LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122118\
Data File : BF111694.D
Aca On - 21 Dec 2018 18:24 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6391-09 P001-SS016-0612-01
ALS Vial : 15 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-BF121918.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 2.234 19 25 33 rvB 75632 113475 1.90% 0.148%
2 3.463 231 234 247 rBV 39944 77499 1.30% 0.101%
3 4.022 322 329 334 rBV2 193236 266958 4_47% 0.347%
4 5.145 513 520 527 rBV 223821 297812 4 _.99% 0.388%
5 5.540 581 587 590 rVB 4999987 5465845 91.54% 7.112%
6 6.445 738 741 745 rBV 651893 558026 9.35% 0.726%
7 6.545 752 758 762 rVB 4983146 5971295 100.00% 7.770%
8 6.681 776 781 784 rBVY 5893711 5639378 94.44% 7.338%
9 6.904 815 819 822 rBVY 1284978 1105389 18.51% 1.438%
10 7.063 841 846 849 rVB 5122520 4480070 75.03% 5.830%

11 7.463 908 914 917 rBV 3829592 3646719 61.07% 4._.745%
12 8.181 1032 1036 1040 rBV 1521137 1279452 21.43% 1.665%
13 9.263 1214 1220 1223 rBV 6145581 5805875 97.23% 7.555%
14 9.363 1232 1237 1239 rBV2 66694 73648 1.23% 0.096%
15 9.645 1282 1285 1290 rBV2 340854 360120 6.03% 0.469%

16 9.939 1331 1335 1339 rVB 1501341 1273483 21.33% 1.657%

17 10.104 1359 1363 1365 rBV 107296 98441 1.65% 0.128%
18 10.727 1464 1469 1472 rBV 3929194 3367514 56.40% 4._.382%
19 10.933 1500 1504 1507 rBv4 59782 79825 1.34% 0.104%
20 10.969 1507 1510 1516 rVB 83927 90207 1.51% 0.117%
21 11.069 1524 1527 1529 rBV3 56008 63619 1.07% 0.083%

22 11.422 1584 1587 1590 rVB 1369831 1134549 19.00% 1.476%
23 11.480 1594 1597 1600 rVB2 128717 120910 2.02% 0.157%
24 11.645 1621 1625 1628 rBV3 79685 83482 1.40% 0.109%
25 11.704 1632 1635 1642 rBv4 79568 113998 1.91% 0.148%

26 11.792 1647 1650 1652 rBV 88938 69532 1.16% 0.090%
27 11.951 1672 1677 1680 rBV 783503 800212 13.40% 1.041%
28 11.980 1680 1682 1687 rVB2 123691 115871 1.94% 0.151%
29 12.127 1704 1707 1712 rVB3 87852 116420 1.95% 0.151%

30 12.251 1725 1728 1731 rVB 82205 73929 1.24% 0.096%
31 12.286 1731 1734 1738 rBV2 102148 95479 1.60% 0.124%
32 12.463 1761 1764 1768 rBV3 73820 88478 1.48% 0.115%

33 12.516 1770 1773 1776 rVV 152351 174270 2.92% 0.227%
34 12.557 1777 1780 1785 rVB3 183920 201671 3.38% 0.262%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122118\
Data File : BF111694.D
Aca On - 21 Dec 2018 18:24 Instrument :
Operator : JU/SJ g?Afs el

- _ lentosampleld :
3?22'6 : J6391-09 P001-SS016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.686 1798 1802 1805 rVB2 153403 219055 3.67% 0.285%

36 12.733 1807 1810 1814 rBV2 351045 308102 5.16% 0.401%
37 12.886 1833 1836 1840 rVB 113745 100411 1.68% 0.131%
38 13.010 1852 1857 1860 rBV 4600844 4260921 71.36% 5.544%
39 13.104 1870 1873 1876 rBV 153770 141599 2.37% 0.184%
40 13.145 1876 1880 1884 rVV 286982 323236 5.41% 0.421%

