0
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. oo 16. 20 16 40 16. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Z-2-Octadecen-1-ol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.01 4_.05 ng 533862 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 81
2 Octadecanal 268 C18H360 000638-66-4 78
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 76
4 1.19-Eicosadiene 278 C20H38 014811-95-1 74
5 E-7-Dodecen-1-ol acetate 226 C14H2602 1000131-35-3 60
Abundance Scan 2495 (17.012 min): BF107583.D (-2490) (-) m/z 57.05 100.00%
57.0
5000 96.1
137.1 16,60 16,80 17.00 17.20 17.40
) 264.2 ) .
| iy, . 192022882642 07134113762 4184 b et a ooy
m/z--> 50 100 150 200 250 300 350 400
Abundance #117615: Z-2-Octadecen-1-ol
57.0
96.0
5000 A PRI U BASURIL B
mmmmﬂmﬂmﬂm
250.0 m/z 82.10 66.47%
AL o0 200 ]

o i S S
m/z--> 50 150 200 250 300 350 400
Abundance
43.00 82.0
R B R A
16.60 16.80 17.00 17.20 17.40
5000 m/z 55.00 51.38%
124.0
o 155.0 1940 2500
m/z--> 50 100 150 200 250 300 350 400
Abundance #117617: Oxirane, hexadecyl- A ma T R
43.0 82.0 16.60 16.80 17.00 17.20 17.40
m/z 83.10 49.54%
5000
24.0
o ) [ ﬁ | 4 166.0 208.0 250.0
- T IIIIIIIIIIIII‘I‘IIII IIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 3-Eicosene, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.43 4.87 ng 641485 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 68
2 1-Heptacosanol 396 C27H560 002004-39-9 68
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 68
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 68
5 Octacosanol 410 C28H580 000557-61-9 64
Abundance Scan 2566 (17.430 min): BF107583.D (-2561) (-) m/z 55.00 100.00%
58.0
97.1
5000
712082 2552 L %0 1740 1780 1750
Ob i m/z 57.05 80.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
57.0
7.0
5000 LI SRS B SRR IR
17.20 17.40 17.60 17.80
m/z 83.10 70.20%
ol 1l | \\“ | ‘L 130-0182.0224.0 2800
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0 97.0
" 17.20 17.40 17,60 17.80
5000 m/z 97.10 68 .00%
9.0
0 181.0222.0264.0306.0  378.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate e EREaEmamE
57.0 17.20 17.40 17.60 17.80
m/z 43.00 58.83%
97.0
5000
0 ‘ 3? ?1181 0222 0264.0  336.0381.0 532.0
m/z--> éo 100 150 200 250 300 350 400 450 500 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107583.D

Aca On : 23 Jul 2018 13:04

Operator : JU/SJ

Sample : J4071-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 19

Peak Number 20 _.beta.-Sitosterol

R.T. EstConc Area Relative to ISTD R.T.
17.87 4.18 ng 550292 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .beta.-Sitosterol

2 .gamma.-Sitosterol

3 Eraost-7-en-3-ol. (3.beta.)-

4 5-Cholestene-3-ol. 24-methvl-

5 5-Cholesten-3.beta.-acetoxy-24-t. ..

414 C29H500
414 C29H500
400 C28H480
400 C28H480
460 C29H4802S

000083-46-5 95
000083-47-6 83
026047-31-4 47
1000214-17-4 38
1000253-09-1 25

Abundance Scan 2641 (17.871 min): BF107583.D (-2636) (-)
43.0
105.0
5000 145.1 213.1
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000
107.0 414.0
145.0 213.0
L o050 280 80 41 amr
[o) —— hl“' | ‘.H. “I \‘Im .
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
5000 e 414.0
1450 213.0 303.0 '
178.0 255.0 3810
o 113.0 | 342.0
LB o L I R B S I A e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #212395: Ergost-7-en-3-ol, (3.beta.)-
43.0
255.0 400.0
5000
0
m/z-->

m/z 43.00 100.00%

17.60 17.80 18.00 18.20

m/z 55.00 74 .57%

T T T T
17.60 17.80 18.00 18.20

m/z 57.00 58.82%

17.60 17.80 18.00 18.20

m/z 105.00 58.41%

17.60 17.80 18.00 18.20

m/z 95.10 51.35%

T T T T
17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072318\

Data File : BF107583.D

Acq On : 23 Jul 2018 13:04 Instrument :
Operator : JU/SJ BNA_F

Sample - J4071-01 ClientSampleld :
Misc : GL-WC-S-04
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.21 11.7 ng 1221270 1 6.97 2090170 20.0
unknown6.75 6.75 65.9 ng 6884730 1 6.97 2090170 20.0
Ethanol, 2-(2-eth... 6.80 6.4 ng 664406 1 6.97 2090170 20.0
n-Hexadecanoic acid 12.02 16.7 ng 2325300 4 11.51 2789850 20.0
Octadecanoic acid 12.81 9.9 ng 1380130 4 11.51 2789850 20.0
Tricosane 13.31 8.1 ng 928423 5 14.16 2296940 20.0
1,1-Dichloro-2,2-_... 13.67 4.7 ng 544481 5 14.16 2296940 20.0
Tricosyl trifluor... 13.97 24.5 ng 2808790 5 14.16 2296940 20.0
5-Eicosene, (E)- 14.61 24 .6 ng 2828470 5 14.16 2296940 20.0
Tridecane, l1l-iodo- 14.92 4.5 ng 514691 5 14.16 2296940 20.0
Octadecanal 15.08 6.2 ng 816080 6 15.69 2635590 20.0
Docosane 15.28 8.7 ng 1151750 6 15.69 2635590 20.0
1-Heneicosanol 15.31 14.0 ng 1850470 6 15.69 2635590 20.0
Oxirane, hexadecyl- 15.91 4.7 ng 616829 6 15.69 2635590 20.0
Tetracosane 16.15 11.3 ng 1486960 6 15.69 2635590 20.0
1-Docosene 16.21 12.8 ng 1692560 6 15.69 2635590 20.0
Z-2-0Octadecen-1-ol 17.01 4.0 ng 533862 6 15.69 2635590 20.0
3-Eicosene, (E)- 17 .43 4.9 ng 641485 6 15.69 2635590 20.0
-beta.-Sitosterol 17 .87 4.2 ng 550292 6 15.69 2635590 20.0
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