LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\
Data File : BF112909.D
Aca On - 7 Mar 2019 4:22 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - (170515 PST-028-B097-022719
ALS Vial : 27 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-BF022719.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 5.340 548 553 556 rBY 2977533 3029450 80.85% 8.084%
2 6.016 664 668 671 rBV 75619 68320 1.82% 0.182%
3 6.369 723 728 738 rBVY 3204857 3270468 87.28% 8.727%
4 6.498 746 750 753 rBVY 3616739 3284774 87 .66% 8.766%
5 6.728 786 789 793 rBVY 1186851 1010811 26.98% 2.697%
6 6.887 812 816 819 rBVY 3180271 2559854 68.32% 6.831%
7 7.287 880 884 887 rBY 2151391 1971436 52.61% 5.261%
8 8.010 1004 1007 1013 rBVY 1427674 1301161 34.73% 3.472%
9 8.057 1013 1015 1029 rVvB2 30670 75236 2.01% 0.201%
10 9.086 1186 1190 1205 rBV 4016747 3746963 100.00% 9.999%

11 9.481 1253 1257 1264 rBV 185950 176185 4._.70% 0.470%
12 9.763 1301 1305 1314 rBV 1391197 1409402 37.61% 3.761%
13 10.545 1433 1438 1454 rBV 2314509 2410151 64.32% 6.432%
14 11.239 1552 1556 1559 rBV 1363457 1362038 36.35% 3.635%
15 11.774 1643 1647 1656 rBV 607648 671332 17.92% 1.791%

16 12.439 1757 1760 1764 rBV 161296 166611 4._.45% 0.445%
17 12.557 1777 1780 1790 rBvV2 169782 225837 6.03% 0.603%
18 12.669 1793 1799 1802 rVVv 161730 189918 5.07% 0.507%
19 12.816 1820 1824 1833 rVB 3516007 3176530 84.78% 8.477%
20 13.398 1921 1923 1929 rVB4 31453 42490 1.13% 0.113%

21 13.510 1938 1942 1946 rBV3 30275 50384 1.34% 0.134%
22 13.721 1975 1978 1986 rBV 517029 681910 18.20% 1.820%
23 13.857 1996 2001 2005 rBV 1404427 1568312 41.86% 4.185%
24 14.045 2030 2033 2039 rBV3 72627 78715 2.10% 0.210%
25 14.357 2081 2086 2098 rVB2 259690 490869 13.10% 1.310%

26 14.639 2131 2134 2142 rBV 139813 156922 4._.19% 0.419%
27 14.774 2153 2157 2162 rVB 284104 294443 7.86% 0.786%
28 14.868 2169 2173 2181 rVB 87371 162625 4._.34% 0.434%
29 14.957 2184 2188 2191 rBV 289324 348655 9.31% 0.930%
30 14.986 2191 2193 2205 rVB2 249504 410069 10.94% 1.094%

31 15.145 2217 2220 2225 rBV 53405 68717 1.83% 0.183%
32 15.204 2227 2230 2235 rVV 68813 109298 2.92% 0.292%
33 15.262 2235 2240 2245 rVV 973580 1223861 32.66% 3.266%
34 15.310 2245 2248 2254 rVB 155921 209539 5.59% 0.559%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 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-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.492 2276 2279 2285 rVB2 70131 96291 2.57% 0.257%

36 15.715 2312 2317 2322 rBV 298972 442771 11.82% 1.182%
37 15.774 2322 2327 2333 rBV2 131226 283947 7.58% 0.758%
38 16.057 2372 2375 2380 rBV7 26667 48534 1.30% 0.130%
39 16.186 2392 2397 2401 rBV 67267 131642 3.51% 0.351%
40 16.445 2438 2441 2450 rVB3 82342 144078 3.85% 0.384%

41 16.733 2485 2490 2496 rVB 92468 181254 4.84% 0.484%
42 18.121 2719 2726 2729 rBVS8 47275 100250 2.68% 0.268%
43 18.251 2745 2748 2751 rBV5 26247 41815 1.12% 0.112%

Sum of corrected areas: 37473868
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

ﬁ?gg le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
4000000 TIC: BF112909.D
6.50

6.37 6.89

3000000 5.34

7.29
2000000

6.73
1000000

L
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance : .
4000000 TIC: BF112909.D

12.82

3000000
10.55
2000000

8.01 9.76 11.24

1000000
11.77

9.48 ‘L 12.42.58.67
o= e T gt S — T ==ty A .
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance : .
4000000 TIC: BF112909.D

