LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031219\
Data File : BF113002.D
Aca On : 12 Mar 2019 14:55 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1817-15 PST-027-B111-030619
ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-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 5.340 549 553 569 rBY 2742790 2908678 77 .58% 6.619%
2 6.369 723 728 742 rBV 3247042 3166997 84.47% 7.206%
3 6.498 746 750 754 rBY 3409814 3153907 84.12% 7.177%
4 6.728 786 789 793 rBY 1251604 1102380 29.40% 2.508%
5 6.887 812 816 820 rBVY 2850329 2410951 64.30% 5.486%
6 7.287 880 884 891 rBVY 1930746 1960648 52.29% 4.461%
7 7.340 891 893 898 rVB 131306 115516 3.08% 0.263%
8 8.010 1003 1007 1014 rBV 1421397 1368760 36.51% 3.115%
9 9.086 1186 1190 1201 rBV 4004168 3749306 100.00% 8.531%
10 9.481 1253 1257 1266 rBV 273994 281460 7.51% 0.640%

11 9.763 1301 1305 1319 rBV 1720642 1640065 43.74% 3.732%
12 10.545 1434 1438 1453 rBV 2621154 2524520 67.33% 5.744%

13 10.916 1497 1501 1511 rBV5 24463 47940 1.28% 0.109%
14 11.239 1552 1556 1559 rBV 1774079 1673200 44.63% 3.807%
15 11.310 1565 1568 1573 rVB2 36691 42720 1.14% 0.097%
16 11.704 1631 1635 1639 rBV3 34997 50412 1.34% 0.115%
17 11.739 1639 1641 1644 rBV 41979 38067 1.02% 0.087%
18 11.780 1644 1648 1657 rBV 993570 1084826 28.93% 2.468%
19 11.875 1662 1664 1670 rVB2 40165 61315 1.64% 0.140%
20 12.286 1732 1734 1737 rBV2 37022 39316 1.05% 0.089%
21 12.380 1746 1750 1753 rVB3 39944 49928 1.33% 0.114%

22 12.445 1757 1761 1764 rBV 168383 170675 4 _55% 0.388%
23 12.480 1764 1767 1771 rVvVv 252323 298488 7.96% 0.679%
24 12.510 1771 1772 1776 rVV 82758 70460 1.88% 0.160%
25 12.557 1777 1780 1794 rVvVv 435055 548932 14.64% 1.249%

26 12.669 1794 1799 1802 rVvVv 168556 198226 5.29% 0.451%
27 12.822 1820 1825 1828 rBV 3202778 3204487 85.47% 7.292%

28 13.039 1859 1862 1864 rBV 58075 67204 1.79% 0.153%
29 13.063 1864 1866 1869 rVB2 60013 56001 1.49% 0.127%
30 13.304 1904 1907 1912 rVB4 63013 71819 1.92% 0.163%
31 13.404 1918 1924 1926 rBV2 48302 59994 1.60% 0.137%
32 13.516 1938 1943 1947 rVB2 36995 51705 1.38% 0.118%
33 13.721 1974 1978 1985 rBV2 394602 561732 14.98% 1.278%
34 13.774 1985 1987 1994 rVB4 29661 39992 1.07% 0.091%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031219\
Data File : BF113002.D
Aca On : 12 Mar 2019 14:55 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1817-15 PST-027-B111-030619
ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.863 1994 2002 2011 rBV 1402375 1585556 42.29% 3.608%

36 13.945 2012 2016 2020 rBVZ2 43874 67970 1.81% 0.155%
37 14.045 2029 2033 2039 rBvV 141758 158079 4.22% 0.360%
38 14.251 2063 2068 2072 rBV3 28353 55961 1.49% 0.127%
39 14.351 2081 2085 2091 rBV 594107 777728 20.74% 1.770%
40 14.398 2091 2093 2097 rVB 92655 85995 2.29% 0.196%
41 14.439 2098 2100 2103 rVv2 38560 40278 1.07% 0.092%

42 14.545 2112 2118 2121 rBVY 97419 157553 4._.20% 0.359%
43 14.580 2121 2124 2128 rVB 119927 120389 3.21% 0.274%
44 14.645 2131 2135 2142 rVB 188834 263100 7.02% 0.599%
45 14.704 2142 2145 2149 rBV2 32960 38496 1.03% 0.088%

