LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33 Instrument :
Operator : SJ/JU BNA_F

Sample - 15138-21 ClientSampleld :
Misc - EME-WM-TS007-01
ALS Vial : 25 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117.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 4.863 468 472 487 rVB 428882 690653 10.23% 0.923%
2 5.287 539 544 557 rBY 5683854 6555957 97.07% 8.761%
3 6.328 715 721 731 rBVY 5469614 6753657 100.00% 9.025%
4 6.445 736 741 744 rBVY 6375637 6192615 91.69% 8.275%
5 6.669 775 779 782 rBVY 1659499 1515322 22.44% 2.025%
6 6.828 801 806 809 rBVY 4390319 4477859 66.30% 5.984%
7 6.857 809 811 823 rVB2 162630 231112 3.42% 0.309%
8 7.110 851 854 861 rVB3 75235 105246 1.56% 0.141%
9 7.239 870 876 879 rBVY 3921401 4093720 60.61% 5.471%
10 7.269 879 881 885 rVB2 100506 98699 1.46% 0.132%
11 7.863 976 982 985 rBV4 43800 74229 1.10% 0.099%

12 7.951 991 997 1000 rBV 2184719 1930336 28.58% 2.580%
13 8.375 1065 1069 1074 rBvV 116833 134010 1.98% 0.179%
14 8.545 1094 1098 1101 rBV 210811 192308 2.85% 0.257%
15 8.698 1121 1124 1127 rBV 109101 108804 1.61% 0.145%

16 8.827 1140 1146 1148 rBV 83158 112254 1.66% 0.150%
17 8.975 1168 1171 1174 rVB 197107 153991 2.28% 0.206%
18 9.027 1174 1180 1183 rBV 5348685 4902890 72.60% 6.552%
19 9.110 1189 1194 1198 rBV 269888 263345 3.90% 0.352%
20 9.292 1223 1225 1228 rVB2 129931 98620 1.46% 0.132%

21 9.392 1239 1242 1244 rBV2 96757 129042 1.91% 0.172%
22 9.422 1244 1247 1250 rVV 1160463 1061808 15.72% 1.419%
23 9.451 1250 1252 1256 rVB3 82968 81898 1.21% 0.109%
24 9.639 1281 1284 1288 rVB 229794 200888 2.97% 0.268%
25 9.698 1291 1294 1298 rVV 1829171 1814790 26.87% 2.425%

26 9.857 1318 1321 1326 rBV3 52753 71432 1.06% 0.095%
27 10.133 1365 1368 1371 rVB 165636 149515 2.21% 0.200%
28 10.351 1402 1405 1408 rBV3 47646 69184 1.02% 0.092%

29 10.410 1411 1415 1418 rBV3 98878 123440 1.83% 0.165%
30 10.492 1422 1429 1432 rBV 3085592 2907055 43.04% 3.885%

31 10.557 1438 1440 1444 rVB2 96293 84738 1.25% 0.113%
32 10.604 1444 1448 1450 rBV2 257871 273127 4.04% 0.365%
33 10.733 1467 1470 1472 rBV2 135879 108040 1.60% 0.144%
34 10.763 1472 1475 1477 rVV 433834 372222 5.51% 0.497%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33 Instrument :
Operator : SJ/JU BNA_F

Sample - 15138-21 ClientSampleld :
Misc - EME-WM-TS007-01
ALS Vial : 25 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.810 1481 1483 1485 rVv2 97316 93331 1.38% 0.125%

36 10.839 1485 1488 1493 rVB 214412 198878 2.94% 0.266%
37 10.886 1493 1496 1501 rBV 283362 242748 3.59% 0.324%
38 10.933 1501 1504 1505 rBV2 68250 69745 1.03% 0.093%
39 10.957 1505 1508 1513 rVB3 209470 250028 3.70% 0.334%
40 11.051 1521 1524 1526 rBV 111836 134032 1.98% 0.179%

41 11.069 1526 1527 1536 rVB2 225184 217778 3.22% 0.291%
42 11.180 1541 1546 1554 rVvV 1728759 1582351 23.43% 2.115%
43 11.239 1554 1556 1561 rVVv2 227794 381485 5.65% 0.510%
44 11.280 1561 1563 1568 rVB3 93464 111159 1.65% 0.149%
45 11.410 1582 1585 1588 rBV2 156987 139199 2.06% 0.186%