41 13.198 1885 1889 1890 rVV 481035 452803 7.58% 0.589%
42 13.239 1894 1896 1900 rVB 689547 630402 10.56% 0.820%
43 13.386 1917 1921 1924 rBV 520957 467593 7.83% 0.608%
44 13.416 1924 1926 1929 rBV2 123369 100248 1.68% 0.130%
45 13.492 1936 1939 1947 rVB4 214293 263720 4.42% 0.343%

46 13.563 1947 1951 1952 rBV2 108563 133123 2.23% 0.173%
47 13.586 1952 1955 1961 rVB2 359118 563986 9.44% 0.734%
48 13.698 1971 1974 1979 rVB2 366528 364508 6.10% 0.474%
49 13.751 1980 1983 1985 rBV2 134987 159850 2.68% 0.208%
50 13.904 2004 2009 2010 rBV 2326863 2857950 47.86% 3.719%

51 14.033 2028 2031 2032 rBV 121285 120896 2.02% 0.157%
52 14.063 2032 2036 2039 rVvVv 998029 924461 15.48% 1.203%
53 14.098 2039 2042 2044 rVB 388462 360558 6.04% 0.469%
54 14.168 2051 2054 2058 rBV 235326 233482 3.91% 0.304%
55 14.227 2061 2064 2069 rVB2 466402 589399 9.87% 0.767%

56 14.315 2076 2079 2082 rBV3 183959 195476 3.27% 0.254%
57 14.351 2082 2085 2089 rVB 665339 624244 10.45% 0.812%
58 14.539 2113 2117 2123 rBV 5454608 5610722 93.96% 7.301%
59 14.592 2123 2126 2130 rVB2 249551 233355 3.91% 0.304%
60 14.663 2135 2138 2141 rBV 170124 155580 2.61% 0.202%

61 14.845 2167 2169 2178 rVB3 530321 876972 14.69% 1.141%
62 14.992 2191 2194 2199 rVB 1118741 1146708 19.20% 1.492%
63 15.204 2224 2230 2231 rBV 2999474 4185801 70.10% 5.447%
64 15.274 2240 2242 2247 rVB 472869 539238 9.03% 0.702%
65 15.362 2255 2257 2266 rVB 182573 222976 3.73% 0.290%

66 15.545 2284 2288 2291 rBV 492160 542534 9.09% 0.706%
67 15.586 2292 2295 2298 rBV 204775 227285 3.81% 0.296%
68 15.792 2325 2330 2339 rVB 1044207 1466263 24.56% 1.908%
69 16.039 2367 2372 2376 rBV 749497 1139518 19.08% 1.483%
70 16.080 2376 2379 2385 rVV 413865 584620 9.79% 0.761%

71 16.157 2389 2392 2397 rVB 368588 466444 7.81% 0.607%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

3?22'6 i J6391-09 P001-55016-0612-01
ALS Vial : 15 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
Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 16.280 2410 2413 2415 rBV3 199911 277921 4._.65% 0.362%
73 16.856 2505 2511 2518 rVB 792973 1474488 24.69% 1.919%

Sum of corrected areas: 76849899
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF122118\

BF111694.D

21 Dec 2018 18:24

JussJ

J6391-09

15 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P001-SS016-0612-01

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF111694.D

5.54

5.15

6.55

68

7.06

6.90

7.46

Time-->

T T
4.50 5.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF111694.D

10.73

9.94

11.42

9.36 9,65 10.10
1536 A '

