LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\
Data File : BF098419.D
Aca On : 11 Sep 2017 23:12 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 3.610 254 259 268 rVB 66722 108293 1.32% 0.154%
2 4.869 469 473 489 rBV 607626 1131756 13.75% 1.610%
3 5.286 539 544 547 rBVY 6874128 7521361 91.37% 10.699%
4 6.328 714 721 736 rBVY 6045765 8231573 100.00% 11.709%
5 6.445 736 741 744 rBVY 7033891 7357588 89.38% 10.466%
6 6.669 775 779 782 rBVY 1876031 1644270 19.98% 2.339%
7 6.828 801 806 809 rBVY 4856518 5042751 61.26% 7.173%
8 7.239 870 876 879 rBVY 4591054 5086648 61.79% 7.236%
9 7.269 879 881 886 rVB2 69479 82820 1.01% 0.118%
10 7.951 990 997 1000 rBY 2595719 2257112 27 .42% 3.211%
11 8.545 1095 1098 1100 rBV 126304 99264 1.21% 0.141%

12 8.974 1168 1171 1174 rVB 162853 122694 1.49% 0.175%
13 9.027 1174 1180 1183 rBV 6478923 6325672 76.85% 8.998%
14 9.110 1190 1194 1198 rBV 208949 211557 2.57% 0.301%
15 9.398 1239 1243 1244 rVV2 77145 93318 1.13% 0.133%

16 9.422 1244 1247 1250 rVB 1369663 1163438 14.13% 1.655%
17 9.639 1281 1284 1288 rVB 164198 147584 1.79% 0.210%
18 9.698 1288 1294 1298 rBV 2486335 2316308 28.14% 3.295%
19 10.133 1364 1368 1371 rVB4 84896 96560 1.17% 0.137%
20 10.269 1388 1391 1396 rBV 113808 139873 1.70% 0.199%

21 10.416 1412 1416 1421 rBV 235233 258684 3.14% 0.368%
22 10.492 1422 1429 1432 rBV 3755065 3884586 47.19% 5.526%
23 10.604 1445 1448 1454 rBV3 178322 222279 2.70% 0.316%
24 10.763 1472 1475 1477 rBV2 262688 241647 2.94% 0.344%
25 10.810 1480 1483 1485 rVVv3 92791 103768 1.26% 0.148%

26 10.839 1485 1488 1493 rVB3 125820 143511 1.74% 0.204%
27 10.886 1493 1496 1501 rVvVv 201476 173302 2.11% 0.247%
28 10.957 1501 1508 1517 rVB3 179130 312770 3.80% 0.445%
29 11.068 1525 1527 1533 rVB 146234 151075 1.84% 0.215%
30 11.180 1541 1546 1554 rBV 2467200 2175095 26.42% 3.094%

31 11.251 1554 1558 1561 rVV2 179133 254853 3.10% 0.363%
32 11.580 1611 1614 1619 rVB2 118967 166770 2.03% 0.237%
33 11.786 1646 1649 1658 rVB5 52997 94371 1.15% 0.134%
34 11.880 1658 1665 1670 rBv4 56549 125277 1.52% 0.178%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\
Data File : BF098419.D
Aca On : 11 Sep 2017 23:12 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 12.021 1686 1689 1692 rBV2 75214 93282 1.13% 0.133%

36 12.262 1725 1730 1732 rBV2 330185 343399 4_.17% 0.488%
37 12.280 1732 1733 1736 rVB2 216089 166221 2.02% 0.236%
38 12.662 1793 1798 1804 rVB3 88918 139153 1.69% 0.198%
39 12.762 1811 1815 1819 rBV 3856696 3974779 48.29% 5.654%
40 13.339 1908 1913 1917 rBV5 59796 115247 1.40% 0.164%

41 13.662 1964 1968 1972 rBVY 542527 605235 7.35% 0.861%
42 13.809 1988 1993 1997 rBV 1324996 1246655 15.14% 1.773%
43 14.292 2071 2075 2082 rBV2 194769 247775 3.01% 0.352%
44 14.562 2118 2121 2126 rBV2 171856 219808 2.67% 0.313%
45 14.645 2132 2135 2139 rVB 116192 115915 1.41% 0.165%