3000000

2000000

13.86

15.26
1000000

14.36 4. 771384950 15.72
1464105 1982030549 30,77 16 4619 16.44 16.73 18.18.25

e

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112909.D

Aca On > 7 Mar 2019 4:22

Operator : JU/SJ

Sample : K1705-15

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 64 .99 ng 3284770 1,4-Dichlorobenzene-d4 6.73
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 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.498 min): BF112909.D (-746) (-) m/z 132.00 100.00%
32
5000 68
\
96 AR R L S
40 g g5 115 6.20 6.40 6.60 6.80
o} T L B o m/z 68.00 41.70%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 i
5000 AR LR L S
6.20 6.40 6.60 6.80
31 51 m/z 134.00 33.19%
O'J“m!w'lﬁ”Jw"w“'”l"'|”"w"w"“|'“'|“'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
”'I”"P'xW"”I'”'
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 27.32%
41 97
53
IR
0....“i“..“.‘.l“.“l‘.‘.“l‘.. | I'""‘I"H'I""I""I""I""I"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil R e
132 6.20 6.40 6.60 6.80
m/z 68.95 16.16%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 9.86 ng 671332 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1646 (11.769 min): BF112909.D (-1643) (-) m/z 73.00 100.00%
43 5o M
5000
129 10
7 115 213 LI NN PR UL
L | 01 143157171 297 256 11:40 11.60 11.80 12.00
Ol el m/z 43.00 88.81%

5000 129
11.40 11.60 11.80 12.00
m/z 60.00 82.05%

213
143 157171185 199

Olrrrprrrrfid
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #95851: Pentadecanoic acid

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 ‘JGO 73
6

11.40 11.60 11.80 12.00
5000 m/z 57.00 68.68%

29
ooz il
L I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L B B

60 73 11.40 11.60 11.80 12.00
m/z 55.00 63.11%

43
5000 120
. 185 228
01115 | 143 171 | 199
0 ‘ H ‘ \h ‘ :1- H‘ | 157 213 n
TT _'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_

m/z--> 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.88 ng 225837 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
Abundance Scan 1781 (12.563 min): BF112909.D (-1777) (-) m/z 73.00 100.00%
43 7B
e T “_JLA_\/LV
12:20 12,40 12.60 12.80
0! m/z 43.00 93.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 7B
5000 129 AR AR SRR R
nmnmnmnm
m/z 59.95 82.03%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #39474: n-Decanoic acid
78
129 12.20 12.40 12.60 12.80
5000 m/z 57.00 78.38%
51
ST | I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid BN B aE R
12.20 12.40 12.60 12.80
m/z 55.00 67.05%
- J\W\“f
0! R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 1240 12.60 12.80

8270-BF022719.M Thu Mar 07 16:29:52 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 8.70 ng 681910 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 1978 (13.721 min): BF112909.D (-1975) (-) m/z 57.00 100.00%

57 83

5000

:

13.40 13.60 13.80 14.00
m/z 43.00 92.63%

o 139154 182 208 228 248 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
56 83

:

13.I4O 13.I60 13.I80 14.IOO
m/z 82.95 89.22%

5000

29

o 167182 210 238 266 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
56 83

-

13.40 13.60 13.80 14.00
m/z 55.00 87.92%

5000
29 139
oL i 167182 210 238 264280 308
 RARARRZEARELY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester LR T e
4 13.40 13.60 13.80 14.00
69 m/z 96.95 83.88%
5000
125
o 153 181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00

8270-BF022719.M Thu Mar 07 16:29:52 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Heneicosyl formate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.36 6.26 ng 490869 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 2087 (14.363 min): BF112909.D (-2081) (-) m/z 57.00 100.00%
87 97
5000 \/\/\M/\
‘ 1 240 14,00 14.20 14.40 14.60
154 207 397 . . . .
A — I Li 13180207 T 276 Bosm 37 RS 00 03.07%
m/z--> 50 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57 83
5000 L SRR SRR BULRL BULLIL
11 14.00 14.20 14.40 14.60
m/z 83.00 91.30%
Ll
m/z--> éo 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97 PN SUNIRN BRI B
14.00 14.20 14.40 14.60
5000 m/z 55.00 85.89%
29 125
o L ‘1 154 196 224 269 30
m/z--> éo 100 1%0 260 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate R AR EEEEE T
57 14.00 14.20 14.40 14.60
m/z 43.00 81.33%
83
5000
111
2 ‘ 169
oL L[ 7m0 sy asa e Y
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF022719.M Thu Mar 07 16:29:53 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Pentacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.56 ng 156922 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 94
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2134 (14.639 min): BF112909.D (-2131) (-) m/z 57.00 100.00%
57
5000 85