46 14.774 2154 2157 2162 rVB 77042 77154 2.06% 0.176%
47 14.868 2170 2173 2180 rBV2 73030 133673 3.57% 0.304%
48 14.957 2184 2188 2190 rVV 228875 285313 7.61% 0.649%
49 14.980 2190 2192 2198 rVV 583400 816509 21.78% 1.858%
50 15.033 2198 2201 2204 rVB 96496 114176 3.05% 0.260%

51 15.151 2218 2221 2224 rBV 39004 52915 1.41% 0.120%
52 15.186 2224 2227 2230 rBV 88908 112578 3.00% 0.256%
53 15.268 2236 2241 2245 rBV 1014043 1298865 34.64% 2.955%
54 15.310 2245 2248 2254 rVB 182544 254064 6.78% 0.578%
55 15.715 2312 2317 2322 rBV 237965 330307 8.81% 0.752%

56 15.768 2322 2326 2332 rVV4 68512 144544 3.86% 0.329%
57 15.827 2332 2336 2345 rVB3 82745 211403 5.64% 0.481%
58 16.104 2380 2383 2390 rVBS8 33712 55151 1.47% 0.125%
59 16.186 2392 2397 2407 rVB2 88509 168082 4.48% 0.382%
60 16.633 2469 2473 2484 rVB6 38843 114689 3.06% 0.261%

61 16.733 2485 2490 2497 rVB2 63938 133057 3.55% 0.303%
62 16.804 2498 2502 2504 rBV4 33983 50292 1.34% 0.114%
63 17.186 2562 2567 2573 rBVS8 68886 185119 4.94% 0.421%
64 17.251 2573 2578 2588 rVB2 142528 324253 8.65% 0.738%
65 17.492 2613 2619 2636 rVB4 151038 483450 12.89%% 1.100%

66 18.027 2706 2710 2723 rVB10 72034 200580 5.35% 0.456%
67 18.180 2729 2736 2748 rVB2 306514 849147 22.65% 1.932%
68 18.939 2855 2865 2870 rBV3 423092 1330531 35.49% 3.028%

Sum of corrected areas: 43947584
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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: BF113002.D

6.50
6.37

3000000
5.34 6.89

2000000 7.29

6.73
1000000

R S — e e

T I
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 oloo TIC: BF113002.D

12.82

3000000
10.55

2000000 11.24

8.01

1000000 1178

12.56

9.48
2.67 1B®6 13.2
[

A AAAJL\ 10.92 31 1487 12

R e e e B e e T E b Sl L E S oS S e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance 5
4000000 TIC: BF113002.D

3000000

2000000

13.86

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 57.22 ng 3153910 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 750 (6.498 min): BF113002.D (-746) (-) m/z 132.00 100.00%
32
5000 68
40 | 6 ‘ 620 6.40 xé 60 6.80
54 75 104 . . . .
o T .6?:.'.| SRR -7 A W TN [ N m/z 68.00 42.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR LR L S
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.53%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 27.00%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole SMESSRNY £ S D S
132 6.20 6.40 6.60 6.80

m/z 69.00 16.32%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 12.97 ng 1084830 Phenanthrene-d10 11.24
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1648 (11.780 min): BF113002.D (-1644) (-) m/z 72.95 100.00%
43 g0 73
5000 129
97 213 s R EE T
115 143157171185199 007 256 11M0 11%0 1f80 1250 '
(o} m/z 43.00 88.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 B R R U
11.40 11.60 11.80 12.00
m/z 59.95 85.16%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1140 11.60 11.80 12.00
5000 129 m/z 57.00 71.49%
29 87 185 228
101115 143157171 199213
O a e R RARRARR SR TS
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid PP TS
43 60 73 11.40 11.60 11.80 12.00
m/z 54.95 67 .50%
5000 129
29
199
L#“ 143157171185 242
oL 15
m/z--> 20 40 60 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\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 9-Octadecenoic acid, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.48 3.57 ng 298488 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 93
2 Oleic Acid 282 C18H3402 000112-80-1 90
3 Acetic acid. trifluoro-. undecvl... 268 C13H23F302 053800-01-4 74
4 Acetic acid. trifluoro-. dodecvl... 282 C14H25F302 006222-00-0 58
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 49