13.01

13.24

Time-->

10.50 11.00

9.50 10.00

11.50

12.00

12.50

13.00

Abundance
6000000

5000000

4000000

3000000

2000000

10000008. 5

TIC: BF111694.D

15.20

8270-BF121918.M Mon Dec 24 12:46:37 2018



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.68 Concentration Rank 3

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

6.68 102.03 ng 5639380 1,4-Dichlorobenzene-d4 6.90
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 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 781 (6.681 min): BF111694.D (-776) (-) m/z 131.95 100.00%
131.9
5000 68.1
UL A L R
6.40 6.60 6.80 7.00
A E e m/z 68.10 42 .79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 UL S A
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.88%
'J'%I!J!'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 6.80 7.00
5000 m/z 66.05 29.39%
"'M |'§%0'k'7%?'“8§P'J| J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A B R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.12%
74.0
5000 98.0 116.0
T II‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| I RN B S
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\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.95 14.11 ng 800212 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 80
Abundance Scan 1677 (11.951 min): BF111694.D (-1672) (-) m/z 43.10 100.00%
431  73.0
5000
129.1
97.0 B B S i e e
157.1 185.1 2132 35 1 256.3,7¢ 11.|60 11.|80 12.'00 12.'20 I
5.1 781 m/z 73.00 95.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 A AR DR R N

11. 60 11. 80 12. 00 12.20

83.0 -
157.0 1850 2130 256.0 m/z 60.00 84.77%
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid
73.0
R e e
11. 60 11. 80 12.00 12.20
so00] 430 129.0 m/z 41.10 80.67%
185.0
97.0 228.0
I Lo
SR T ) R Ml N WU W—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid B B B EmmE T
43.0 73.0 11.60 11.80 12.00 12.20
‘ m/z 57.10 75.77%
5000
129.0
214.0
|
AT O PO (SN AN e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.24 13.64 ng 630402 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 1-lodoundecane 282 C11H23lI 004282-44-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90
Abundance Scan 1896 (13.239 min): BF111694.D (-1894) (-) m/z 57.10 100.00%
57.1
991 ! 141.2 183, 1 225.3253.3 295.2 341.8 . 13'00 13'20 13'40 13'60 |
SN (5 1 00 IOV ot B S LT 2L S S - m/z 43.10 73.65%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 L B BULRLL UL B
13. oo 13 20 13. 40 13 60
oo m/z 71.10 62.73%
J | |9%0d 1410 1830 2050 2820
m/z--> o 55' B 160" 150' 200" "250" ' 500" ' ééo" -
Abundance #128607: 1-lodoundecane
57.0
" 13.00 13.20 13.40 13.60
5000 m/z 85.10 41 .00%
27,0 ‘ 99.0 155.0
dt“ L | | | 197.0 282.0
m/z--> 55 160 1éo 200 2éo 300 3éo
Abundance #202662: Heptacosane e AR REREE e
57.0 13.00 13.20 13.40 13.60
m/z 41.10 28.06%
- LQ/\V\—’JA.AM\.A‘
99.0
27,00 || | [Ty, 1410 1830 225.0 267.0 323.0 380.0
m/z--> % 1& 1% 2m 250 300 3% anmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111694.D

Aca On : 21 Dec 2018 18:24

Operator : JU/SJ

Sample : J6391-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 5 2,3,3",4,5",6-Hexachloro-1,... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.39 10.12 ng 467593 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.3".4.5".6-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-43-8 99
2 1.1°-Biphenvl. 2.2".4.4" .5.5"-he... 358 C12H4CIl6 035065-27-1 99
3 2.3.3".4.5.5"-Hexachloro-1.1"-bi... 358 C12H4CI6 039635-35-3 99
4 2.3.3".4.4"7 .6-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-42-7 99
5 1,1"-Biphenyl, 2,3",4,4%,5,5"-he... 358 C12H4CI6 052663-72-6 99