46 14.886 2173 2176 2179 rBV 246511 290742 3.53% 0.414%
47 14.915 2179 2181 2187 rVB2 196491 220998 2.68% 0.314%
48 15.209 2227 2231 2239 rBVY 884683 1114403 13.54% 1.585%
49 15.627 2299 2302 2306 rBVY 157094 208944 2.54% 0.297%
50 15.680 2307 2311 2317 rVB2 288001 473413 5.75% 0.673%

51 16.009 2363 2367 2372 rBV7 69337 153719 1.87% 0.219%
52 16.550 2455 2459 2467 rVB6 158091 370642 4 _50% 0.527%
53 16.686 2477 2482 2494 rVB5 178069 472016 5.73% 0.671%
54 16.845 2503 2509 2518 rVB5 183063 460950 5.60% 0.656%
55 17.056 2538 2545 2558 rBV5 471902 1642301 19.95% 2.336%

56 17.903 2685 2689 2695 rVB7 68680 135549 1.65% 0.193%

Sum of corrected areas: 70299574
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LSC Report - Integrated Chromatogram

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
7000000

TIC: BF098419.D

5,29 45

6000000 633

5000000 6.83

7.24

4000000

3000000

2000000 6.67

1000000 4.87

127

4+

0 ey

5.00
TIC: BF098419.D

5.50

6.00

Time--> 6.50

Abundance
7000000

9.03

6000000

5000000

12.76

4000000 10.49

3000000

7.95 11.18

9.70

2000000

1000000 13.1

0!

8.00 9.50 10.00 10.50 11.50 12.00 12.50 13.00 13.50

11.00
TIC: BF098419.D

Time-->

Abundance
7000000

6000000
5000000
4000000
3000000

2000000
13.81

15.21

1000000 706

17.
14.29 1419664 104882 13188 16.35.655.84

16.01 17.90

17.00 17.50 18.00 18.50 19.00

0
Time-->

14.00

14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

Sample : 15138-05

Misc :

ALS Vial : 9 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 4

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

4._.87 13.77 ng 1131760 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 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Acetone 58 C3H60 000067-64-1 12

Abundance Scan 473 (4.869 min): BF098419.D (-469) (-) m/z 43.00 100.00%
43.0
59.0
5000
83.0 101.0 460 4.80 5.00 5.20
ot e i e e e e m/z 59.00 52.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R R R
59.0 460 480 500 5.20
0
150 4, 1010 m/z 58.00 17.33%
0'”IJ”P'Nﬂ'Wm“'P”W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 5.00 5.20
5000 m/z 101.00 16.17%
410 101.0
ol 150 210 71.0 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e
59.0 460 4.80 5.00 5.20
m/z 41.00 8.35%
5000 41.0
o T O =Y 1260 1420
R A A B B R e B AR AA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 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 : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 89.49 ng 7357590 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 742 (6.451 min): BF098419.D (-736) (-) m/z 131.95 100.00%
131.9
5000
68.0
96.0 RSN SRS AR R A
40.0 54.0 J 6.20 6.40 6.60 6.80
oM'.'.E‘,l-.l. A pa0 | m/z 67.95 34.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 3
5000 RSN SRS AR R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34 .34%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 65.95 23.19%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.04%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| T RREE L e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 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 : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

Sample : 15138-05

Misc :

ALS Vial : 9 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 4 Benzophenone Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.42 2.23 ng 258684 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 58
3 Ethanone. 2.2.2-trifluoro-1-phenvl- 174 C8H5F30 000434-45-7 46
4 Benzovlformic acid 150 C8H603 000611-73-4 46
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 43