46 11.445 1588 1591 1594 rVB3 83583 94952 1.41% 0.127%
47 11.533 1602 1606 1611 rBV 239375 257797 3.82% 0.344%
48 11.580 1611 1614 1619 rVB2 189448 235204 3.48% 0.314%
49 11.868 1658 1663 1670 rBV5 169801 242394 3.59% 0.324%
50 12.227 1721 1724 1728 rBV 1078005 1008749 14.94% 1.348%

51 12.263 1728 1730 1732 rVV 358560 337349 5.00% 0.451%
52 12.280 1732 1733 1738 rVB3 315811 268828 3.98% 0.359%

53 12.327 1738 1741 1746 rVB4 56869 77317 1.14% 0.103%
54 12.368 1746 1748 1750 rBV 90128 79286 1.17% 0.106%
55 12.427 1755 1758 1761 rVB 293809 238617 3.53% 0.319%
56 12.592 1783 1786 1788 rBV3 71674 71575 1.06% 0.096%
57 12.615 1788 1790 1793 rVV 91634 97688 1.45% 0.131%

58 12.663 1793 1798 1803 rVB3 101831 202673 3.00% 0.271%
59 12.762 1811 1815 1819 rBV 3174954 2810059 41.61% 3.755%
60 12.974 1848 1851 1853 rBV 202363 180497 2.67% 0.241%

61 13.192 1883 1888 1889 rBV2 81053 110377 1.63% 0.147%
62 13.210 1889 1891 1894 rVB 300619 259970 3.85% 0.347%
63 13.380 1918 1920 1927 rVB4 88303 107081 1.59% 0.143%
64 13.662 1964 1968 1972 rBV 490180 558290 8.27% 0.746%
65 13.815 1988 1994 1997 rBV2 1094793 1293719 19.16% 1.729%

66 13.980 2020 2022 2029 rVB2 92400 108418 1.61% 0.145%
67 14.286 2071 2074 2081 rBV2 397620 453542 6.72% 0.606%
68 14.562 2119 2121 2123 rBV 93816 105874 1.57% 0.141%
69 14.645 2132 2135 2139 rVB 174584 171891 2.55% 0.230%
70 14.780 2155 2158 2162 rBV3 118719 183392 2.72% 0.245%

71 14.892 2173 2177 2180 rBV 1350533 1432916 21.22% 1.915%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33 Instrument :
Operator : SJ/JU BNA_F

Sample - 15138-21 ClientSampleld :
Misc - EME-WM-TS007-01
ALS Vial : 25 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 15.215 2227 2232 2239 rBV 855995 1119534 16.58% 1.496%
73 15.533 2283 2286 2292 rBV 122552 180607 2.67% 0.241%
74 15.633 2298 2303 2308 rBVY 1223587 1748989 25.90% 2.337%
75 15.845 2335 2339 2341 rBV3 239835 391745 5.80% 0.523%

76 15.874 2342 2344 2354 rVB 401461 666170 9.86% 0.890%
77 16.621 2467 2471 2478 rVB2 258169 533345 7.90% 0.713%
78 16.845 2503 2509 2517 rBV3 615082 1475832 21.85% 1.972%
79 17.009 2532 2537 2541 rBV2 230119 421867 6.25% 0.564%
80 17.103 2542 2553 2559 rVV3 1141037 3078198 45.58% 4.113%

81 17.256 2575 2579 2584 rVB3 239717 425040 6.29% 0.568%
82 17.474 2611 2616 2621 rBV2 321163 672723 9.96% 0.899%
83 17.568 2627 2632 2642 rVB5 644122 1557779 23.07% 2.082%
84 17.786 2662 2669 2674 rBV3 535868 1414192 20.94% 1.890%
85 18.927 2857 2863 2872 rVB5 210003 604432 8.95% 0.808%

Sum of corrected areas: 74832448
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098435.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4._86 9.12 ng 690653 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 471 (4.857 min): BF098435.D (-468) (-) m/z 43.00 100.00%
43.0 h
59.0
5000
101.1 VRN 4RO E00 Eon
460 480 500 520
O e e 728 880 1 s 5 00 B4 48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "k aho sk sk
0
150 a0 1010 m/z 58.00 16.35%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
4.60 4.80 5.00 5.20
5000 m/z 101.10 12.80%
41.0
29.0 101.0
o 50.0 73.0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R L R L
54.0 4.60 4.80 5.00 5.20
m/z 40.95 8.91%
5000 41.0
31.0
69.0 87.0
o 15.0 ‘J L1500 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.45 Concentration Rank 1