Abundance Scan 1922 (13.392 min): BF111694.D (-1917) (-) m/z 359.90 100.00%
359.9
289.9
5000
13.00 13.20 13.40 13.60 13.80
m/z 361.90 78.39%
m/z--> 50 100 150 200 250 300 350
Abundance #188871: 2,3,3',4,5',6-Hexachloro-1,1'"-biphenyl
360.0
5000 290.0
13.00 13.20 13.40 13.60 13.80
145.0 m/z 289.90 66.47%
: 218.0
a0 730 1090 " | 1800 20O 2540 | g5
m/z--> 50 100 150 260 250 300 350
Abundance #188946: 1,1'-Biphenyl, 2,2',4,4',5,5-hexachloro-
360.0
13.00 13.20 13.40 13.60 13.80
5000 290.0 m/z 357.90 56.93%
145.0
m/z--> 55 160 150 200 250 300 350
Abundance #188881: 2,3,3',4,5,5'-Hexachloro-1,1"-biphenyl
360.0 13.00 13.20 13.40 13.60 13.80
m/z 287.90 47 .66%
5000
290.0
a0 730 1090 1450 1500 2180 5540 H\ 324.0
m/z--> 50 '160' ' "150' ~ 200 250 300 350 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 2,3,4,4"7,5,6-Hexachloro-1,1... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.59 12.20 ng 563986 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4.47 .5.6-Hexachloro-1.1"-bip... 358 C12H4CI6 041411-63-6 99
2 2.3.3".4.5.5"-Hexachloro-1.1"-bi... 358 C12H4CIl6 039635-35-3 99
3 2.3.3".4.4" .6-Hexachloro-1.1"-bi... 358 C12H4CIl6 074472-42-7 99
4 1.1"-Biphenvl. 2.37.4.4".5.5"-he... 358 C12H4CI6 052663-72-6 99
5 1,1"-Biphenyl, 2,2",4,47,6,6"-he... 358 C12H4CI6 033979-03-2 99
Abundance Scan 1956 (13.592 min): BF111694.D (-1952) (-) m/z 359.90 100.00%
359.9
289.9
5000
13.20 13.40 13.60 13.80 14.00
m/z 361.90 80.59%
m/z--> 50 100 150 200 250 300 350
Abundance #188864: 2,3,4,4',5,6-Hexachloro-1,1'-biphenyl
360.0
5000
290.0 13.20 13.40 13.60 13.80 14.00
m/z 289.90 77 .94%
44,0 730 1090 1450 4850 2180 5554 | 3540
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #188881: 2,3,3',4,5,5'-Hexachloro-1,1'"-biphenyl
360.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 287.90 63.99%
290.0
a0 730 1090 1450 1500 2180 2549 m 324.0
m/z--> 55 160 150 200 250 300 350
Abundance #188883: 2,3,3',4,4',6-Hexachloro-1,1"-biphenyl
360.0 13.20 13.40 13.60 13.80 14.00
m/z 357.90 53.04%
5000
290.0
440 730 1090 145.0 180.0 2180 2520 m 304.0
m/z--> ' '55' B '160' ' "150' — '200' B '250' ' "300' ' "350 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Cyclooctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 61.83 ng 2857950 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctacosane 392 C28H56 000297-24-5 96
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2008 (13.898 min): BF111694.D (-2004) (-) m/z 57.10 100.00%
511
97.1
5000 i l
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
39.1 393.9 13.60 13.80 14.00 14.20
o ‘ . A J.} | 182221612520 288.83239358.99985 4391 7, 43.10  98.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #208717: Cyclooctacosane
57.0
97.0
5000 LA AR AR
13.60 13.80 14.00 14.20
m/z 55.10 98.01%
CLLLLL 00 1810 2220 26s0  asso P
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 78.22%
169.0
1l l ‘ 1310 | . 2240 2690 420.0
m/z--> 55 160 1éo 200 250 300 350 400 '
Abundance #175127: Trifluoroacetoxy hexadecane AL B EREa R
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 71.00%
- M]\»‘/M
15. | | 1390 196.0 260.0 3200
m/z--> 5'0 1(')0 150 2(')0 250 300 350 400 ' 13.60 13.80 14.00 14.20

8270-BF121918.M Mon Dec 24 12:46:41 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.23 12.75 ng 589399 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Sulfurous acid. butyl dodecvl ester 306 C16H3403S 1000309-17-9 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2064 (14.227 min): BF111694.D (-2061) (-) m/z 57.10 100.00%
57.1
5000
1.1 14.00 14.20 14.40 14.60
o LT e02oroo6ans00azea e O o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000