14.40 14.60 14.80 15.00

d ; I141159 183 215 247267285 320 356

0t——il L e e B B B LA I B S e e m/z 71.05 66.65%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LIS L L L L L L L
14.40 14.60 14.80 15.00
m/z 43.00 60.65%
113 14
. %9| L ] 1 169189 211 239 267 295 323 352
L bt e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
T T
14.40 14.60 14.80 15.00
5000 85 m/z 85.00 47 .16%
29 113
ol L. j Iy, 1A 169 197 225 253 295 323 367
= e
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl- B ERREE s s e
43 14.40 14.60 14.80 15.00
m/z 55.00 19.27%
71
5000
LT s e 225 o
—— ==t e T T
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Oxirane, heptadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.77 4.81 ng 294443 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 17-Octadecenal 266 C18H340 056554-86-0 91
5 12-Octadecenal 266 C18H340 056554-91-7 90

Abundance Scan 2156 (14.768 min): BF112909.D (-2153) (-) m/z 57.00 100.00%

2

5000

109 Nt

137 166 199219237 268 306327 352 14.40 14.60 14.80 15.00
m/z 43.00 97 .16%

0!
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-

14.40 14.60 14.80 15.00
m/z 82.00 92.71%

5000

166 194212 236 264282

04
m/z--> 50 100 150 200 250 300 350
Abundance #117604: Octadecanal
4
R EAREREEEE S SR
82 14.40 14.60 14.80 15.00
5000 m/z 55.00 61.73%
o 18 . HL 3 137 166 194 222 250768
- T T T I T I T T I T T T T I T T T T I T T
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- L BT o e
4 82 14.40 14.60 14.80 15.00
m/z 96.00 55.99%
5000
109
0 .‘ 38 166184 208227 250268
/ L B B e T B AR s
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.96 5.70 ng 348655 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2189 (14.963 min): BF112909.D (-2184) (-) m/z 57.00 100.00%
57
85
5000
VUL 000 100 20009072 25 s00 00008 17160 1480 15,00 1520
ol b W A a7 0, 207229 | 285809832355 0 sz 71.00  70.62%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 U D B B BN
mmmmmmmm
m/z 43.00 58.74%
29 113 141
NERE Y 1 199,197 225 253 202
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #141426: Heneicosane
57
o 14,60 14.80 15.00 15.20
5000 m/z 84.95 53.68%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane  REER LS e e
57 14.60 14.80 15.00 15.20
m/z 55.00 23.18%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Cyclotetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.99 6.70 ng 410069 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 98
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 2194 (14.992 min): BF112909.D (-2191) (-) m/z 97.00 100.00%
57
5000
125 St an S
153 182 207 232 266 203 317 356 14.60 14.80 15.00 15.20 15.40
ol m/z 83.00 92.08%
m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane
55
5000 LN IR SRR A B
14.60 14.80 15.00 15.20 15.40
29 m/z 57.00 84 .92%
0 167 195 202 251 279 308
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
1460 14.80 15.00 15.20 15.40
5000 111 m/z 55.00 83.88%
29
R {1 | 11 167 196 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol B B E e
55 83 14.60 14.80 15.00 15.20 15.40
m/z 69.00 76.92%
5000 1
29
oLl H ||| 1% 167 105 220 250 280 s0s
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 7.24 ng 442771 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 94
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2318 (15.721 min): BF112909.D (-2312) (-) m/z 57.00 100.00%
g7
T \_A‘A&A/M
5000
UL AR BN IR B
141 169 15.40 15.60 15.80 16.00
o3 ,J'. b, l| L7y, 77188 211281 251 275295318 342 m/z 71.00 67.97%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 R DAL BRI SN BN
mmmmmmmm
29 m/z 43.00 54 _.38%
m/z--> éo 160 1%0 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57
o 15.40 15.60 15.80 16.00
5000 m/z 84.95 52.21%
225
113
K ‘ LMt 1e9 106 | 352
m/z--> 50 160 150 200 2éo 360 3%0
Abundance #175559: Tetracosane AR EEERE RS
57 15.40 15.60 15.80 16.00
m/z 99.10 18.86%
| JL&./\/@
5000
29
ol }‘J‘ | fP 141 169 197 225 53 338
m/z--> éo 160 150 200 250 300 350 1540 1560 1580 1600 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Triacontyl acetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.77 4.64 ng 283947 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontvl acetate 480 C32H6402 041755-58-2 94
2 Octacosanol 410 C28H580 000557-61-9 94
3 Octacosvl acetate 452 C30H6002 018206-97-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 2326 (15.768 min): BF112909.D (-2322) (-) m/z 57.00 100.00%
g7
5000 111
139 168 21136264 297 327352 15.40 15.60 15.80 16.00
Ol R m/z 83.00 96.42%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate
a3
97
5000 B DN BRI BRI SO
15.40 15.60 15.80 16.00
125 m/z 97.00 86 .49%
ol15, . 193 181209 250 278 306 334 362 392420 462
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57
o1 B DA SRR BRI SO
15.40 15.60 15.80 16.00
5000 m/z 43.00 80.61%
125
0 %? 1 ;l 193 181 200 236 264 292 322 364 392
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate L B R RamE o
43 97 15.40 15.60 15.80 16.00
m/z 55.00 74.74%
69
5000
125
ol 25 LU 153181200 250 278 306 334 364392 437
m/z--> 0 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.15 ng 131642 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
3 Docosane 310 C22H46 000629-97-0 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 72
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 72
Abundance Scan 2398 (16.192 min): BF112909.D (-2392) (-) m/z 57.00 100.00%
g7 A
5000
LRI AR B B
183 245 15.80 16.00 16.20 16.40 16.60
oL, 200225 m/z 71.00  73.18%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U DA BN
15. 80 16. oo 16. 20 16 40 16. 60
m/z 43.00 54 _.37%
29 113
oL 11 A e o7 225 253 296
m/z--> 55 100 150 260 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57
15,80 16.00 16,20 16.40 16.60
5000 85 m/z 85.00 48.32%
0 3‘ | ‘\ Wl h \‘ 1\13 | i 169 e
m/z--> 55 160 1éo 260 250 300 350
Abundance #153223: Docosane RS e e e S RaEas e
57 15.80 16.00 16.20 16.40 16.60
m/z 55.00 23.38%
h ] M
113
oL 39 | | TNt 188 211 230 g6 310
m/z--> % @ ﬁo 2& 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030619\