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

6.45 81.73 ng 6192620 1,4-Dichlorobenzene-d4 6.67
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 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 742 (6.451 min): BF098435.D (-736) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 PSSP ARRNE SRR
400 540 6.20 6.40 6.60 6.80
o....,...::....,::..,.:In',..7.5?,0....,..!.,?1??.?....,....,"...,.. m/z 134.00 34.28%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IERSE NS RAREE LR A
6.20 6.40 6.60 6.80
210 510 m/z 67.95 33.51%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 65.95  22.44%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine N mamms me
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.58%
5000
33.0 44.0 0.0 105.0
0 L 60\ 9 ‘ 0 0 ‘ | 115.0 1
m/z--> 30 40 éo 60 70 éo 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

Sample : 15138-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 unknownll.24 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.24 4.82 ng 381485 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecanone 238 C16H300 002550-52-9 46
2 2-Hexadecene. 3.7.11.15-tetramet... 280 C20H40 014237-73-1 38
3 Ethanone. 1-(3-ethvlcvclobutvl)- 126 C8H140 056335-71-8 30
4 Cvclododecanol. l1-ethenvl- 210 C14H260 006244-49-1 30
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 25

Abundance Scan 1556 (11.239 min): BF098435.D (-1554) (-) m/z 43.00 100.00%
43.0
70.0
5000
12611470 1881291 55, .| | 1100 1120 1140 1160,
Ol : m/z 55.00 69 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92514: Cyclohexadecanone
41.0 | 71.0
5000 LI UL BULELE UL I
nmnmnmnm
m/z 57.95 65.47%
ok L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
70.0
11.00 11.20 11.40 11.60
5000 43.0 m/z 70.05 64 .51%
Lo 140.0
. 0 680 196.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11452: Ethanone, 1-(3-ethylcyclobutyl)- T T T T
43.0 11.00 11.20 11.40 11.60
71.0 m/z 41.00 58.84%
5000
‘ ‘ 97.0 126.0
0,.”.ﬁ”WPUh,L“M”LWL.W.”..“..”..”...”..”,””,” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 9-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.23 12.75 ng 1008750 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
2 Cvclohexadecane 224 C16H32 000295-65-8 91
3 Pentafluoropropionic acid. tride... 346 C1l6H27F502 959261-22-4 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1724 (12.227 min): BF098435.D (-1721) (-) m/z 55.00 100.00%
58.0
83.0
5000
R BRI SRS BN B
1401 12.00 12.20 12.40 12.60
ol o L 2080 2390 m/z 57.00 86.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127770: 9-Eicosene, (E)-
57.0 83.0
5000 U BRI U BN B
29.0 12.00 12.20 12.40 12.60
m/z 43.00 84 .69%
ol | 139.0 168.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 83.0 LM
12,00 12:20 12.40 12,60
5000 m/z 83.00 75.99%
29.0 111.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 L
Abundance #180910: Pentafluoropropionic acid, tridecyl ester
43.0 12.00 12.20 12.40 12.60

69.0 m/z 69.00 72.71%

5000

5.0
154.0 182.0 2270 328.0

15.0
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60

]
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.66 8.63 ng 558290 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91
Abundance Scan 1968 (13.662 min): BF098435.D (-1964) (-) m/z 57.00 100.00%
57.0
5000 I m
U AR BN SUNURN SR
39.1 13.40 13.60 13.80 14.00
0 ,N .l,.l?‘.ﬁ,.l?.l'.z, 200672 | M/Z 43.00 78.31%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 7.0 U AR NN SUNRN B
13.40 13.60 13.80 14.00
m/z 55.00 66.06%
196.0
|89 LML e o 0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 83.05 53.02%
. 12501670 2100 267.0307.0 490.0
I SRR ARSI DAL DAL S UL AL SARLLN SRR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate R B e e
57.0 13.40 13.60 13.80 14.00
m/z 71.00 48.05%
97.0
- JUA\JM
0 ‘ 3?'? 182.0222.0  294.0 339.0 490.0
m/z--> 0 50 100 150 200 250 300 350 400 450 ' 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