14.00 14.20 14.40 14.60
m/z 71.10 56.58%

13.0
| 1139 169.0 2250 2950 367.0
L R o e B e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 40.77%
J 1? 1690 225.0 2810 337.0 393.0 463.0 519.0 575.0
e A A e e e e e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0 14.00 14.20 14.40 14.60
m/z 55.10 30.90%
5000
13.0
, 169.0 2250  309.0 365.0 437.0
e T R T e T T T e T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14. 40 14 60

8270-BF121918.M Mon Dec 24 12:46:42 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .35 13.51 ng 624244 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 1.21-Docosadiene 306 C22H42 053057-53-7 94
4 Bicvclol10.8.0leicosane. (E)- 278 C20H38 1000155-85-0 94
5 1,19-Eicosadiene 278 C20H38 014811-95-1 91
Abundance Scan 2085 (14.351 min): BF111694.D (-2082) (-) m/z 57.10 100.00%
57.1 F
5000 %.1
38.2 179.1 357.9 . 14.00 14.20 14.40 14.60
Oﬁ_'_'_‘LJL 215.1250.1 287.9323.0 394.8429.8 w77 4310 99 62
m/z--> 50 100 150 200 250 300 350 400
Abundance #117605: Octadecanal
43.0 82.0
5000 UADUNDAAL VNN BN DU
14.00 14.20 14.40 14.60
240 250.0 m/z 82.10 79 .56%
194.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
82.0
14.00 14.20 14.40 14.60
5000 m/z 55.10 67 .50%
24.0
166.0 211.0 250.0

-

m/z--> 50 100 150 200 250 300 350 400
Abundance #149983: 1,21-Docosadiene B e e

55.0 14.00 14.20 14.40 14.60

96.0 m/z 41.10 52.32%
5000
38.0 306.0
[ ‘ ) L‘l P%7102080 2640 7
T T T e  ABSR T

m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF121918.M Mon Dec 24 12:46:42 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Sulfurous acid, pentadecyl ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.54 121.38 ng 5610720 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 87
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 81
5 Nonadecane 268 C19H40 000629-92-5 74
Abundance Scan 2117 (14.539 min): BF111694.D (-2113) (-) m/z 57.10 100.00%
57.1
5000
127.1 14.20 14.40 14.60 14.80
ol J h [ 1692 2113 2533 3084 3512 3073 ns, 43 10  73.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43.0
5000 85.0 LA B SRR
14.20 14.40 14.60 14.80
m/z 71.10 58.23%
AL | f50s 200
m/z--> §0 150 200 250 300 350 400
Abundance #175555: Tetracosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 42 _.45%
99.0
270) | | u | | 70 1930 2250 2670 3380
m/z--> 50 100 150 200 250 300 350 400
Abundance #185101: 1-Octadecanesulphony! chloride N
57.0 14.20 14.40 14.60 14.80
m/z 55.10 41.82%
5000 10
e ] lH\ 1330 175.0 288.0 .__AJ\~JKw_mJK«anw—ﬁ/\waﬂu

m/z--> 50 150 200 250 300 350 400 14.20 14. 40 14 60 14.80

8270-BF121918.M Mon Dec 24 12:46:43 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .84 32.33 ng 876972 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 94
3 Tricosane 324 C23H48 000638-67-5 94
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2168 (14.839 min): BF111694.D (-2167) (-) m/z 57.10 100.00%

57.1

5000 \
A e T T

990.1
‘ 1552 21122422 279.9 3300 12160 1480 15.00 15,20
A BE ZLeeae s SO 3302 3684 4214 o 43.10  68.02%

m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane

ol

5000 e B e
14.60 14.80 15.00 15.20

m/z 71.10 63.77%

99.0
260 |l | ,l | 4 1410 1830 2250 267.0 3100
I L e L B B B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57.0

14. 60 14.80 15.00 15.20

5000 m/z 85.10 43 .57%
99.0 183.0
26/0 } Lo 410 T 310.0
=t
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57.0 4 60 14.80 15.00 15.20