Abundance Scan 1767 (12.480 min): BF113002.D (-1764) (-) m/z 55.00 100.00%

5000

-

220 264 12.20 12.40 12.60 12.80
303 m/z 69.00 75.48%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129352: 9-Octadecenoic acid, (E)-
55

83

-

5000 LA L L L L L LB
12.20 12.40 12.60 12.80
29 282 m/z 41.00 67.31%
152180 507222 46
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 IIIIIIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80
5000 ds m/z 43.00 61.59%
123 264

. 138 165180 207222 o4 @ 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116954: Acetic acid, trifluoro-, undecy! ester e e
12.20 12.40 12.60 12.80

m/z 83.00 57.03%

-

5000

126

-

154 181 199

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 5 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.56 6.92 ng 548932 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1781 (12.563 min): BF113002.D (-1777) (-) m/z 72.95 100.00%
B g B
5000 129
199544227 12.20 12.40 12.60 12.80
0 m/z 43.00 97 .77%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129
5000] 28 284 RS DARSRARAR BRRE
nmnmnmnm
m/z 59.95 84 .75%
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 783
12:20 12,40 12.60 12.80
5000 g 129 m/z 57.00 82.93%
87 242
143 199
115 185
101 157171 213
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B BREaaEaEee e s
78 12.20 12.40 12.60 12.80
43 m/z 55.00 76.38%
5
5000 129
- 185 228
01115 | 143 171
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 Octadecyl trifluoroacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.09 ng 561732 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 1978 (13.721 min): BF113002.D (-1974) (-) m/z 57.00 100.00%
57
83 _JMANJ_N_A\ANﬁkA»A~
5000
111
RN UL SRR
139 230 13.40 13.60 13.80 14.00
o — .I..‘.‘, hay SO 200 2R e m/z 42.95 89.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate
57
5000 B DR U AR LR
13,40 13.60 13.80 14.00
29 125 m/z 55.00 75.33%
0 \‘ \‘H “‘ m ‘\ \ ‘\ hl§4 182 224 252 297 348
m/z--> 50 200 250 300 350 400
Abundance
57
97 IR BN SRR
13.40 13.60 13.80 14.00
5000 m/z 83.00 74 .32%
29 125
0 154 196 224 269 320
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate ST T
57 13.40 13.60 13.80 14.00
m/z 97.00 69.10%
83
5000
111
2 ‘ 169
Oll‘Jl‘ll|llllll| I‘IL:II-3J=9|‘I‘III|2:!-O||2$I8||2|8?||||| |||||||4|34 _V_VTV_V_V_V—FV_V_V_V—FV_V_V_V—FV_V_V_V—F
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

Sample : K1817-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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

Concentration Rank 7

Peak Number

8 Cyclohexadecane

8270-BF022719.M Wed Mar

R.T. EstConc Area Relative to ISTD R.T.
14.35 9.81 ng 777728 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
3 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
4 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
5 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 90
Abundance Scan 2085 (14.351 min): BF113002.D (-2081) (-) m/z 57.00 100.00%
57
83
5000
111 P )
139 14.00 14.20 14.40 14.60
o...~.,....l,.l.t..,?‘?9.1.9,7..?3.92.6.7.?99...,...3?9,7....,....,.... m/z 43.00 73.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #81246: Cyclohexadecane
55
5000 A SRR B UL
29 1ﬂ 14.00 14.20 14.40 14.60
‘ m/z 55.00 55.71%
ol 1L mwmm”mwuwwmwuwm
m/z--> 50 200 250 300 350 400 450 500
Abundance
57
14.00 14.20 14.40 14.60
5000 m/z 71.00 55.43%
29 83
o 11 148 182210 255
rrrryrrrrrrrTrrrTTryrTT T T T Ty T T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238675: Heptacosy| pentafluoropropionate e e S SR e
57 14.00 14.20 14.40 14.60
m/z 83.00 52.62%
97
5000
125
o 2?} 1)L 153181200236 264292320 350378 423 524
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.20 1440 14.60

