LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 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-BF071219.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 2.210 14 21 27 rBv 652277 839148 20.47% 1.810%
2 5.510 576 582 585 rBVY 3644285 3688139 89.97% 7.953%
3 6.175 692 695 698 rBV 79496 69099 1.69% 0.149%
4 6.516 747 753 755 rBVY 3366315 4024095 98.16% 8.677%
5 6.651 771 776 780 rBVY 3872802 4099345 100.00% 8.840%
6 6.881 811 815 819 rBVY 1484152 1177713 28.73% 2.540%
7 7.039 838 842 845 rBVY 3791876 3265736 79.66% 7.042%
8 7.439 904 910 913 rBVY 2645872 2545978 62.11% 5.490%
9 7.863 977 982 993 rBV 51047 90551 2.21% 0.195%
10 8.163 1029 1033 1036 rBvV 1440152 1217331 29.70% 2.625%

11 9.233 1210 1215 1218 rBV 4227094 3987969 97.28% 8.600%
12 9.357 1233 1236 1246 rVB3 72541 79143 1.93% 0.171%
13 9.574 1270 1273 1277 rVB 937405 753589 18.38% 1.625%
14 9.622 1277 1281 1284 rBV 930009 732080 17.86% 1.579%
15 9.769 1302 1306 1308 rBV 132559 106904 2.61% 0.231%

16 9.892 1323 1327 1328 rBV 520833 435950 10.63% 0.940%
17 9.910 1328 1330 1334 rVB 1424623 1312050 32.01% 2.829%
18 10.033 1348 1351 1355 rBV 113222 112444 2.74% 0.242%
19 10.433 1414 1419 1421 rBV 103653 100399 2.45% 0.216%
20 10.639 1452 1454 1458 rVB2 62645 52341 1.28% 0.113%

21 10.698 1459 1464 1467 rBV 2515890 2267396 55.31% 4 _889%
22 11.392 1579 1582 1585 rBV 1337870 1217765 29.71% 2.626%
23 11.416 1585 1586 1590 rVB 101706 70775 1.73% 0.153%
24 11.921 1668 1672 1682 rBV 852775 768451 18.75% 1.657%
25 12.604 1782 1788 1790 rBV 188806 169024 4.12% 0.364%

26 12.621 1790 1791 1802 rVB6 45994 71668 1.75% 0.155%
27 12.704 1802 1805 1813 rBV 375236 357789 8.73% 0.772%
28 12.833 1822 1827 1829 rBV 129327 118994 2.90% 0.257%
29 12.980 1847 1852 1855 rBV 3071108 2964427 72.31% 6.392%

30 13.210 1888 1891 1898 rBV3 60348 85171 2.08% 0.184%
31 13.374 1914 1919 1924 rVB3 43061 52726 1.29% 0.114%
32 13.662 1965 1968 1972 rVB 44165 41825 1.02% 0.090%

33 13.733 1976 1980 1983 rBV 1085358 867248 21.16% 1.870%
34 13.892 2001 2007 2019 rBV3 267587 599135 14.62% 1.292%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 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\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.027 2022 2030 2033 rBV 1043430 1050536 25.63% 2.265%

36 14.192 2055 2058 2061 rBV 76139 70603 1.72% 0.152%
37 14.315 2076 2079 2082 rVB 46631 42109 1.03% 0.091%
38 14.498 2106 2110 2112 rBV 191312 174368 4._.25% 0.376%
39 14.527 2112 2115 2124 rVB 266807 501428 12.23% 1.081%
40 14.804 2159 2162 2166 rVB 137584 124958 3.05% 0.269%

41 14.880 2172 2175 2181 rVB 79858 97782 2.39% 0.211%
42 14.951 2183 2187 2190 rBVY 149927 151589 3.70% 0.327%
43 15.062 2203 2206 2214 rVB 68597 131887 3.22% 0.284%
44 15.145 2215 2220 2224 rBVY 634285 689984 16.83% 1.488%
45 15.204 2225 2230 2240 rBV3 198762 503987 12.29% 1.087%