Abundance Scan 1417 (10.421 min): BF098419.D (-1412) (-) m/z 105.00 100.00%
105.0
77.0
5000 181.9
51.0
127.0 1520 10.20 10.40 10.60 10.80
O 910 1€6. m/z 77.00 58.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000
0 10.20 10.40 10.60 10.80
oL m/z 181.95  48.00%
0 27\.0 il ‘ 126'0 15\2.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
77.0
ISR A DA ""I'/'\I
182.0 10.20 10.40 10.60 10.80
5000 m/z 51.00 26.01%
51.0 105.0
o 38.0 91.0 1280 1920
mz-> 20 40 60 80 100 120 140 160 180
Abundance #41559: Ethanone, 2,2,2-trifluoro-1-phenyl-
77.0 105.0 10.20 10.40 10.60 10.80
m/z 49.90 10.65%
5000
51.0
ol 38.0 J 910 || 1230 17?'0
m/z--> 20 40 i 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

Sample : 15138-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 5 4-Methylcarbazole Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.96 2.88 ng 312770 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvlcarbazole 181 C13H11N 003770-48-7 78
2 Benzene., 1.1"-T1-(methvlthio)eth... 228 C15H16S 054851-63-7 72
3 1.1°-Biphenvl. 2.2"-diethvl- 210 C16H18 013049-35-9 70
4 3-Methvlcarbazole 181 C13H11N 004630-20-0 60
5 1-Methylcarbazole 181 C13H11N 006510-65-2 60

Abundance Scan 1509 (10.963 min): BF098419.D (-1501) (-) m/z 181.05 100.00%
181.1
5000
210.1
39.0 570 77.0 1050 ;.. 1521 238.0 10.60 10.80 11.00 11.20
0 : m/z 210.10 28.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46462: 4-Methylcarbazole
181.0
5000
10.60 10.80 11.00 11.20
1500 m/z 165.05 26.82%
oo 70 oo 1270 THT
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240
Abundance
181.0
10.60 10.80 11.00 11.20
0
5000 103.0 m/z 166.00 22.27%
77.0
ol 27.0 510 121 0o 1520 211.0228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69601: 1,1'-Biphenyl, 2,2'-diethyl-
181.0 10.60 10.80 11.00 11.20
m/z 182.10 15.42%
5000 210.0
89.0 152.0 H
115.0
Oul|‘|‘|3|9‘|(|)|‘||6|3‘|.‘(|)|l‘|||‘|||||||||1|320 M“‘ﬁl“llul“m:::‘l ||‘||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 Silane, diethylethoxy(3-met... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.34 ng 254853 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. diethvlethoxv(3-methvlph... 238 C13H2202Si 1000363-24-0 70
2 Isobenzofuran., 1.3-dihvdro-1.1-d... 224 C16H160 013616-47-2 58
3 Benzvlamine. 4-(l-methvlethvIl)-N._... 301 C22H23N 023431-27-8 58
4 4-Propvlixanthen-9-one 238 C16H1402 108837-05-4 55
5 1,4,7-Trimethyl-2-azafluorene 209 C15H15N 062736-78-1 46
Abundance Scan 1558 (11.251 min): BF098419.D (-1554) (-) m/z 209.10 100.00%
209.1
5000 105.0
238.1 N AN R | N
3007 328.7 11.00 11.20 11.40 11.60
: : m/z 105.00 41.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92121: Silane, diethylethoxy(3-methylphenoxy)-
209.0
5000 LR SR B IR S
238.0 11.00 11.20 11.40 11.60
135.0 1650 m/z 223.10 34 _.37%
0 45.0 9]\- 0 J. ‘ ‘ ‘\ \
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
209.0
11.00 11.20 11.40 11.60
5000 m/z 178.05 30.85%
7.0
0 51.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #145736: Benzylamine, 4-(1-methylethyl)-N,.alpha.-diphenyl-
209.0 11.00 11.20 11.40 11.60
m/z 238.10 25.10%
5000
77.0
167.0
510
1 N X N 1 N s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 7 9,12-Octadecadienoic acid, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.26 3.16 ng 343399 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 93
2 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 91
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 91
4 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 91
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 90

Abundance Scan 1730 (12.262 min): BF098419.D (-1725) (-) m/z 67.00 100.00%

67.0

95.0
5000

:

12.00 12.20 12.40 12.60
m/z 81.00 85.93%

1231
o 150.1 177.0 2040 23922622 2041

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0

5000 TT T[T T T T[T T rrrrrrr1
12.00 12.20 12.40 12.60
1230 m/z 55.00 65.81%
. 7 1500 1780 ,p30 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
e
12.00 12.20 12.40 12.60
5000 050 m/z 95.00 54.53%

1230 1500 1780  pppp 2630 2940

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester L B
12.00 12.20 12.40 12.60
m/z 41.00 53.90%
- NMV\Mﬁ\'\/\NM
294.0
. 178.0 220.0 263.0

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

Sample : 15138-05

Misc :

ALS Vial : 9 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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.66 9.71 ng 605235 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 91
2 Nonadecvl pentafluoropropionate 430 C22H39F502
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702
4 Heneicosvl heptafluorobutvrate 508 C25H43F702
5 Pentafluoropropionic acid, hepta... 402 C20H35F502

006385-15-5 91

959218-78-1 91

1000351-88-8 91

1000351-83-8 91

Abundance Scan 1968 (13.662 min): BF098419.D (-1964) (-) m/z 57.00 100.00%
57.0
97.1
5000
| | J 13.40 13.60 13.80 14.00
39.1 230.0 - - - -
ol 1392 106023002641 m/z 43.00 84.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 TT T[T T T T[T T rrrrrrr1
13.40 13.60 13.80 14.00
‘H m/z 55.00 81.63%
169.0
ol b L 00 280 meo o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 97.0
e R Eaa s
13.40 13.60 13.80 14.00
5000 m/z 83.00 67.59%
139.0
o 182.0 222.0 266.0 311.0 412.0
e e e e T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester B B maa e B
57.0 13.40 13.60 13.80 14.00
m/z 69.00 58.86%
97.0
169.0
oL ‘ ‘ 470 2240 2690 420.0
T T T T T T T T T T e R Eaa s
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00

8270-BF091117.M Tue Sep 12 14:15:11 2017
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Library Search Compound Report

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 Oxalic acid, hexadecyl prop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.98 ng 247775 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 90
4 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 87
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 2075 (14.292 min): BF098419.D (-2071) (-) m/z 57.00 100.00%

57.0
5000
14.00 14.20 14.40 14.60
154.1 196.0 240.1264.0
Obprrrryite m/z 43.00 70.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #187989: Oxalic acid, hexadecyl propy!l ester
43.0
5000 71.0 IIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60
m/z 55.00 54_.11%
‘ 125.0
ol bl 1540  196.0 224.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
s M
14.00 14.20 14.40 14.60
5000 83.0 m/z 71.00 51.30%
111.0
29.0
o 1390 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester I AEEREE TS
57.0 14.00 14.20 14.40 14.60
m/z 83.05 44 _.06%
5000
29.0 83.0 0
o L4l ‘H | M0 1300 196.0 2240 269.0
T T T e T [ e s M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14.20 14. 40 14. 60

8270-BF091117.M Tue Sep 12 14:15:11 2017 Page: 11



Library Search Compound Report

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 13-Docosenamide, (Z2)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.94 ng 219808 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 86
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 83
3 7-Nonenamide 155 C9H17NO 090949-53-4 68
4 Hexadecanamide 255 C16H33N0 000629-54-9 64
5 Tetradecanamide 227 C14H29NO 000638-58-4 64
Abundance Scan 2121 (14.562 min): BF098419.D (-2118) (-) m/z 58.95 100.00%
54.0
5000
w%%o 14.20 14.40 14.60 14.80
.0154.1 1949 . . : : : :
o Uy, A0E9 2262 26382940 8311 Thy7 71.95  50.04%
m/z--> 50 100 150 200 250 300 350
Abundance #174696: 13-Docosenamide, (2)-
59.0
5000
14.20 14.40 14.60 14.80
290 97.0 16,0 3370 m/z 55.00 49 _25%
oL— \‘I \I\‘ I‘HH ‘.M‘H. “hi \ML I\ml \\\;1?410'18'4"0| . |23|4'IO| |2|76l'0| 3|08|ql : “. T
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
14.20 14.40 14.60 14.80
5000 m/z 41.00 36.11%
o 23.0 86.0 114.0 1540184.0 2200 253.0°°-°
m/z--> 50 100 150 200 250 300 350
Abundance #28131: 7-Nonenamide R AR EEEEE T
59.0 14.20 14.40 14.60 14.80
m/z 43.05 34 .55%
5000
29.0” J 98.0 126.0155'0
e — N
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.22 ng 290742 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2177 (14.892 min): BF098419.D (-2173) (-) m/z 57.00 100.00%