13 10:37:48 2019

PST-027-B111-030619
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

Sample : K1817-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 9 Nonadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14 .65 4_.05 ng 263100 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
Abundance Scan 2136 (14.651 min): BF113002.D (-2131) (-) m/z 57.00 100.00%
57
85
5000
13 141 " 1440 14.60 14.80 15.00
175 207 239 267
- ﬂ ll pd i Sa 20 R 803 895 m/z 71.00 61.81%
m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 L B B B B
14.40 14.60 14.80 15.00
29 m/z 43.00 58.38%
0 \‘ “\ h H\ Il H‘ 1:\I\-3 | 141 169 197 225 268
m/z--> éo 160 150 260 250 300 3%0
Abundance
57
" 14.40 14.60 14.80 15.00
5000 85 m/z 84.95 54 _.33%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 150 260 250 360 3%0
Abundance #141426: Heneicosane . e AR
57 14.40 14.60 14.80 15.00
m/z 55.00 26.39%
85
5000
29 113
ol | L) J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 351;0 14'40 14 60 14. 80 15'00

8270-BF022719.M Wed Mar 13 10:37:49 2019

PST-027-B111-030619

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 10 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .96 4.39 ng 285313 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2189 (14.963 min): BF113002.D (-2184) (-) m/z 57.00 100.00%
g7
85
5000
VUL 1 001 200 107 5 22 s 1560 12550 1500 550
O e B s S e m/z 71.00 72 .74%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L DAL BRI BRI B B
mmmmmmmm
m/z 43.00 61.16%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14,60 14.80 15.00 15.20
5000 g5 m/z 85.00 53.61%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #194493: Hexacosane L L LI L N L B
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .48%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 250 360 350 ' 1460 1480 1500 1520 '

8270-BF022719.M Wed Mar 13 10:37:50 2019 Page: 11



8270-BF022719.M Wed Mar

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

Sample : K1817-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 11 1-Heneicosanol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.08 12.57 ng 816509  Perylene-di2 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Heneicosanol 312 C21H440 015594-90-8 94

2 l1-Heptacosanol 396 C27H560 002004-39-9 94
3 n-Tetracosanol- 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Octacosanol 410 C28H580 000557-61-9 74

Abundance Scan 2192 (14.980 min): BF113002.D (-2190) (-) m/z 83.00 100.00%
55
‘ 139 14.60 14.80 15.00 1520
167 194 : : : :
ol Ly (2P T% 223 257288 0 m/z 97.00 91.76%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 [TTrr[rrrr[rrrrprrrorm
14.60 14.80 15.00 15.20
29 m/z 55.00 86.42%
—r— — — T T
m/z--> 50 250 300 350
Abundance
57 97
A B B e e
14.60 14.80 15.00 15.20
5000 m/z 57.00 79.33%
125
o 29 77 153 181 200 236 264 292 320 350 378
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 B a e e
8 14.60 14.80 15.00 15.20
m/z 43.00 77 .39%
5000 1l
139
ol LIl f ), 167 195 222 250 280 308 336
e e B e B
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15.00 15.20

13 10:37:51 2019

PST-027-B111-030619

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.72 5.09 ng 330307 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2318 (15.721 min): BF113002.D (-2312) (-) m/z 57.00 100.00%
g7
85
5000

141 169 197 225 15.40 15.60 15.80 16.00
oL L1] .J.'||, L 7P297,225 264 8L | “nm/z 71.00 71.13%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L B LB L |

15.40 15.60 15.80 16.00
m/z 42.95 57.61%

29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
R T e e
miz--> 50 100 150 200 250 300 350
Abundance
57
o
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 53.73%
113
0 29 141 169 197 225 267 295 365 393
e
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T T
57 15.40 15.60 15.80 16.00
m/z 55.00 19.88%
5000 85
29
A NN Y M3 141 169 197 225 253 295 323 367
T T T T T e T e e L
miz--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00