55.10 18.30%

99.0 324.0 K;An_f,\ﬁﬁA____/\A“
‘ ] | || | $*0 1830 2250 267.0 |

5000

l\‘l\i

LI S S B e e e e T L e B L. e e e e L B B L
T [ I T | T

m/z--> 50 100 150 200 250 300 350 400 14.60 14. 80 15. 00 15 20

8270-BF121918.M Mon Dec 24 12:46:44 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 2-Heptacosanone Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.27 19.88 ng 539238 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptacosanone 394 C27H540 007796-19-2 83
2 2-Pentacosanone 366 C25H500 075207-54-4 83
3 2-Nonadecanone 282 C19H380 000629-66-3 58
4 2-Tridecanone 198 C13H260 000593-08-8 53
5 2-Pentadecanone 226 C15H300 002345-28-0 45

Abundance Scan 2241 (15.268 min): BF111694.D (-2240) (-) m/z 59.10 100.00%
59.1
5000 _A¥J\
137.1 182.1 15.00 15.20 15.40 15.60
21322501 2901 339.4 : m/z 43.10 92.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209553: 2-Heptacosanone
54.0
5000 L BASULIL SO UL B
mmmmmmmm
96.0 394.0 m/z 58.05 88.09%
ﬂ | . 137.0169.0202.0236.0  292.0 334.0
m/z--> 55 100 1éo 260 250 360 3%0 460
Abundance #194476: 2-Pentacosanone
59.0
15,00 15.20 15.40 15.60
5000 m/z 71.10 58.49%
6.0
| ¥ ‘[F]‘ . 138.0170.0 222.0 264.0 306.0 ‘?6?'0
m/z--> 55 160 1%0 200 2éo 360 3%0 460
Abundance #129460: 2-Nonadecanone e e e
58.0 15.00 15.20 15.40 15.60
m/z 57.10 35.16%
5000
6.0
27‘&‘ 1 ,J ‘f; _ 138.0 180.0 222.0 2820 N HA A
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 3&1;0 4(')0 15'00 15. 20 15. 40 15 60

8270-BF121918.M Mon Dec 24 12:46:44 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.79 54 .05 ng 1466260 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 1.19-Eicosadiene 278 C20H38 014811-95-1 91
4 Tetracosanal 352 C24H480 057866-08-7 87
5 12-Octadecenal 266 C18H340 056554-91-7 86
Abundance Scan 2330 (15.792 min): BF111694.D (-2325) (-) m/z 57.10 100.00%
57.1
5000
37.1 15.40 15.60 15.80 16.00 16.20
o 180.1 222.2 264.1 320.2357.1390.5 437.2 n/z 43.10 90 43%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #105849: Heptadecanal
430 g0
5000 R SR LN SN I
1540 15.60 15.80 16.00 16.20
m/z 82.05 72.95%
?30 166.0 2080 5540
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #117607: Octadecanal
43.0, 82.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 55.10 64.71%
23.0
222.0
,,J‘,L,, .,\ ln,ug?ﬁ?,luu,,\z,ezf.p,I,,,,I,,,,I,,,,I
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene A B R e
55.0 15.40 15.60 15.80 16.00 16.20
m/z 96.10 51.55%
96.0
5000
15.0 | L0 L L1870 1800 2500
m'z--> 0 50 100 1éo 200 250 300 350 400 ' 1540 15.60 15.80 16.00 16.20