46 15.368 2255 2258 2264 rVB 42013 57868 1.41% 0.125%
47 15.427 2265 2268 2273 rVB 50480 58181 1.42% 0.125%
48 15.492 2274 2279 2282 rBV2 721182 886108 21.62% 1.911%
49 15.521 2282 2284 2289 rVB 162844 191205 4.66% 0.412%
50 15.721 2315 2318 2323 rVB 129106 161904 3.95% 0.349%

51 15.962 2354 2359 2367 rVB 677987 985515 24.04% 2.125%
52 16.062 2370 2376 2384 rBv4 132501 424108 10.35% 0.915%
53 16.468 2441 2445 2450 rVB 71800 103156 2.52% 0.222%
54 16.756 2489 2494 2507 rVB4 136169 270175 6.59% 0.583%
55 17.062 2540 2546 2553 rVB 148511 295746 7.21% 0.638%

56 17.239 2566 2576 2585 rBV3 122518 421400 10.28% 0.909%
57 17.609 2633 2639 2653 rVB3 88733 333152 8.13% 0.718%

58 18.192 2734 2738 2747 rVB6 70207 165479 4.04% 0.357%
59 18.592 2801 2806 2815 rVB9 58629 138740 3.38% 0.299%

Sum of corrected areas: 46374366
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\

BF115631.D

17 Jul 2019 19:25

HP/JU

K3835-23

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF115631.D

6.65
5.51
6.52

6.88

7.04

7.44

0
Time-->

T
5.00
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4000000

3000000

2000000

1000000

7.86

TIC: BF115631.D

10.70

8.16 9.91

11.39

SN S

9%hB2
9.89
9.771110.03
AAI

11.92
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i

12.98

13.21

0

Time-->

8.00

10.50 11.00 11.50

10.00

12.00

12.50

13.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF115631.D

13.73 14.03

6.06 16.47 16.76 17.087.24 1761

18.19

18.59

T
18.00

I
17.50

16.50

17.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.21 14.25 ng 839148 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 21 (2.210 min): BF115631.D (-14) (-) m/z 73.00 100.00%
3
5000 {\
43
55 87
37 | &7 2.20 2.30 2.40 2.50 2.60
Ol S e M7z 43.00  33.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 24.85%
0 Fg 35 || | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.79%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436.Pentane,3—methoxy— AR L A RaRRaRALL
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.04%
5000
45
29
0 N 3 / 5‘5 67 101 AL—!_'V__Y
m/z--> 20 3'0 4'0 50 60 7'0 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 1

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

6.65 69.62 ng 4099350 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 776 (6.651 min): BF115631.D (-771) (-) m/z 132.00 100.00%
5000 68
40 % J " 640 6.60 6.80 7.00
54 : : : :

o |7 er | sus W w/z 68.00  42.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

A
LN L L L L L L

6.40 6.60 6.80 7.00
m/z 134.00 33.31%

5000

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
e N Ry
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.94%
SIS W I T N N
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene R B S mamay
132 6.40 6.60 6.80 7.00
m/z 69.00 16.75%
5000
63 81
0 3\1 59 1 w\‘ 1 \72\ ‘\ \92 191\ 1:!-\2 |
— et e R T Mmoo
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\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.92 12.62 ng 768451 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1672 (11.921 min): BF115631.D (-1668) (-) m/z 73.00 100.00%
73
43 80
5000 129
97 213 T T
| ﬂ 115 143157171185199 297 256 11.60 11.80 1250 1220
S S 1§ m/z 59.95 77.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 UL A SRS B DA
11. 60 11.80 12.00 12.20
m/z 43.00 72.61%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11.60 11.80 12.00 12.20
5000 29 m/z 57.00 61.18%
129
‘ T? o1 115 ‘ 71 214
0mI,\“,\I\J,,l‘\,}“,"U,jl‘,,,\,lel“f?,l?i,\,,IJI},%”,,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 59.59Y%
5000 129
29
199
‘ 143157171185 242
O.Fﬁﬂ”wﬂn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.70 5.88 ng 357789 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62
Abundance Scan 1804 (12.698 min): BF115631.D (-1802) (-) m/z 73.00 100.00%
7B
5000 129 J\
97 185 241 AR IR BN SR
15 | w3171 | 202 5005 284 12.40 12.60 12.80 13.00
o} m/z 43.00 90.42%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

