LSC Area Percent Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:-00 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 15138-22 EME-WM-TS008-01

ALS Vial : 26 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 4.869 470 473 489 rBV 446617 753973 10.29% 1.047%
2 5.287 539 544 547 rBVY 6254654 7110947 97 .04% 9.877%
3 6.328 715 721 731 rBVY 5831933 7327623 100.00% 10.178%
4 6.445 736 741 744 rBVY 6743098 6753854 92.17% 9.381%
5 6.669 775 779 788 rBVY 1838523 1643519 22.43% 2.283%
6 6.828 801 806 809 rBVY 4826835 4609023 62.90% 6.402%
7 6.857 809 811 823 rVB2 93758 156241 2.13% 0.217%
8 7.116 851 855 861 rvB4 45476 73511 1.00% 0.102%
9 7.239 870 876 879 rBVY 4129537 4463391 60.91% 6.199%
10 7.269 879 881 886 rVB2 92890 98774 1.35% 0.137%
11 7.357 893 896 905 rVB 66190 77625 1.06% 0.108%

12 7.951 991 997 1000 rBV 2432967 2076934 28.34% 2.885%
13 8.375 1065 1069 1074 rBvV 103880 119848 1.64% 0.166%
14 8.545 1094 1098 1101 rBV 185071 158309 2.16% 0.220%
15 8.704 1117 1125 1127 rBV 99978 126444 1.73% 0.176%

16 8.975 1168 1171 1174 rVB 163434 124986 1.71% 0.174%
17 9.027 1174 1180 1183 rBV 5468194 4958787 67.67% 6.887%
18 9.110 1190 1194 1198 rBV 247480 211908 2.89% 0.294%
19 9.292 1223 1225 1228 rVB3 133547 102922 1.40% 0.143%
20 9.398 1239 1243 1244 rBV2 69193 89082 1.22% 0.124%

21 9.427 1244 1248 1250 rVvV 1187821 1101349 15.03% 1.530%
22 9.451 1250 1252 1256 rVB2 85500 89476 1.22% 0.124%
23 9.639 1281 1284 1288 rVB 245523 198966 2.72% 0.276%
24 9.698 1291 1294 1298 rVV 1992821 1891856 25.82% 2.628%
25 10.133 1365 1368 1371 rVB 178331 159265 2.17% 0.221%

26 10.410 1412 1415 1418 rBV2 88424 103668 1.41% 0.144%
27 10.492 1422 1429 1432 rBV 3313896 3145678 42.93% 4 _.369%
28 10.604 1445 1448 1456 rBV3 235739 344028 4.69% 0.478%
29 10.733 1467 1470 1472 rBV2 112033 93160 1.27% 0.129%
30 10.763 1472 1475 1477 rBV 372552 289953 3.96% 0.403%

31 10.839 1486 1488 1491 rVB 189974 144965 1.98% 0.201%
32 10.886 1493 1496 1502 rBV 267615 239464 3.27% 0.333%
33 10.957 1502 1508 1513 rBV3 203441 313577 4.28% 0.436%
34 11.051 1521 1524 1526 rBV 109339 124900 1.70% 0.173%
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LSC Area Percent Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:-00 Instrument :

Operator : SJ/JU g?Afs el
- _ lentosampleld :

3?22'6 : 15138-22 EME-WM-TS008-01

ALS Vial : 26 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.069 1526 1527 1535 rVB 210586 212151 2.90% 0.295%

36 11.180 1541 1546 1550 rBV 1813560 1696600 23.15% 2.356%
37 11.251 1553 1558 1561 rVV2 195849 280308 3.83% 0.389%
38 11.280 1561 1563 1568 rVB3 67093 81563 1.11% 0.113%
39 11.445 1588 1591 1594 rVB3 66656 73906 1.01% 0.103%
40 11.580 1611 1614 1619 rVB2 175115 244215 3.33% 0.339%

41 11.868 1659 1663 1670 rVB5 105567 154534 2.11% 0.215%
42 12.027 1685 1690 1693 rBV4 72602 96799 1.32% 0.134%
43 12.263 1726 1730 1732 rBVY 342354 323172 4.41% 0.449%
44 12.286 1732 1734 1739 rVB4 312823 259728 3.54% 0.361%
45 12.392 1750 1752 1755 rVV 136918 118803 1.62% 0.165%

46 12.427 1755 1758 1762 rVB 327920 301342 4.11% 0.419%
47 12.592 1783 1786 1788 rBVY 136665 127159 1.74% 0.177%
48 12.616 1788 1790 1793 rVV 119188 110219 1.50% 0.153%
49 12.663 1793 1798 1806 rVB3 92616 190464 2.60% 0.265%
50 12.763 1811 1815 1819 rBV 3294421 3240274 44 .22% 4_.501%