8270-BF121918.M Mon Dec 24 12:46:45 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.04 42.01 ng 1139520 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2372 (16.039 min): BF111694.D (-2367) (-) m/z 57.10 100.00%
57.1
9.1 580 16,00 16,20 1640
41.1 : : : :
o JL Uy 2L 1972 2392 280.2 3223 38034153 7ot 43 10 61.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 HREUR DAL SRS SN B
15.80 16.00 16.20 16.40
} m/z 71.10 60.21%
26,,0[ | lg?l.od 141.0 183.0 2250 267.0 323.0  380.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.10 42 .80%
99.0
26‘10‘ Lyl 1410 183.0 225.0 267.0 338.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane B N R EE R et
57.0 15.80 16.00 16.20 16.40
m/z 55.10 22_.77%
h J““/xvj\m»uv¢jU\J\~uﬂ“\wm\%w
99.0
26*0‘ il 1410 1830 2250 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF121918.M Mon Dec 24 12:46:46 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Cyclotetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.08 21.55 ng 584620 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 91
2 Octacosanol 410 C28H580 000557-61-9 90
3 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 86
4 1-Octadecanethiol 286 C18H38S 002885-00-9 83
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 72
Abundance Scan 2379 (16.080 min): BF111694.D (-2376) (-) m/z 55.10 100.00%
54.1
5000

15.80 16.00 16.20 16.40

5.
hl ,207.1 978, 2 37124871

oA m/z 57.10 98.86%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #174180: Cyclotetracosane
83.0
5000 3360 LINLENLEN LI LI L L LI
15. 80 16 00 16. 20 16. 40
m/z 97.10 97 .47%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #215904: Octacosanol
57.0
R EEREEE SRS R
15.80 16.00 16.20 16.40
5000 m/z 83.10 91.21%
5.0
Jl‘ 1“4950 2920 392.0

m/z--> 0 100 200 300 400 500 600 700 800

Abundance #243611: Bacteriochlorophyll-c-stearyl A B
83. 15.80 16.00 16.20 16.40
m/z 43.10 84 .28%
5000
4.0224.0
I FOTT. 3270 4360 554.0 8220
m/z--> 0 100 200 300 400 500 600 700 800 15. 80 16 00 16. 20 16. 40

8270-BF121918.M Mon Dec 24 12:46:46 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 2-Pentacosanone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.16 17.20 ng 466444 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 86
2 2-Heptacosanone 394 C27H540 007796-19-2 64
3 Oxirane. 3-ethvl-2.2-dimethvl- 100 C6H120 001192-22-9 59
4 2-Nonadecanone 282 C19H380 000629-66-3 49
5 9-Decen-2-one 154 C10H180 035194-30-0 43
Abundance Scan 2393 (16.162 min): BF111694.D (-2389) (-) m/z 59.10 100.00%
59.1
5000
ve-1 15.80 16.00 16.20 16.40
139.1 .3 407.4 : : : :
L d Loy 3391 1901221.1254.12863320.4 3623 4074 | e T s 6T ga gy
m/z--> 50 100 150 200 250 300 350 400
Abundance #194476: 2-Pentacosanone
59.0

5000 R R
15.80 16.00 16.20 16.40

m/z 58.10 82.67%

|F] . 13801700 222.0 264.0 306.0 ,?6?0
—— L B L B o o e e o e o e B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #209553: 2-Heptacosanone
59.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rr

15.80 16.00 16.20 16.40

5000 m/z 71.10 51.66%
96.0 394.0
l‘i . 137.0160.020202360 _ 2920 3340 L
e T o i ST AT
m/z--> 50 100 150 200 250 300 350 400
Abundance #3938: Oxirane, 3-ethyl-2,2-dimethyl- T T
59.0 15. 80 16. 00 16. 20 16 40