5

3
5000 129 R s e
12. 40 12. 60 12. 80 1300
m/z 59.95 78.98%
0 143157171

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

Abundance #84453: Tetradecanoic acid
73
43 e RREREEEE R
5 12.40 12.60 12.80 13.00
5000 129 m/z 57.00 74 .29%
29 185 228
115
1 143157171 ‘
o (s e 0o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid  ERaEESE e e
43 73 12.40 12.60 12.80 13.00
5 m/z 41.00 70.15%
5000{ 29 256
157171 21
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Cinnamyl cinnamate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 16.51 ng 867248 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 87
2 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 52
3 1-Penten-3-one. 4.4-dimethvl-1-p... 188 C13H160 000538-44-3 50
4 N-(p-VinvlbenzovD)-l-alanine 219 C12H13NO3 139184-60-4 50
5 p-Vinylbenzohydrazide 162 C9H10N20 1000244-74-9 50
Abundance Scan 1979 (13.727 min): BF115631.D (-1976) (-) m/z 131.00 100.00%
5000
115
7 J N S —
219 13.40 13.60 13.80 14.00
0 ,...??....,6.4...|,....,...!,..'-.,1.‘?7.1.69.1.7? 292205 | 238 264 | /7 115.00  34.87%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114231: Cinnamyl cinnamate
131
5000
117 13.40 13.60 13.80 14.00
103 m/z 117.00  32.40%
51 77 | 219 264
0 L 147 173 192 | 236
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51728: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131
13.40 13.60 13.80 14.00
5000 m/z 103.00 29.70%
77 103
188
41
o 27 ‘ﬁ7 90 L 117 | 145159173 |
mz--> 20 46 60 80 100 120 140 160 180 200 220 240 260
Abundance #51723: 1-Penten-3-one, 4,4-dimethyl-1-phenyl- AT A
131 13.40 13.60 13.80 14.00
m/z 77.00 22 .95%
5000
103
41 57 17
o2l | ] | | 117 | 145160173188
mz--> 20 46 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 5-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.89 11.41 ng 599135 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Octadecanol 270 C18H380 000112-92-5 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 Cyclotridecane 182 C13H26 000295-02-3 95
Abundance Scan 2007 (13.892 min): BF115631.D (-2001) (-) m/z 57.00 100.00%
57
2000 A/\AML
SRR SR SR B
13.60 13.80 14.00 14.20
ol o726 248 280 m/z 83.00 98.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 RN SR SR B
13.60 13.80 14.00 14.20
29 m/z 55.00 94 .92%
0 A 126 153 182 209224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119524: 1-Octadecanol
55 83
13.60 13.80 14.00 14.20
5000 m/z 97.00 89.97%
29
[o) ERAREY -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol e R,
55 83 13.60 13.80 14.00 14.20
m/z 69.00 88.18%
- ,«/LN\
29
o 139 167182 210 233 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .50 3.32 ng 174368 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 98
2 Heptadecane 240 C17H36 000629-78-7 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2110 (14.498 min): BF115631.D (-2106) (-) m/z 57.05 100.00%
57
85

113 14:20 14.40 14.60 14.80
3 141 169 211 233254 - -
ol 31 I e P L et o el m/z 71.05 75.37%
miz--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 TT TTTT LR B TT T T
14.20 14.40 14.60 14.80
29 m/z 43.00 58.51%
113
141 169 197 254
ol d T e a0 10 o8 224
miz--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
e e e A
85 14.20 14.40 14.60 14.80
5000 m/z 85.05 54_63%
29
DL L R e 160 197 240
ot e ey e e
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L B
57 14.20 14.40 14.60 14.80
m/z 41.00 22 .18%
5000 85
29
oL j LU 141160 197 225 253 205 323 367
e B i e e
miz--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF071219.M Thu Jul 18 13:41:53 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 1-Heneicosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14 .53 9.55 ng 501428 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87

Abundance Scan 2115 (14.527 min): BF115631.D (-2112) (-) m/z 83.05 100.00%

57

5000

:

14.20 14.40 14.60 14.80
m/z 97.05 91.48%

. 139 167 195213 244 265282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83

:

5000

14.20 14.40 14.60 14.80
m/z 57.00 88.65%

29

167 196 238 266 294

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
e
14.20 14.40 14.60 14.80
5000 11 m/z 55.00 86.03%
29
o il 167 195 222 250 280 308 336
Cr e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol R AEmEEEE L
55 83 14.20 14.40 14.60 14.80
m/z 69.05 83.43%
5000
29
o il 167 196 224 252 280 308
T B o W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80

8270-BF071219.M Thu Jul 18 13:41:53 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octadecanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14 .95 3.42 ng 151589 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 16-Octadecenal 266 C18H340 056554-87-1 91
5 17-Octadecenal 266 C18H340 056554-86-0 91
Abundance Scan 2187 (14.951 min): BF115631.D (-2183) (-) m/z 57.00 100.00%
g7
5000
110
o 223241 m/z 82.00  98.31%
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
5000 L AL BURBLILE SRS UL B
mmmmmmmm
250 m/z 43.05 80.76%

04
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43
B Amanaaae
14.60 14.80 15.00 15.20
5000 m/z 96.00 63.85%
110
REN) ” I138“166 194911 236 264282
L ot e
m/z--> 50 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- B B .
43 14.60 14.80 15.00 15.20
m/z 83.00 60.28%
5000
109
NE |\ L138‘L166183 208705 250268
= o R i B e R BRI ma e o
m/z--> 50 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF071219.M Thu Jul 18 13:41:54 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.14 15.57 ng 689984 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2219 (15.139 min): BF115631.D (-2215) (-) m/z 57.00 100.00%

g7
85
5000

141 169 197 1480 15.00 1520 1540
Ay l| L= 199 197 225045268 295 | “m/z 71.05  79.43%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
85 L B B B B N B R LB

5000
14.80 15.00 15.20 15.40
m/z 43.00 60.94%

113
o 200 || |10, 169 197 225 267 295 365 393
el T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57

85 14.80 15.00 15.20 15.40
5000 m/z 85.05 57.47%
113
0 34‘ |4 [M 169 197 295 253 281 309 338
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40

m/z 55.00 23.19%

85
5000
29 113
\ | 777,141 169 197 205 253 296

ot—rryt e L B e o e e e

T
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF071219.M Thu Jul 18 13:41:54 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.20 11.38 ng 503987 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 2229 (15.198 min): BF115631.D (-2225) (-) m/z 57.00 100.00%

7

5000
_rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l'
14.80 15.00 15.20 15.40 15.60
A 168 194213 243 276
o! 355 m/z 83.05 95.24%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
o7
5000 111 | NI LI L L L LB LB L
14.80 15.00 15.20 15.40 15.60
m/z 97.00 93.48%
29 139
0 Ly ,197 195 222 250 280 308 336
- T T T I T T T T I T T T T I T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
T T
14.80 15.00 15.20 15.40 15.60
5000 11 m/z 43.00 80.63%
29 139
0 |‘J bl H ‘ J‘ L l}‘ I 1A67 196 224 252 280 308
=B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol LR EEEEE e s
55 83 14.80 15.00 15.20 15.40 15.60
m/z 69.00 79.79%
5000 111
29
oL { L1159 s67 106 gm 2s o0
e e e e T T
m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15. 20 15. 40 15.60

8270-BF071219.M Thu Jul 18 13:41:55 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.96 22.24 ng 985515 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2359 (15.962 min): BF115631.D (-2354) (-) m/z 57.00 100.00%
57
85
5000
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—r
| ﬂ113 141 169 197 239 267 205 323 365 15.60 1580 16.00 16.20
(LR e L s AL L m/z 71.05  79.75%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
15.60 15.80 16.00 16.20
113 m/z 85.05 59.23%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
57
85 15.60 15.80 16.00 16.20
5000 m/z 43.00 58.92%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #202662: Heptacosane AR T
57 15.60 15.80 16.00 16.20
m/z 55.00 21.68%
5000
85
0 ?? | ;113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 ' 15.60 15.80 16.00 16.20