Sample : 15138-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 7 Tetratetracontane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.29 7.01 ng 453542 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 91
3 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 2075 (14.292 min): BF098435.D (-2071) (-) m/z 57.00 100.00%
57.0
111 14100 1420 1440 1460
b dhy 39722541 8271 3973 | "m/z 43.00 68.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 LI RN B UL B
14.00 14.20 14.40 14.60
m/z 71.00 56.87%
0 “‘ |1130 160.0 225.0 281.0 337.0 393.0 4630  561.0 615.0
m/z--> 55 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
1400 14.20 14.40 14.60
5000 m/z 55.00 42 _47%
155.0
0 109.0 2390 \vaJ\mwwijkva”“fLﬂwkf
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #161090: Sulfurous acid, butyl tridecyl ester O B .
57.0 14.00 14.20 14.40 14.60
m/z 85.00 39.63%
5000 JMWWJ\P-N~A/AWJ\¢WWVAkM»wA
|| 130 18302350
O ] T F T T T T e L o et SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60

8270-BF091117.M Tue Sep 12 14:26:27 2017

EME-WM-TS007-01

Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.89 25.60 ng 1432920 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 87
Abundance Scan 2177 (14.892 min): BF098435.D (-2173) (-) m/z 57.00 100.00%
57.0
5000 J
l I I I I
99.1 Ce e aen aeen
14.60 14.80 15.00 15.20
141.1
ol A Ly (4L 1832 2252 2671 3094 3512 | nzy 71,05  58.31%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 AR A AR
14.60 14.80 15.00 15.20
m/z 43.05 54 .04%
0 270\ | hgﬂo‘ 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 43.87%
99.0
27.0 141.0 1830 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #83033: Tetradecane, 4—ethy|— T |A| L L B B R B
43.0 14.60 14.80 15.00 15.20
m/z 55.00 21.36%
- T ;iw
o Li;i}_lzmmslgmzzeo
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF091117.M Tue Sep 12 14:26:28 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

Sample : 15138-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Pentadecane, 8-hexyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.63 31.24 ng 1748990 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 2303 (15.633 min): BF098435.D (-2298) (-) m/z 57.00 100.00%
51.0
5000
99.1 1540 15,60 1530 16,00
141.1 : . : :
ol ,I.J. A | g 2oL 1832 2392 2052 3513 m/z 71.10 61.58%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43.0
5000 85.0 R BUNRR B BN SUM
15.40 15.60 15.80 16.00
196.0 m/z 43.10 55.87%
ol d i 270 1670 | 22502540 2040
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
" 15.40 15.60 15.80 16.00
5000 m/z 85.05 45 _.58%
9.0 154.0
ol bl gy 1 4830 2390 2810
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane e B e L B L B B
57.0 15.40 15.60 15.80 16.00
m/z 55.00 21.84%
5000
99.0
027‘}0”‘ ||| J 1410 1830 2050 2810 337.0 3940
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00

8270-BF091117.M Tue Sep 12 14:26:29 2017

EME-WM-TS007-01
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cholestan-3-ol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

15.84 7.00 ng 391745 Perylene-di12 15.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-ol 388 C27H480 027409-41-2 83
2 Cholestan-3-o0l. (3.beta..5.beta.)- 388 C27H480 000360-68-9 78
3 1.8-Nonadiene. 2.7-dimethvl-5-(1... 192 C14H24 068702-20-5 66
4 Cholestan-3-o0l. (3.alpha..5.beta.)- 388 C27H480 000516-92-7 45
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 43

Abundance Scan 2338 (15.839 min): BF098435.D (-2335) (-) m/z 81.00 100.00%

43.0 215.2 kHAJ“NW\}%\WJM/\\WJMA}\WNVﬁﬂ\V

15.60 15.80 16.00 16.20
0 m/z 55.00 99.15%

m/z--> 50 100 150 200 250 300 350 400
Abundance #206836: Cholestan-3-ol
43.0
81.0 233.0

5000

5000

275.1

15,60 15.80 16.00 16.20
m/z 43.00 89.25%

oL, . “. . l | . .
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0

15.60 15. 80 16. OO 16.20

5000 81.0 233.0 m/z 95.05 88.96%
149.0 388.0
T3e 2010, | 2620 3150 3950
m/z--> o I5I0I - IZI.CI)OI B IZ|.50I B I2CI)OI B I250I B I300I B I350I - I400
Abundance #54709: 1,8-Nonadiene, 2,7-dimethyl-5-(1-methylethenyl)- b RREmE EE e

107.0 15.60 15.80 16.00 16.20
m/z 215.15  85.26%

55.0
5000 1490
‘ ‘ \192.0
‘\ |

0 e e e e L o s e e R LN R

m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. OO 16 20

8270-BF091117.M Tue Sep 12 14:26:29 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

Sample : 15138-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 dl-_alpha.-Tocopherol Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.87 11.90 ng 666170 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 dl-.alpha.-Tocopherol

2 (H)-.agamma.-Tocopherol.