Data File : BF112909.D

Aca On - 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.35 ng 144078 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 76
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 53
3 1.19-Eicosadiene 278 C20H38 014811-95-1 49
4 Octadecanal 268 C18H360 000638-66-4 46
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 43
Abundance Scan 2440 (16.439 min): BF112909.D (-2438) (-) m/z 57.00 100.00%
82
5000
218 U BALIL B BN SR
3 137157 189 357 16.20 16.40 16.60 16.80
o m/z 82.00 81.17%
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-
57
5000 LA UL BN B SRR
16:20 16.40 16.60 16.80
29 m/z 43.00 67.22%
oL 166 193211 250268
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43 8
16,20 16.40 16.60 16.80
5000 m/z 96.00 64 .56%
110
oL 25 L K2 16 19051 236 200202
m/z--> 50 100 150 260 250 300 350
Abundance #126193: 1,19-Eicosadiene b RREmE EE e
55 16.20 16.40 16.60 16.80
m/z 55.00 63.02%
5000 82
29
109
ol 1| J‘ M ‘ \ | 138157 180 208228 250 278
m/z--> 50 100 150 200 250 300 350 16.20 1640 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030619\

Data File : BF112909.D

Acq On > 7 Mar 2019 4:22

Operator : JU/SJ

3?22 le K1705-15 PST-028-B097-022719
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .50 6.50 65.0 ng 3284770 1 6.73 1010810 20.0
n-Hexadecanoic acid 11.77 9.9 ng 671332 4 11.24 1362040 20.0
Octadecanoic acid 12.56 2.9 ng 225837 5 13.86 1568310 20.0
1-Heneicosanol 13.72 8.7 ng 681910 5 13.86 1568310 20.0
1-Heneicosyl formate 14.36 6.3 ng 490869 5 13.86 1568310 20.0
Pentacosane 14 .64 2.6 ng 156922 6 15.26 1223860 20.0
Oxirane, heptadecyl- 14.77 4.8 ng 294443 6 15.26 1223860 20.0
Eicosane 14.96 5.7 ng 348655 6 15.26 1223860 20.0
Cyclotetracosane 14 .99 6.7 ng 410069 6 15.26 1223860 20.0
Octadecane 15.72 7.2 ng 442771 6 15.26 1223860 20.0
Triacontyl acetate 15.77 4.6 ng 283947 6 15.26 1223860 20.0
Heneicosane 16.19 2.1 ng 131642 6 15.26 1223860 20.0
Oxirane, hexadecyl- 16.44 2.4 ng 144078 6 15.26 1223860 20.0
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