8270-BF022719.M Wed Mar 13 10:37:52 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 unknownl15.83 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.83 3.26 ng 211403 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tetradecanone 212 C14H280 002345-27-9 47
2 2-Tridecanone 198 C13H260 000593-08-8 47
3 N-Methvl-N-methoxvcarbonvlcarbam... 175 C6H9NO5 073830-21-4 43
4 2-Heptadecanone 254 C17H340 002922-51-2 42
5 2-Pentadecanone 226 C15H300 002345-28-0 42
Abundance Scan 2336 (15.827 min): BF113002.D (-2332) (-) m/z 58.95 100.00%
59
43
5000
96
113127 167 205 251 279 15.60 15.80 16.00 16.20
0 ...,....,l...|: i ,'ﬂ...'ll;.-=~:~.,~-...?f‘.l..~.,....,....,....22.2... i, Tm/z 58.00 72.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71307: 2-Tetradecanone
58
43
5000
15.60 15.80 16.00 16.20
m/z 43.00 63.69%
o 8 111127 154169183197212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58
43 LU A SO SN IR
15.60 15.80 16.00 16.20
5000 m/z 71.00 42 _.70%
29 85 140 198
oL15 1114955 4+%Y155169183
m@mﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I

Abundance #42015: N-Methyl-N-methoxycarbonylcarbamic acid methyl ester I L A o o e S R e
15.60 15.80 16.00 16.20

m/z 57.00 22 .29%

5000

ﬁ

15 60 15. 80 16. 00 16 20

8270-BF022719.M Wed Mar 13 10:37:53 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

Sample : K1817-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integratio

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

- C:\DATABASE\NIST11.L
n 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 Nonadecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.59 ng 168082 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2398 (16.192 min): BF113002.D (-2392) (-) m/z 57.00 100.00%
57
5000 85 /\“f\,ﬁ.n,b_/\_A~_~,ﬁﬂ~,ww~
LR UV BRI B B
34 155 183 295 953 15.80 16.00 16.20 16.40 16.60
ol 4 b 281 m/z  70.95  71.27%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AU UL N
15.80 16.00 16.20 16.40 16.60
m/z 43.00 52.98%
29 113
0 \‘ ‘L ‘\ “\ I h‘ H‘ il 1?1 ! 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance
43
15.80 16.00 16,20 16.40 16.60
5000 71 m/z 84.95 51.14%
99
o 127 155 183 513 230 267
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane T T T
57 15.80 16.00 16.20 16.40 16.60
m/z 99.00 20.78%
5000 85
113
oL 2| [‘ |4 | Mt 160 104211 239 267 205 3p3 352 e
m/z--> 50 100 ﬁo 200 250 300 350 15.80 16.00 16.20 16.40 16.60
8270-BF022719.M Wed Mar 13 10:37:54 2019

PST-027-B111-030619
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 _.beta.-Sitosterol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.19 2.85 ng 185119 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 97
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 86
4 17-(1.5-Dimethvlhexy1)-10.13-dim... 414 C29H500 1000210-86-9 38
5 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 38
Abundance Scan 2568 (17.192 min): BF113002.D (-2562) (-) m/z 43.00 100.00%
43
g1 107 135
213
5000 161 303
187 273 3g1 414 M.
16.80 17.00 17.20 17.40 17.60
ol m/z 135.10 64.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 L SRR SRR DR B
107 414 16. 80 17. oo 17. 20 17. 40 17. 60
‘ ‘ an:ng m/z 107.00 58.90%
255
ob—— m HH H‘\\ ‘M\\mm “H\ \Hflm ly \u ‘ 2?33 \ 2?5 i ‘. 3|54 381 ‘\ “.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
16,80 17.00 17.20 17.40 17.60
5000 8l 197 m/z 81.00 57.87%
145 414
. 213 303 59 a1
o 193 | 233 | 275 354
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- R S R S R
43 16.80 17.00 17.20 17.40 17.60
m/z 145.00 57.87%
5000 268
81 107
‘ “ ue 213 247 3 \ 414
ol H\‘ HHM\M\M jr %103 A DN T o
m/z--> 50 100 150 200 250 300 350 400 16. 80 17. 00 17. 20 17. 40 17. 60