3 Vitamin E

O-methvl-

4 _alpha.-Tocopherol-_beta.-D-mann...
5 Furo[3,4-c]pyridine-3,4(1H,5H)-d... 165 C8H7NO3

430 C29H5002
430 C29H5002
430 C29H5002
592 C35H6007

010191-41-0 95
1000374-72-2 94
000059-02-9 94
1000156-68-2 83
007472-18-6 42

Abundance Scan 2343 (15.868 min): BF098435.D (-2342) (-) m/z 165.10 100.00%
166.1
5000
430 430.4 R O Aimmmamas
121.0 2051 o9 3813 15.60 15.80 16.00 16.20
Y RN IO e WO DU RS 2T M. N m/z 164.10 32.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222353: dI-.alpha.-Tocopherol
165.0
5000 LA L L L L L B
30,0 15.60 15.80 16.00 16.20
430 430. m/z 430.35 14.89%
' 205.0
ol 1 810 121.0 | 246.0 288.0 3440
T e T T [T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
165.0
430'0 IIIIIIIIIIIIIIIIIIIIII
15.60 15.80 16.00 16.20
5000 m/z 166.10 14.23%
43.0 205.0
0 79.0 121.0 247.0 288.0 344.0 387.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222349: Vitamin E A n e e
165.0 15.60 15.80 16.00 16.20
m/z 43.00 11.25%
5000 430.0
43.0 205.0
o | | 810 1210 > 246.0 2880 344.0 387.0
—— T e T
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF091117.M Tue Sep 12 14:26:30 2017

EME-WM-TS007-01
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.62 9.53 ng 533345 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Hexacosane 366 C26H54 000630-01-3 76
3 Tetracosane 338 C24H50 000646-31-1 70
4 Octacosane 394 C28H58 000630-02-4 68
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 68
Abundance Scan 2471 (16.621 min): BF098435.D (-2467) (-) m/z 57.00 100.00%
57.0
| ‘ 1551 900 00 sy 3693 16140 16,60 16580 1760
oLty "uul*u.-m..,....,....,.l.-.. m/z 71.00 64.92%
m/z--> 50 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 LR UL BRI U R
16. 40 16 60 16. 80 17. 00
m/z 43.05 53.04%
m/z--> 50 100 150 200 250 360 3%0
Abundance
57.0
"' 1640 16.60 16.80 17.00
5000 m/z 85.10 43 .57%
99.0
0 141.0 1830 2250 267.0 309.0 367.0
m/z--> 55 160 1%0 260 250 300 350
Abundance #175559: Tetracosane N B B !
57.0 16.40 16.60 16.80 17.00
m/z 55.00 21.72%
5000
99.0
s 'so' T '1éo' ~ 'zoo' Tl e o " 16.40 16.60 16.80 17.00

8270-BF091117.M Tue Sep 12 14:26:31 2017 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknownl6.84 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.84 26.37 ng 1475830 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamastanol 416 C29H520 019466-47-8 47
2 1-Cvcloheptene-3-carboxamide. N-... 215 C14H17NO 1000159-24-4 30
3 Tetrahvdrosmilaaenin 420 C27H4803 1000255-29-0 27
2-T(1R.3S)-3-Hvdroxvcvclohexvl15... 318 C21H3402 070434-82-1 27
5 Cyclopent[e]-1,3-oxazine, octahy... 216 C13H16N20 1000138-92-2 25
Abundance Scan 2508 (16.839 min): BF098435.D (-2503) (-) m/z 215.20 100.00%
43.0 215.2
95.0
5000 149.1
VI o | {72202 3503 4004 16160 16.80 17,00 1750
Ol m/z 43.00 95 .86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218094: Stigmastanol
43.0
107.0 215.0
165.0
5000 416.0 LIS BRI B BUURELE B
mmmmﬂmnm
‘ m/z 55.00 80.17%
290.0 383.0
0 ..“.‘.“‘ \Hu Nh \ ‘\ u\ \8\0||l|| |34:4'IO\III\II‘\ ;
m/z--> 300 350 400
Abundance
93.0
215.0 " 16.60 16,80 17.00 17.20
5000 m/z 95.05 61.60%
41.0 148.0
e L L A WL WL L LB WU
m/z--> 50 100 150 200 250 300 350 400
Abundance #219288: Tetrahydrosmilagenin R RRREE EE s
558.0 16.60 16.80 17.00 17.20
m/z 107.05 58.87%
h /\NJN/\AJJ\Jf\wmdj/\AkﬂU‘
o A e
m/z--> mmmmﬂmﬂm