51 12.998 1853 1855 1860 rVB2 92989 81157 1.11% 0.113%
52 13.292 1903 1905 1908 rVB 92720 75352 1.03% 0.105%
53 13.339 1908 1913 1917 rBV3 65699 115514 1.58% 0.160%
54 13.663 1964 1968 1972 rBV2 544786 657604 8.97% 0.913%
55 13.815 1989 1994 1997 rBV 1234823 1287235 17.57% 1.788%

56 13.980 2020 2022 2028 rVB2 84280 80478 1.10% 0.112%
57 14.286 2071 2074 2079 rBV2 641531 655198 8.94% 0.910%
58 14.580 2119 2124 2127 rBV2 95710 158029 2.16% 0.219%
59 14.645 2133 2135 2138 rVB 98520 84387 1.15% 0.117%
60 14.892 2173 2177 2180 rBV 1626402 1760993 24.03% 2.446%

61 15.215 2228 2232 2239 rBV 985797 1219492 16.64% 1.694%
62 15.421 2264 2267 2271 rVB2 121755 139573 1.90% 0.194%
63 15.633 2298 2303 2308 rBV 997087 1447760 19.76% 2.011%
64 15.680 2308 2311 2318 rVB4 203269 347693 4.74% 0.483%
65 16.621 2467 2471 2478 rVB2 192628 364707 4.98% 0.507%

66 16.845 2505 2509 2514 rVB5 133520 218382 2.98% 0.303%
67 17.009 2532 2537 2541 rBV2 228971 441046 6.02% 0.613%
68 17.098 2541 2552 2558 rVB4 566282 1832078 25.00% 2.545%
69 17.351 2590 2595 2602 rVB2 292884 584090 7.97% 0.811%
70 17.474 2611 2616 2625 rBV2 288662 747969 10.21% 1.039%

71 17.562 2627 2631 2640 rVB7 290601 791590 10.80% 1.099%
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LSC Area Percent Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

3?22'6 i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 17.786 2662 2669 2674 rBV4 438474 1223474 16.70% 1.699%
73 17.915 2687 2691 2697 rVB5 151263 294271 4.02% 0.409%
74 18.927 2857 2863 2874 rVB6 211797 600304 8.19% 0.834%

Sum of corrected areas: 71997619
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LSC Report - Integrated Chromatogram

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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: BF098436.D

529 6|45
6000000 6.33
5000000 6.83

7.24
4000000
3000000
2000000 6.67

1000000

4.87

ﬁ&§A11\3p6

o P e TR e

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF098436.D

6000000
9.03

5000000

4000000
10.49 12.76

3000000
7.95

2000000

1000000 13.1

13.00 1394

okl A A A » / R P
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098436.D

6000000

5000000

4000000

3000000

2000000 14.89

15.22

15.63
17.10

1000000
16.6216.847.

17854756177

7.92 18.93

o T T T [

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 13

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

4._.87 9.18 ng 753973 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 50
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 3-0Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 473 (4.869 min): BF098436.D (-470) (-) m/z 42.95 100.00%

43.0
59.0
5000

101.0
460 480 500 520
83.0
Obr ety SLOMl 90 830 | 78900 55.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA L L L L LY L L L LB

460 4.80 5.00 5.20
m/z 58.00 16.96%

310 ‘ 83.0 g3 1010
Ot e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

4.60 4.80 5.00 5.20

5000 m/z 101.00 15.11%
41.0
29.0 101.0
50.0 73.0 86.0

L B £ S -

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- i e  maa

59.0 4.60 4.80 5.00 5.20

m/z 41.00 8.52%

5000 41.0
31.0
“ 69.0 87.0
oL 150 | sl | | 980
..“...“...“...“...“..w...w...w...w...w...w.

m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 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 : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 82.19 ng 6753850 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): BF098436.D (-736) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IBRSE RS SRS LR
40.0 54.0 J 6.20 6.40 6.60 6.80
oM'.nf‘,l-.l. Aguso g m/z 68.00 36.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IERSEUAEE SRR R A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34.63%
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 66.00 24 .06%
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 LN mmmms m
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 14.07%
74.0
5000 98.0 116.0
0:||||||||‘|‘|‘||‘|‘M|||‘|||‘H“||‘|“||| ||||EI-5|8.0|||||]|-8|9.|0| R Ea 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\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 Pentadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.60 4_.06 ng 344028 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tridecane 184 C13H28 000629-50-5 92
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Hexadecane 226 C16H34 000544-76-3 62
Abundance Scan 1447 (10.598 min): BF098436.D (-1445) (-) m/z 57.00 100.00%
57.0
197.1
5000

10.20 10.40 10.60 10.80 11.00

0! m/z 43.00 80.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71394: Pentadecane
57.0
5000 TT T T[T T T T [T T T T[T T TT[TT
85.0 1020 10.40 10,60 10.80 11.00
29.0 m/z 197.05 65.33%
0 0| M8014101680 2120
T T e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
10.20 10.40 10.60 10.80 11.00
5000 m/z 71.00 47 .74%
85.0
29.0