8270-BF022719.M Wed Mar 13 10:37:55 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 unknownl7.25 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.25 4.99 ng 324253 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 Cl15H24 004630-07-3 38
2 (-)-Tricvclol6.2.1.0(4.11D)lundec... 204 C15H24 1000154-06-7 30
3 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 25
4 T1.2.41Triazolol5.1-blauinazolin. .. 204 C10H12N40 1000337-56-5 25
5 D-Homopregn-17a(20)-ene, (5.alph... 300 C22H36 054482-44-9 25
Abundance Scan 2578 (17.251 min): BF113002.D (-2573) (-) m/z 204.10 100.00%
4

5000
341 4(|)9 17.00 17.20 17.40 17.60
0 Ak m/z 285.10 77.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 204
41
5000 9 107 135
17.00 17.20 17.40 17.60
‘ m/z 133.00 74_48%
0< Pt ||||||||| — R B
m/z--> 50 100 150 200 250 300 350 400
Abundance
a1 105 133
I a  BREEEEES B
81 189 17.00 17.20 17.40 17.60
5000 161 m/z 300.20 65.78%
ol dypd . Al L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #64227: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth... R i e
135 204 17.00 17.20 17.40 17.60
m/z 109.00 61.61%
161
91

50001 41 69

JH i1

T
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

)

8270-BF022719.M Wed Mar 13 10:37:56 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 17 unknownl7.49 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.49 7.44 ng 483450 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. 1a.2.3.4... 204 C15H24 000489-40-7 43
2 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 38
3 Dihvdrofuranno(3.2-H)Yhomochromanone 204 C12H1203 057052-85-4 35
4 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 30
5 [1,2,4]Triazolo[5,1-b]Jquinazolin... 204 C10H12N40 1000337-56-5 22
Abundance Scan 2619 (17.492 mirJ)): BF113002.D (-2613) (-) m/z 204.10 100.00%
204
135
5000 287
411 17.20 17.40 17.60 17.80
0 - m/z 135.00 65.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64569: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd...
105 161 204
41
5000 81 133 LRI UL B UL B
ﬂ%ﬂ%ﬂmﬂ%
m/z 287.15 49 .93%
0‘ 18 “\LI“M\\MI‘\“I ‘ﬁlu“ulluuuu ———T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
135 204 N,
161 17fzo 17!40 17)60 17!80
5000 a1 6991 m/z 133.00 49 .62%
0""l""ll?'l'"l""l"" U DAY SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #63963: Dihydrofuranno(3,2-H)homochromanone AR EEREE L
204 17.20 17.40 17.60 17.80
39 m/z 121.00 45 .24%
69 148
5000
174
91 119 ‘
LA M o 1] L | el e e
m/z--> 50 o %o m 350 400 ﬂ%ﬂ%ﬂmﬂ%

8270-BF022719.M Wed Mar 13 10:37:58 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 18 unknownl18.03 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.03 3.09 ng 200580 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 49
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 42
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 38
4 A-Trifluoromethvlbenzamidoxime 204 C8H7F3N20 022179-86-8 30
5 [1,2,4]Triazolo[5,1-b]Jquinazolin... 204 C10H12N40 1000337-56-5 27
Abundance Scan 2710 (18.027 min): BF113002.D (-2706) (-) m/z 204.10 100.00%
204

5000

-

17.80 18.00 18.20 18.40
m/z 43.00 75.80%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...

-

79

107 135

17.I8O 18.IOO 18.I20 18.I40
m/z 69.00 67.29%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

204
91 133 LA L L L L L LB
41 107 17.80 18.00 18.20 18.40
5000 - 161 m/z 54.95 47 .11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #64525: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...  Rm e R
17.80 18.00 18.20 18.40

m/z 121.00 43.21%

5000

-

0 L A B e e

’ T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

Sample : K1817-15

Misc :