8270-BF091117.M Tue Sep 12 14:26:31 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

Sample : 15138-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknownl17.01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.01 7.54 ng 421867 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetrasiloxane. 2.4.6.8-tetr... 240 C4H1604Si4 002370-88-9 46
2 4-Chloro-1.3-dimethvl-1H-pvrazol... 225 C9H8CIN302 1000293-90-4 30
3 Benzvlethvl-m-toluidine 225 C16H19N 069295-70-1 22
4 Aniline. N-(3.4-dimethviphenv)-... 225 C16H19N 055389-75-8 18
5 Benzene, l-nitro-3-(2-phenylethe... 225 C14H11NO2 004714-26-5 18
Abundance Scan 2537 (17.009 min): BF098435.D (-2532) (-) m/z 225.15 100.00%
225.2
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
16.60 16.80 17.00 17.20 17.40
0! m/z 199.10 84 .45Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94385: Cyclotetrasiloxane, 2,4,6,8-tetramethyl-
225.0
5000 LUSNIRLIRIU SR SUNIR I
16.60 16.80 17.00 17.20 17.40
1790 m/z 155.10 37.21%
73.0 119.0 ' ‘
0|3]:.0||‘||“| . I\Iw‘l IMI\I |M|‘= I‘IHI JHH‘\‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
225.0
16.60 16.80 17.00 17.20 17.40
5000 m/z 55.00 34.66%
7.0
. 43.0 76.0 1120 190.0
miz-> 50 100 150 200 250 300 350 400
Abundance #81977: Benzylethyl-m-toluidine T
225.0 16.60 16.80 17.00 17.20 17.40
m/z 213.15 34.28%
5000
91.0
oL 5.0 | 148.0  194.0| {
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 16.|60 16.|80 17.'00 17.'20 17.'40

8270-BF091117.M Tue Sep 12 14:26:32 2017

EME-WM-TS007-01
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

Sample : 15138-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 15 Cholestan-3-one, 4,4-dimeth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.10 54.99 ng 3078200 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-one. 4.4-dimethvl-. ... 414 C29H500 002097-85-0 56
2 17-(1.5-Dimethylhexyv1)-10.13-dim... 414 C29H500 1000210-86-9 48
3 .aamma.-Sitosterol 414 C29H500 000083-47-6 35
4 Carotol 222 C15H260 000465-28-1 27
5 Guaiol 222 C15H260 000489-86-1 22
Abundance Scan 2552 (17.098 min): BF098435.D (-2542) (-) m/z 43.05 100.00%
43.0
231.2
81.0 161.1
5000
' 16.80 17.00 17.20 17.40
bl m/z 55.00 89.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217447: Cholestan-3-one, 4,4-dimethyl-, (5.alpha.)-
43.0
414.0
5000 L LS SULRULE S B
mmﬂmﬂmﬂm
1470 4910 250.0 m/z 231.20 65.54%
[o) ‘; M \H\ h‘\ \“\\ | h\ e ‘: |3|28|(|)| —— T
m/z--> 250 300 350 400
Abundance
43.0
81.0
16.80 17.00 17.20 17.40
5000 414.0 m/z 81.00 59.03%
121.0 259.0 3570
163.0 0. ¢ 315.0 .
O
m/z--> 55 160 1éo 260 250 300 3%0 460
Abundance #217434: .gamma.-Sitosterol R B
43.0 16.80 17.00 17.20 17.40
m/z 95.00 56.94Y%
5000
oL e o o o I,
m/z--> mmﬂmﬂmﬂm