57.0
5000 85.1

113.1 14.60 14.80 15.00 15.20
141.1 1831 . .0267.9 .
o....ll,.!.'.'l,.-'... 211124002679 2991 8470 Tz 71.00  55.47%

m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane

a1
~l
o

5000 85.0 e
14.60 14.80 15. 00 15 20
m/z 43.05 53.80%
23.0 113.0
0 \‘ Jl “ “\ i M‘ il ‘\141016901970 2400
— T T T ]
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
s M
85.0 14.60 14.80 15.00 15.20
5000 ' m/z 85.10 44 .78%
29.0 113.0
0 141.0169.0197.0225.0253.0 2960
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane A BEaEE R
57.0 14.60 14.80 15.00 15.20
m/z 55.00 24 .28%
= T rWWm»k“www«Mﬁ““«hmwwaxwﬂu~
29.0
oL « ﬁ1?91410169019702250 268.0
m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 5-Octadecene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.92 3.97 ng 220998 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
2 8-Heptadecene 238 C17H34 002579-04-6 94
3 1-Hexadecanol 242 C16H340 036653-82-4 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 2182 (14.921 min): BF098419.D (-2179) (-) m/z 55.00 100.00%
54.0
T VJ\‘J\MM
5000
2822 3411 14:60 14.80 15.00 15,20
o m/z 43.00 80.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104186: 5-Octadecene, (E)-
55.0
83.0
5000 A BUARULN UL UL IR
14,60 14.80 15.00 15.20
29.0 111.0 m/z 83.05 78 .14%
ol L ‘\ h‘ | N 1390 168.0195.0 224.0 252.0
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0
83.0 UL R BN U B
14.60 14.80 15.00 15.20
5000| 29.0 m/z 97.00 75.81%
111.0
238.0
o 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95987: 1-Hexadecanol e A RERREEESE L
55.0 83.0 14.60 14.80 15.00 15.20
m/z 69.00 75.77%

?