8270-BF071219.M Thu Jul 18 13:41:56 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Cyclopentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.06 9.57 ng 424108 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
5 Octacosyl acetate 452 C30H6002 018206-97-8 93
Abundance Scan 2376 (16.062 min): BF115631.D (-2370) (-) m/z 57.00 100.00%
7 n
5000
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—h
139162 19g 223 264985 324 15.80 16.00 16.20 16.40
o m/z 83.00 92 .35%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
56
83
5000 LN UL SUMIULE SUNRUL IR
11 15,80 16.00 16.20 16.40
29 m/z 97.00 85.78%
0 | Il?g 18|2 2::-0
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 o7
15:80 16.00 1620 16.40
5000 m/z 69.00 82 .86%
125
o 20 ?‘J 1 L h1?3.181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 L  RRRRs Bam s
57 83 15.80 16.00 16.20 16.40
m/z 43.00 82 _.70%
5000 H
29 139
ol Ii Ll ‘\ | 167 195 222 250 280 308 336
m/z--> 50 100 1&'30 200 250 300 350 15,80 16.00 16.20 16.40

8270-BF071219.M Thu Jul 18 13:41:56 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 15
R.T. EstConc Area Relative to ISTD R.T.

16.76 6.10 ng 270175 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
3 Octadecanal 268 C18H360 000638-66-4 83
4 Tetradecanal 212 C14H280 000124-25-4 80
5 1,19-Eicosadiene 278 C20H38 014811-95-1 64

Abundance Scan 2495 (16.762 min): BF115631.D (-2489) (-) m/z 57.00 100.00%

5000

16.40 16.60 16.80 17.00
m/z 82.00 86.56%

278

138153 171187 207222557 261
04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #117618: Oxirane, hexadecyl-
57
5000 41 L LI L L B
16.40 16.60 16.80 17.00
m/z 43.00 76.13%
oL15 .| I 180195211 236250 268
RRSREEES Ray
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
43
R e e EEEE
16.40 16.60 16.80 17.00
5000 m/z 96.00 60.94%
2
oL 138152163 104208 236 264 282
RREREERS Ray
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal L Ba e
43 16.40 16.60 16.80 17.00
m/z 83.00 58.77%
5000
1

137152165 194 222 250 y4q

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16 60 16. 80 17. 00

8270-BF071219.M Thu Jul 18 13:41:56 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.06 6.68 ng 295746 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane 282 C20H42 000112-95-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2546 (17.062 min): BF115631.D (-2540) (-) m/z 57.00 100.00%
57
85
5000
HR SRR BN SURIURH B
1 16.80 17.00 17.20 17.40
141 197
I Ill L9910 293 28389 | ‘m/z 71.05 81.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85 L SURURE B SULL IR
16,80 17.00 17.20 17.40
29 m/z 85.05 60.94%
113 41
o IR J ﬂ 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #94346: Heptadecane
57
&5 16:80 17.00 17.20 17.40
5000 m/z 43.00 57.77%
29
L] 113 141 169 197 240
m/z--> 50 160 150 200 250 300 350 400
Abundance #219831: Triacontane L  RRRRs Bam s
57 16.80 17.00 17.20 17.40
m/z 55.00 22 .34%
5000 85
13 141
oL 2/ | 717,141 169 197 225 253 281 309 337 365 393 422
IIIII""""I""I""""I""I""IIII rrryrrTTyTTTTTTT T T
m/z--> 50 100 150 200 250 300 350 400 16,80 17.00 17.20 17.40