8270-BF091117.M Tue Sep 12 14:26:32 2017

EME-WM-TS007-01
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 4-Allyl-5-pyridin-3-yl-2,4-__._. Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.26 7.59 ng 425040 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Allvl-5-pvridin-3-vl-2.4-dihvd... 218 C10H10N4S 1000300-40-5 72
2 BH-Oxazolol3.2-alpvridine-8-carb... 218 C12H14N202 1000337-58-3 72
3 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 72
4 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 64
5 6,7,8,9-Tetrahydrodibenzo[b,d]fu... 260 C15H1604 1000196-34-3 64
Abundance Scan 2580 (17.262 min): BF098435.D (-2575) (-) m/z 218.20 100.00%
218.2
5000 {F 1$ :
%O%Dmmlm l 424.4 17.00 17.20 17.40 17.60
: 269.1 . : : : :
0 Lok bl by o 2207 3000 3852 m/z 203.15 89.41%
m'z--> 50 100 150 200 250 300 350 400
Abundance #75200: 4-Allyl-5-pyridin-3-yl-2,4-dihydro-[1,2,4]triazole...
218.0
5000 N SO UL IR RO
104.0 17.00 17.20 17.40 17.60
41.0 185.0 m/z 55.00 27 .27%
0 HH‘HU T‘Q\‘M ‘Il4li‘15\|0‘ |M|‘|‘ ‘:l:: ——T T
mz--> 50 150 200 250 300 350 400
Abundance
203.0
17.00 17.20 17.40 17.60
5000 m/z 189.10 25.89%
41.0
77.0 118.0 163.0
mz--> 50 100 150 200 250 300 350 400
Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia... A B e e R
50.0 0 17.00 17.20 17.40 17.60
160. m/z 69.00 22.69%
39.0
5000
0 1160
0 e
mz--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 _beta.-Amyrin Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.47 12.02 ng 672723 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Amvrin 426 C30H500 000559-70-6 91
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 76
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 55
4 Benzolblnaphthol2.3-d1furan 218 C16H100 000243-42-5 53
5 2H-1-Benzopyran-2-one, 6-acetyl-... 260 C14H1205 129812-31-3 50
Abundance Scan 2615 (17.468 min): BF098435.D (-2611) (-) m/z 218.20 100.00%
218.2
5000
2571 17.20 17.40 17.60 17.80
o 300.1 39344264 "m/z 203.15 70.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221180: .beta.-Amyrin
218.0
5000 LI S UL AR B
17.20 17.40 17.60 17.80
69.0 m/z 95.00 24 .57%
o229 L L, ﬁ T Lﬁ 1749 L2570 297.0 357.0 39304200
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
410 910 1330 17.20 17.40 17,60 17.80
5000 175.0 m/z 55.00 22.91%
L L L L L L L U
m/z--> 50 100 150 200 250 300 350 400
Abundance #75966: Pyrene, hexadecahydro- AR EEEEE RS
218.0 17.20 17.40 17.60 17.80
m/z 189.10 20.87%
41.0
5000 175.0
‘ M 135.0
oL {Nﬂ. J .&, e e
m/z--> 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Lup-20(29)-en-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.57 27.83 ng 1557780 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 83
2 1l.4-Methanoazulen-7-ol. decahvdr... 222 C15H260 018319-27-2 64
3 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
4 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 50
5 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 41
Abundance Scan 2632 (17.568 min): BF098435.D (-2627) (-) m/z 55.00 100.00%
5000
17.20 17.40 17.60 17.80
0 m/z 109.10 97 .86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220486: Lup-20(29)-en-3-one
124.0 205.0
424.0
5000 17.20 17.40 17.60 17.80
610 2450 3140 m/z 95.05  88.28%
382.0
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
41.0
109.0 [ DA BRI B SRR
17.20 17.40 17.60 17.80
0
5000 149.0 m/z 205.20 86 .09%
76.0 189.0
222.0
O T T e A B S R e o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan R S e e Al
109.0 17.20 17.40 17.60 17.80
45.0 m/z 81.00 81.71%
218.0
5000
160.0
ol udtﬁ,J:J....¢,.... T S
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

Sample : 15138-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Taraxasterol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.79 25.26 ng 1414190 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Taraxasterol 426 C30H500 001059-14-9 78
2 2-1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 70
3 Guaia-9.11-diene 204 C15H24 1000374-19-8 70
4 Lonaifolenaldehvde 220 C15H240 019890-84-7 55
5 1,5,9,13-Tetradecatetraene 190 C14H22 051487-38-8 42