5000 111.0
\

J140 0168.0 196.0 224.0

0.,....‘il..“,.... i .... frr e e e B BERRE RS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.68 8.50 ng 473413 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Cyclopentadecane 210 C15H30 000295-48-7 87
Abundance Scan 2311 (15.680 min): BF098419.D (-2307) (-) m/z 57.00 100.00%
57.0
97.1
5000
L AR L SN B
391 1802 2309 15.40 15.60 15.80 16.00
o lll b 000 2090 8410 0 Thzz 83.00 82.68%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 LI I B LN B
1540 15.60 15.80 16.00
0 m/z 55.00 75.19%
ZM\WAmmkhgwomwmmzmm%ommww
m/z--> 50 100 150 200 250 300 350
Abundance
5.0 oo g
1540 15.60 15.80 16.00
5000 m/z 97.10 73.51%
oL 260 1390168.0 2100 26602950 vnmﬂk/LVNN/J\“Nwwwmmwwwﬂ
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 A o Al BRRmsma
57.0 (97.0 15.40 15.60 15.80 16.00
m/z 43.05 65.93%
o \/\MNJ\/\M
L
oL S AL 4 4y 268G 21002380 278.0308.0337.0 S ——
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 15 unknownl16.01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.01 2.76 ng 153719 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol4.1.01lheptane. 2.2.... 218 C15H220 070038-20-9 30
2 3-I1soxazolecarboxvlic acid. 4.5-... 251 C14H21NO3 1000362-30-9 30
3 Alloprean-7.16-diene-3.beta..7.a... 332 C21H3203 1000255-20-2 22
4 Azulene. 1.2.3.3a.4.5.6.7-octahv... 204 C15H24 022567-17-5 18
5 Ledene oxide-(11) 220 C15H240 1000159-36-7 15
Abundance Scan 2367 (16.009 min): BF098419.D (-2363) (-) m/z 43.00 100.00%
43.0
81.1
119.0
5000
15.60 15.80 16.00 16.20 16.40
(o} m/z 81.10 66.87%
m/z--> 50 100 150 200 250 300 350
Abundance #75943: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3-m...
43.0
119.0
5000 910 LIS B L B L L L L L LB
218.0 15 60 15. 80 16. 00 16. 20 16 40
‘ 175.0 ‘ m/z 69.00 55.79%
0 : ‘: e |||| by L \;HIMMI \\;‘H IMIMI I“\I \I — T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 119.0
79.0 LU AU SUNIA B
156.0 15.60 15.80 16.00 16.20 16.40
5000 m/z 41.00 55.32%
2080 2510
L s L [ L L UL
m/z--> 50 100 150 200 250 300 350
Abundance #171029: Allopregn-7,16-diene-3.beta.,7.alpha.,11.alpha.-trio A B o
43.0 15.60 15.80 16.00 16.20 16.40
m/z 119.00 52.37%
5000
81.0
133.0 271.0 332 0
ol— I‘\I\‘\IM I‘Ilmtlm nlu IHL\\I\JJJI.\QM:J-?ﬁOII\ZIZ?(I) . ..3.0|09. —————— N
m/z--> 50 100 150 200 250 300 350 ﬁmﬁmmmmmmm
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Library Search Compound Report

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 unknownl6.55 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.55 6.65 ng 370642 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 4-bromo-3-keto-12-acetoxy... 524 C27H41Br05 1000251-88-4 14
2 Androst-5.16-diene-3.beta.-ol 272 C19H280 001224-94-8 12
3 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 12
4 Preanenolone 316 C21H3202 000145-13-1 11
5 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 10
Abundance Scan 2459 (16.550 min): BF098419.D (-2455) (-) m/z 43.00 100.00%
43.0
5000

315.2 367.3400.4 16.20 16.40 16.60 16.80
o4 m/z 57.00 63.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #237432: Methy!| 4-bromo-3-keto-12-acetoxycholanate
43.0
5000 LA L L L L L L B B
16.20 16.40 16.60 16.80
810 10.0154.0 385.0 m/z 41.00 51.76%
0 I \H\H‘H\\“HH\ \\MH\. I ull, L\ 189 0 229 0 269.0 311.0 351 0 L 429. 0466 0
R L o o B S LA st Soe S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0

16.20 16.40 16.60 16.80
5000 93.0 272.0 m/z 71.00 48 .84%
145.0 239.0

187.0

ol bl Lk Ml b b i 0 L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #226785: Methy| 12-acetyl-7-desoxycholate R B .
43.0 16.20 16.40 16.60 16.80
m/z 55.00 39.78%
5000
o 21.0154.0 2590 370.0
Ll T \L "
d AL, 200 L1 e R0
m/z--> 150 200 250 300 350 400 450 16 20 16. 40 16. 60 16. 80
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Library Search Compound Report