8270-BF071219.M Thu Jul 18 13:41:57 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Cyclooctadecane, ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.24 9.51 ng 421400 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 72
2 l17-Pentatriacontene 491 C35H70 006971-40-0 42
3 Octacosanol 410 C28H580 000557-61-9 42
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 42
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 42
Abundance Scan 2576 (17.239 min): BF115631.D (-2566) (-) m/z 59.00 100.00%
59 ?
83
5000
O m/z 43.00 99.31%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127775: Cyclooctadecane, ethyl-
g5 83
5000 LRI I SR R B
1 17.00 17.20 17.40 17.60
29 251 m/z 71.00 86 .69%
139
oL LU LL | [P a67105222 | 280
m/z--> 0 50 100 1%0 200 250 300 350 400 450 '
Abundance #234186: 17-Pentatriacontene
57
97 RIS SRR BRI B
17.00 17.20 17.40 17.60
5000 m/z 57.00 79.78%
o L JJ}?3}§1299236267292320348376406434462490
m'z--> 0 50 160 150 200 250 300 350 400 450 '
Abundance #215904: Octacosanol R e
57 17.00 17.20 17.40 17.60
97 m/z 58.00 70.34%
5000
125
o %9 lJ}53181209236264292322 364392
m'z--> 0 50 100 150 200 250 300 350 400 450 ' 17.00 17.20 17.40 17.60

8270-BF071219.M Thu Jul 18 13:41:57 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115631.D

Aca On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 _.beta.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.61 7.52 ng 333152 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 93
3 5-0-Tolvlcarbamovl-3H-imidazole-... 273 C14H15N303 313251-31-9 18
4 Cholest-7-en-3-ol. 4.4-dimethvl-... 414 C29H500 006384-28-7 18
5 17-(1,5-Dimethylhexyl)-10,13-dim. .. 414 C29H500 1000210-86-9 18
Abundance Scan 2639 (17.609 min): BF115631.D (-2633) (-) m/z 81.00 100.00%
43 g1 107
145
5000 303 414
255
174 381
283 | op5 LRSI IR BASM SUNIN B
17.20 17.40 17.60 17.80 18.00
(o} m/z 107.00 98.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 17:20 17.40 17.60 17.80 18.00
107
81 145 o3 w08 414 m/z 43.00 84.88%
. 73 5 32552 5 329 354 381
m/z--> 55 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
17:20 17.40 17.60 17.80 18.00
5000 81 197 m/z 145.00 72 .34%
145 414
“ 1 213 255 303 5 g a1
L s {7m | [ )
m/z--> 50 100 150 200 250 300 350 400
Abundance #121680: 5-O-Tolylcarbamoy|-3H-imidazole-4-carboxylic acid... B EEE e
107 17.20 17.40 17.60 17.80 18.00
m/z 105.00 71.64%
5000 139 " 273
68 ’ 167 | 245
oL I.I\\LUI\I\IIIIIII\I{IILII\IHII‘\IIIIIIIIIIIIIIIII R RS mma
m/z--> 50 100 150 200 250 300 350 400 1720 1740 1760 1780 1800
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO71719\
Data File : BF115631.D

Acq On 17 Jul 2019 19:25

Operator : HP/JU

Sample - K3835-23

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.21 14.3 ng 839148 1 6.88 1177710 20.0
unknown6 .65 6.65 69.6 ng 4099350 1 6.88 1177710 20.0
n-Hexadecanoic acid 11.92 12.6 ng 768451 4 11.39 1217770 20.0
Octadecanoic acid 12.70 5.9 ng 357789 4 11.39 1217770 20.0
Cinnamyl cinnamate 13.73 16.5 ng 867248 5 14.03 1050540 20.0
5-Eicosene, (E)- 13.89 11.4 ng 599135 5 14.03 1050540 20.0
Octadecane 14.50 3.3 ng 174368 5 14.03 1050540 20.0
1-Heneicosanol 14.53 9.6 ng 501428 5 14.03 1050540 20.0
Octadecanal 14.95 3.4 ng 151589 6 15.49 886108 20.0
2-methyloctacosane 15.14 15.6 ng 689984 6 15.49 886108 20.0
n-Tetracosanol-1 15.20 11.4 ng 503987 6 15.49 886108 20.0
Heneicosane 15.96 22.2 ng 985515 6 15.49 886108 20.0
Cyclopentadecane 16.06 9.6 ng 424108 6 15.49 886108 20.0
Oxirane, hexadecyl- 16.76 6.1 ng 270175 6 15.49 886108 20.0
Heptacosane 17.06 6.7 ng 295746 6 15.49 886108 20.0
Cyclooctadecane, ... 17.24 9.5 ng 421400 6 15.49 886108 20.0
-beta.-Sitosterol 17.61 7.5 ng 333152 6 15.49 886108 20.0
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