ALS Vial : 5 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 19 unknownl18.18 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.18 13.08 ng 849147 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-I1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 30
2 1.3-Cyclopentadiene. 2.3.4.5-tet... 190 C14H22 1000161-28-7 25
3 .alpha.-Santalol 220 C15H240 000115-71-9 25
4 1H-Pvrrole. 2.3-dimethvl- 95 CG6H9N 000600-28-2 14
5 _beta.-Santalol 220 C15H240 000077-42-9 14
Abundance Scan 2736 (18.180 min): BF113002.D (-2729) (-) m/z 189.05 100.00%

i

5000
229249 289 359 a7 407 17.80 18.00 18.20 18.40
0 m/z 95.00 89.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
5
123
5000 41 67 218 NN L L B B O
17.80 18.00 18.20 18.40
147175 m/z 43.00 79.05%
m/z--> 50 100 200 250 300 350 400
Abundance
135
e EARRs RS
o 17.80 18.00 18.20 18.40
s000l 41 107 m/z 94.00 73.60%
175
79
o4l g vk, o
m/z--> 50 100 150 200 250 300 350 400
Abundance #77520: .alpha.-Santalol
17.80 18.00 18.20 18.40
m/z 120.95 69.11%
5000
43 121
69 202
m/z--> 50 100 150 200 250 300 350 400 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031219\

Data File : BF113002.D

Aca On : 12 Mar 2019 14:55

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 5 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 20 1-Hexadecyne Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.94 20.49 ng 1330530 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecvne 222 C16H30 000629-74-3 55
2 1-Formvl-2.2._.6-trimethvl-3-(3-me... 220 C15H240 108287-18-9 52
3 1.1.6-trimethvl-3-methvlene-2-(3... 452 C33H56 1000373-94-5 46
4 Lonaifolenaldehvde 220 C15H240 019890-84-7 30
5 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 25
Abundance Scan 2865 (18.939 min): BF113002.D (-2855) (-) m/z 95.00 100.00%

69

5000

1l

205231 975

18.5018.6018.7018.80 18.90

304 341

(o m/z 68.95 89.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #79552: 1-Hexadecyne
81
43
5000 [T T T[T T T[T T T[T rr[TrTT
18.5018.6018.7018.8018.90
109 m/z 96.00 84 .37%
0 15 ‘L“137 165 193 222
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69
R ARREREEEE R SR EEEEE R
220 18.5018.6018.7018.8018.90
5000 109 m/z 109.00 83.84%
137
177
o T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227678: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrameth... LN R AR EEE e

18.5018.60 18.7018.80 18.90
m/z 165.10 73.91%

5000

f—

245 273300 336 365
R e PP AR
miz--> 50 100 150 200 250 300 350 400 450 18.50 18,60 18.70 18.80 18.90
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031219\
Data File : BF113002.D
Acq On : 12 Mar 2019 14:55 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : K1817-15 PST-027-B111-030619
ALS Vial : 5 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 57.2 ng 3153910 1 6.73 1102380 20.0
n-Hexadecanoic acid 11.78 13.0 ng 1084830 4 11.24 1673200 20.0
9-Octadecenoic ac... 12.48 3.6 ng 298488 4 11.24 1673200 20.0
Octadecanoic acid 12.56 6.9 ng 548932 5 13.86 1585560 20.0
Octadecyl trifluo... 13.72 7.1 ng 561732 5 13.86 1585560 20.0
Cyclohexadecane 14.35 9.8 ng 777728 5 13.86 1585560 20.0
Nonadecane 14.65 4.0 ng 263100 6 15.27 1298870 20.0
Heneicosane 14.96 4.4 ng 285313 6 15.27 1298870 20.0
1-Heneicosanol 14.98 12.6 ng 816509 6 15.27 1298870 20.0
2-methyloctacosane 15.72 5.1 ng 330307 6 15.27 1298870 20.0
unknownl15.83 15.83 3.3 ng 211403 6 15.27 1298870 20.0
Nonadecane, 2-met... 16.19 2.6 ng 168082 6 15.27 1298870 20.0
-beta.-Sitosterol 17.19 2.9 ng 185119 6 15.27 1298870 20.0
unknownl17 .25 17.25 5.0 ng 324253 6 15.27 1298870 20.0
unknownl17.49 17.49 7.4 ng 483450 6 15.27 1298870 20.0
unknown18.03 18.03 3.1 ng 200580 6 15.27 1298870 20.0
unknown18.18 18.18 13.1 ng 849147 6 15.27 1298870 20.0
1-Hexadecyne 18.94 20.5 ng 1330530 6 15.27 1298870 20.0
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