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 unknownl6.69 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.69 8.47 ng 472016 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-I1sopropvildicvclohexvimethane 222 C16H30 054965-61-6 27
2 1.3-Dioxolane. 4-ethvl-5-hexvl-2... 322 C13H20F602 038363-97-2 27
3 Bicvclol3.1.1Theptan-2-one. 6.6-... 138 C9H140 038651-65-9 27
4 1-Dodecene 168 C12H24 000112-41-4 25
5 22-Stigmasten-3-one 412 C29H480 004736-95-2 25
Abundance Scan 2483 (16.692 min): BF098419.D (-2477) (-) m/z 55.00 100.00%
54.0
5000
133.0
730 2132 2LL g s 4103 16.40 16.60 16.80 17.00
(o} : m/z 83.00 76.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #79569: 4-1sopropyldicyclohexylmethane
41.0 830
5000 AR S SR B
179.0 16.40 16.60 16.80 17.00
m/z 69.00 58.41%
Lid)liBo | =eo
0...:‘,“.”‘:“:.‘,‘.‘.“‘.‘.,..l.,..‘.. N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
83.0
16,40 16.60 16.80 17.00
5000 m/z 81.00 54.63%
54 253.0
. 139.0
. 208.0 293.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #17642: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)- I AEEREE TS
83.0 16.40 16.60 16.80 17.00
m/z 97.10 49 _47%
5000
41.0
23.0
0 "{U#'hj“lrj"l""l"" UL DALY SRR A AR S SR B
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Library Search Compound Report

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

Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

ﬁ?ggle i 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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 Ergostanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.84 8.27 ng 460950 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eraostanol 402 C28H500 006538-02-9 58
2 Sulfamethoxvpvridazine 280 C11H12N403S 000080-35-3 30
3 Phosphine oxide. methvldiphenvl- 216 C13H130P 002129-89-7 25
4 6H-Benzoldlpvrimidol5.4-blthiopv... 215 C11H9N3S 1000267-44-6 25
5 Cyclopent[e]-1,3-oxazine, octahy... 216 C13H16N20 1000138-92-2 25
Abundance Scan 2508 (16.839 min): BF098419.D (-2503) (-) m/z 43.00 100.00%
43.0 215.1
5000 980 1491
0 16,60 16.80 17.00 17.20
Olr—rthtll m/z 215.10 97 .69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #213187: Ergostanol
215.0
5000 165.0 L e
107.0 402.0 16.60 16.80 17.00 17.20
43.0 m/z 55.00 71.95%
276.0 3690‘
o .hn.t.rfgqg,ﬂ
m/z--> 50 100 150 200 250 300 350 400
Abundance
215.0
' 16.60 16.80 17.00 17.20
5000 920 m/z 95.00 51.60%
53.0
. 12401560 280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #74224: Phosphine oxide, methyldiphenyl- I R b b S B
215.0 16.60 16.80 17.00 17.20
m/z 41.00 50.32%
5000
77.0
39# 107013?0 1830| |
O B e R A B T A R
m/z--> 50 100 150 200 250 300 350 400 16,60 16.80 17.00 17.20

8270-BF091117.M Tue Sep 12 14:15:17 2017 Page: 19



Library Search Compound Report

Data Path :

Data File : BF098419.D

Aca On - 11 Sep 2017 23:12
Operator : SJ/JU

Sample - 15138-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

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

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 3
R.T. EstConc Area Relative to ISTD R.T.

17.06  29.47 ng 1642300  Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .beta.-Sitosterol

2 .gamma.-Sitosterol

3 Stiamastan-3.5-diene
4
5

414 C29H500
414 C29H500
396 C29H48

000083-46-5 98
000083-47-6 92
1000214-16-4 50

.beta.-Sitosterol acetate 456 C31H5202 000915-05-9 43
Campesterol 400 C28H480 000474-62-4 25
Abundance Scan 2546 (17.062 min): BF098419.D (-2538) (-) m/z 43.00 100.00%
43.0
107.0
5000 145.1
213.1
255.2
303.3 Trryrrrr|yrrrr|yrrrr|rrrror1
443 381.4414.4 16.80 17.00 17.20 17.40
0! v m/z 55.00 68.97%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
5000 810 LA L L L L L L L
145.0 16. 80 17. 00 17. 20 17. 40
213.0 414.0 m/z 107.00 58.49%
78.0 777 255.0 3290 4o
| ‘ H H H\ \H 89 )
0l—
mz-> 0 200 250 300 350 400
Abundance
43.0
R o B e e
16.80 17.00 17.20 17.40
5000 81.0 m/z 57.00 56.09%
414.0
145.0 213.0 303.0
178.0 255.0 381.0
0 113.0 | 342.0
R i T, T T e o e
mz-> 0 50 100 150 200 250 300 350 400
Abundance #210541: Stigmastan-3,5-diene L T e
43.0 16.80 17.00 17.20 17.40
m/z 81.00 51.76%
396.0
5000
\ 81.0 147.0
ey P L S
mz-> 0 50 100 150 200 250 300 350 400 16. 80 17. 00 17. 20 17. 40