Abundance Scan 2670 (17.792 min): BF098435.D (-2662) (-) m/z 95.00 100.00%
550 P30 1351 jgq,
5000
297.1 426.5 17.40 17.60 17.80 18.00 18.20
o 0 1 el m/z 81.00 95.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221178: Taraxasterol
5000 | IR U SRR SRR N
426.0 17.40 17.60 17.80 18.00 18.20
2720 315.0 357.0 m/z 135.10 82.37%
' ‘ ‘ 393.0
o ‘l\ e ‘. I\‘\ e ‘I .““. ; ‘.“‘ I - 'MI LI\ .‘. ;
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0
107.0 17.40 17.60 17.80 18.00 18.20
5000{ 41 0 m/z 55.00 81.95%
: 147.0
73.0
G T I L B L L B L S BN
m/z--> 50 100 150 200 250 300 350 400
Abundance #64305: Guaia-9,11-diene L o R B
3.0 17.40 17.60 17.80 18.00 18.20
189.0 m/z 93.00 81.45%
50001 419 33.0
0..&an..¢: .Muﬁ..,“... N — N
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098435.D

Aca On : 12 Sep 2017 6:33

Operator : SJ/JU

ﬁ?ggle i 15138-21 EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 3-Cyclopentylpropionic acid... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.93 10.80 ng 604432 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclopentvlpropionic acid. but... 194 C12H1802 1000292-46-4 62
2 Cvclohexane. 1.1-dimethvl-2.4-bi... 192 Cl14H24 062337-98-8 46
3 Cvclohexane. 3.4-bis(l-methvleth... 192 C14H24 061142-74-3 46
4 7-Tetradecvne 194 C14H26 035216-11-6 45
5 Bicyclo[7.7.0]hexadec-1(9)-ene 220 C16H28 1000159-39-6 42
Abundance Scan 2864 (18.933 min): BF098435.D (-2857) (-) m/z 69.00 100.00%
69.0
95.0

123.1

5000 41.0
205.2
2732 302.2 3410 18.60 18.80 19.00 19.20
0 m/z 95.00 81.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #56244: 3-Cyclopentylpropionic acid, but-3-yn-2-yl ester

5000

18,60 18.80 19.00 19.20
m/z 109.10  73.11%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
69.0
41.0 e EREmEmEE T
18.60 18.80 19.00 19.20
5000 109.0 m/z 123.10 72.98%
136.0 177.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #54711: Cyclohexane, 3,4-bis(1-methylethenyl)-1,1-dimethyl- e EREmEmEE T
69.0 18.60 18.80 19.00 19.20
41.0 m/z 55.00 71.55%
5000 109.0
136.0 177.0
oqﬂuujﬂﬁ‘{ e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA_F\DATA\BF091117\

Data File : BF098435.D

Acq On : 12 Sep 2017 6:33 Instrument :
Operator : SJ/JU BNA_F

Sample - 15138-21 ClientSampleld :
Misc - EME-WM-TS007-01
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._.86 9.1 ng 690653 1 6.67 1515320 20.0
unknown6 .45 6.45 81.7 ng 6192620 1 6.67 1515320 20.0
unknownll.24 11.24 4.8 ng 381485 4 11.18 1582350 20.0
9-Eicosene, (E)- 12.23 12.8 ng 1008750 4 11.18 1582350 20.0
Ethanol, 2-(tetra... 13.66 8.6 ng 558290 5 13.82 1293720 20.0
Tetratetracontane 14 .29 7.0 ng 453542 5 13.82 1293720 20.0
Heptacosane 14.89 25.6 ng 1432920 6 15.22 1119530 20.0
Pentadecane, 8-he... 15.63 31.2 ng 1748990 6 15.22 1119530 20.0
Cholestan-3-ol 15.84 7.0 ng 391745 6 15.22 1119530 20.0
dl-_alpha.-Tocoph... 15.87 11.9 ng 666170 6 15.22 1119530 20.0
Hexadecane 16.62 9.5 ng 533345 6 15.22 1119530 20.0
unknownl16 .84 16.84 26.4 ng 1475830 6 15.22 1119530 20.0
unknownl17.01 17.01 7.5 ng 421867 6 15.22 1119530 20.0
Cholestan-3-one, ... 17.10 55.0 ng 3078200 6 15.22 1119530 20.0
4-Allyl-5-pyridin... 17.26 7.6 ng 425040 6 15.22 1119530 20.0
-beta.-Amyrin 17.47 12.0 ng 672723 6 15.22 1119530 20.0
Lup-20(29)-en-3-one 17.57 27.8 ng 1557780 6 15.22 1119530 20.0
Taraxasterol 17.79 25.3 ng 1414190 6 15.22 1119530 20.0
3-Cyclopentylprop... 18.93 10.8 ng 604432 6 15.22 1119530 20.0
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