m/z 57.10 42 _.06%

AL JL/L

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Oxirane, hexadecyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.28 10.25 ng 277921 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 97
2 Octadecanal 268 C18H360 000638-66-4 93
3 1-Hexadecvne 222 C16H30 000629-74-3 89
4 E-2-Methvl-3-tetradecen-1-ol ace... 268 C17H3202 1000130-81-2 83
5 Hexadecanal 240 C16H320 000629-80-1 64
Abundance Scan 2413 (16.280 min): BF111694.D (-2410) (-) m/z 57.10 100.00%
57.1
311651 716100 16.20 1640 1660
- 218.1253.2 1 368.4 430.2 . : .
29645201 m/z 43.10 87.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
8d.0
43.0
5000 AN SRR BN B
16.00 16.20 16.40 16.60
24.0 m/z 82.10 61.72%
j | 166.0 211.0 250.0
m/z--> o §0 100 150 200 250 300 350 400
Abundance #117606: Octadecanal
43.0, 82.0
16,00 16,20 16.40 16.60
5000 m/z 81.10 54 _.84Y%
miz--> 50 100 150 200 250 300 350 400 mkn“““”IVJV\JNXR““‘“”VW”“”“
Abundance #79552: 1-Hexadecyne A B
81.0 16.00 16.20 16.40 16.60
43.0 m/z 55.10 47.72%
- U/\/\\/\/\/M
{ 1230 1650 207.0
m/z--> 50 160 1éo 260 2%0 360 3éo 460 1&00 1&20 16h0 1&60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111694.D

Aca On - 21 Dec 2018 18:24

Operator : JU/SJ

ﬁ?ggle i J6391-09 P001-55016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 1,19-Eicosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.86 54 .36 ng 1474490 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 92
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 83
4 Tetradecanal 212 C14H280 000124-25-4 80
5 Octadecanal 268 C18H360 000638-66-4 74

Abundance Scan 2512 (16.862 min): BF111694.D (-2505) (-) m/z 57.10 100.00%

57.1

:

5000
38.1 16.60 16.80 17.00 17.20
179.1 241.9 . . .3 418.5
Ot dl 2922 334.3 3103 m/z 43.10 82.37%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene
55.0
96.0
5000 TT T[T T T T[T T rrrrrrr1
16.60 16.80 17.00 17.20
m/z 82.10 69.65%
ws.g | || b )| 1370 1800 2500
L e e e e e e T LANLNL oe  o
m/z--> 0 5i 100 150 200 250 300 350 400

Abundance #117616: Oxirane, hexadecyl-

0
43.q $2.0
R e S e
16.60 16.80 17.00 17.20
5000 m/z 55.10 58.58%
23.0
wtu | , 166.0 208.0 250.0
—_— e e S

:

i

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl- B EERR Bam e L
43.0 82.0 16.60 16.80 17.00 17.20
m/z 96.10 47.60%
5000
24.0
Ik 166.0 222.0 264.0
R B o o
m/z--> 0 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122118\
Data File : BF111694.D
Acq On : 21 Dec 2018 18:24 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J6391-09 P001-SS016-0612-01
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
unknown6 .68 6.68 102.0 ng 5639380 1 6.90 1105390 20.0
n-Hexadecanoic acid 11.95 14.1 ng 800212 4 11.42 1134550 20.0
Eicosane 13.24 13.6 ng 630402 5 14.06 924461 20.0
2,3,3",4,5",6-Hex... 13.39 10.1 ng 467593 5 14.06 924461 20.0
2,3,4,47 ,5,6-Hexa... 13.59 12.2 ng 563986 5 14.06 924461 20.0
Cyclooctacosane 13.90 61.8 ng 2857950 5 14.06 924461 20.0
Hexacosane 14.23 12.8 ng 589399 5 14.06 924461 20.0
Octadecanal 14.35 13.5 ng 624244 5 14.06 924461 20.0
Sulfurous acid, p... 14.54 121.4 ng 5610720 5 14.06 924461 20.0
Docosane 14.84 32.3 ng 876972 6 15.54 542534 20.0
2-Heptacosanone 15.27 19.9 ng 539238 6 15.54 542534 20.0
Heptadecanal 15.79 54_.0 ng 1466260 6 15.54 542534 20.0
Heptacosane 16.04 42.0 ng 1139520 6 15.54 542534 20.0
Cyclotetracosane 16.08 21.6 ng 584620 6 15.54 542534 20.0
2-Pentacosanone 16.16 17.2 ng 466444 6 15.54 542534 20.0
Oxirane, hexadecyl- 16.28 10.3 ng 277921 6 15.54 542534 20.0
1,19-Eicosadiene 16.86 54_4 ng 1474490 6 15.54 542534 20.0
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