8270-BF091117.M Tue Sep 12 14:15:18 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098419.D

Aca On : 11 Sep 2017 23:12

Operator : SJ/JU

Sample : 15138-05

Misc :

ALS Vial : 9 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 unknownl17.90 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
17.90 2.43 ng 135549 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal. 2-methvl- 254 C17H340 055019-46-0 47
2 2-Undecanone. 6.10-dimethvl- 198 C13H260 001604-34-8 45
3 (H(H-Z-13-Methvl-11-pentadecen... 282 C18H3402 1000130-84-8 42
4 Heptadecanal 254 C17H340 1000376-70-0 38
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 30
Abundance Scan 2688 (17.897 min): BF098419.D (-2685) (-) m/z 57.00 100.00%
5000
| 17.60 17.80 18.00 18.20
o} m/z 55.00 75.51%
m/z--> 50 100 150 200 250 300 350
Abundance #105861: Hexadecanal, 2-methyl-
58.0
5000 L DN BURURA BRI B
17.60 17.80 18.00 18.20
m/z 71.00 72 .34%
o ‘ | [®5011101380 1960 2540
m/z--> 50 100 150 200 250 300 350
Abundance
58.0
17.60 17.80 18.00 18.20
5000 m/z 43.00 61.59%
85.0
29.0 113.0140.0 1800
O T T S S B M S
m/z--> 50 100 150 200 250 300 350
Abundance #129407: (S)(+)-Z-13-Methyl-11-pentadecen-1-ol acetate T
43.0 17.60 17.80 18.00 18.20
m/z 58.00 44 _.62%
5000
69.0 o ¢
oL Il le || 12301520 10302220 25302820
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF091117\
Data File : BF098419.D
Acq On : 11 Sep 2017 23:12 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?22'6 : 15138-05 EME-UTS-TS002-01
ALS Vial : 9 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... 4.87 13.8 ng 1131760 1 6.67 1644270 20.0
unknown6 .45 6.45 89.5 ng 7357590 1 6.67 1644270 20.0
Benzophenone 10.42 2.2 ng 258684 3 9.70 2316310 20.0
4-Methylcarbazole 10.96 2.9 ng 312770 4 11.18 2175100 20.0
Silane, diethylet... 11.25 2.3 ng 254853 4 11.18 2175100 20.0
9,12-Octadecadien... 12.26 3.2 ng 343399 4 11.18 2175100 20.0
Heptadecyl heptaf... 13.66 9.7 ng 605235 5 13.81 1246660 20.0
Oxalic acid, hexa... 14.29 4.0 ng 247775 5 13.81 1246660 20.0
13-Docosenamide, ... 14.56 3.9 ng 219808 6 15.21 1114400 20.0
Heptadecane 14.89 5.2 ng 290742 6 15.21 1114400 20.0
5-Octadecene, (E)- 14.92 4.0 ng 220998 6 15.21 1114400 20.0
1-Heptacosanol 15.68 8.5 ng 473413 6 15.21 1114400 20.0
unknownl16.01 16.01 2.8 ng 153719 6 15.21 1114400 20.0
unknownl16 .55 16.55 6.7 ng 370642 6 15.21 1114400 20.0
unknownl16 .69 16.69 8.5 ng 472016 6 15.21 1114400 20.0
Ergostanol 16.84 8.3 ng 460950 6 15.21 1114400 20.0
-beta.-Sitosterol 17.06 29.5 ng 1642300 6 15.21 1114400 20.0
unknownl17.90 17.90 2.4 ng 135549 6 15.21 1114400 20.0
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