113.0141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152416: Tridecane, 1-iodo- R L o I S

57.0 10.20 10.40 10.60 10.80 11.00

m/z 155.00 40.93%
5000 85.0
28.0
183.0
0..W.H.P.l”hw.nﬂ%}ﬁ9.” }ﬁ?gn.t.” S 0 N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 1,1"-Biphenyl, 2,2"-diethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.96 3.70 ng 313577 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.2"-diethvl- 210 C16H18 013049-35-9 64
2 7-Methvl-4-azafluorene 181 C13H11N 064291-99-2 62
3 3-Methvlcarbazole 181 C13H11N 004630-20-0 60
4 9H-Carbazole. 2-methvl- 181 C13H11N 003652-91-3 60
5 Bifenthrin 422 C23H22CIF302 082657-04-3 59
Abundance Scan 1509 (10.963 min): BF098436.D (-1502) (-) m/z 181.05 100.00%
181.1
5000
210.1
41.0 77.0 105.0 152.0 10.60 10.80 11.00 11.20
ol 1281 282 "m/z 210.10 28.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69601: 1,1'-Biphenyl, 2,2"-diethyl-
181.0
5000 210.0
10.60 10.80 11.00 11.20
89.0 1520‘ m/z 165.05 26.77%
115.0 :
Oul|‘|‘|3|9‘|?|‘||6|3‘|.‘?|l‘|||‘|||||||||1|320 H“\; e ||‘||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
181.0
10.60 10.80 11.00 11.20
5000 m/z 166.00 24 .33%
. 51.0 770 1270 1520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46465: 3-Methylcarbazole
181.0 10.60 10.80 11.00 11.20
m/z 182.10 15.69%
5000
152.0
m/z--> 20 45 éo 85 160 150 150 160 180 200 220 240 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 : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 9,12-Octadecadienoic acid, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.26 3.81 ng 323172 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 98
3 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 95
4 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
5 2-Chloroethyl linoleate 342 C20H35CI102 025525-76-2 94
Abundance Scan 1730 (12.263 min): BF098436.D (-1726) (-) m/z 67.00 100.00%
67.0
5000{ 41.0 9.0 V\WM
S T S
123.1
150.1 173 262.2 12.00 12.20 12.40 12.60
0 311969 220.1 242 7z 81.00 73.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
5000 U SR NN BUNUBN BV
12.00 12.20 12.40 12.60
m/z 55.00 66.32%
oL 123.0 1490 1759 2620 294.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
4.0 670
12foo 12!20 12)40 12)60
5000 95.0 m/z 95.05 50.33%
1230 1500 1750 00 2630 2940
0 .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139719: 11,14-Octadecadienoic acid, methyl ester B RRRmE B
.0 12.00 12.20 12.40 12.60
m/z 41.00 47 .49%
- VLJﬂ\j\NJL
123.0 150.0 1780 220.0 263.0 294.0
0 N e o SV
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12b0 1220 1220 12%0
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Library Search Compound Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 1-Eicosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.66 10.22 ng 657604 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 95
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 91
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
Abundance Scan 1968 (13.663 min): BF098436.D (-1964) (-) m/z 57.00 100.00%
5%.0
7.1
U AR BN SUNURN SR
391 230.0 13.40 13.60 13.80 14.00
ol ,'....',J'.Jﬂ.‘.,.1.8.2;1,..:.,.2?9-.3,....,....,....,...., m/z 43.00 71.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127767: 1-Eicosene
43.0
83.0
5000 LN UL BRI SULRL AU
Bmmmmmmm
250 280.0 m/z 71.05 53.09%
L h [ ymeans
0 .‘.‘. H\ \‘\ h n ‘. ....|‘...‘.|....|....|....|....|
m/z--> 5 o 250 300 350 400 450
Abundance
57.0
| 13.40 13.60 13.80 14.00
m/ 55.00 52.87Y%
5000 970 z 0
o 139.0 1820 252.0 Nﬁﬂjh~ww-wﬁvv}\ﬂWJMN/WJAakd\,
m/z--> 56 160 1éo 260 2éo 360 3%0 460 4%0 '
Abundance #235928: Octacosyl trifluoroacetate B EERR Bam e L
57.0 13.40 13.60 13.80 14.00
m/z 83.00 39.45%
97.0
5000
39.0
0 ‘ || 4 177 181.0 222.0 264.0 306.0 348.0 392.0 437.0 488.0
m/z--> 56 160 1éo 260 2éo 360 3%0 460 4%0 ' 1340 1360 1380 1400
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Library Search Compound Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.29 10.18 ng 655198 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 92
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2075 (14.292 min): BF098436.D (-2071) (-) m/z 57.00 100.00%
57.0
‘” ! 114,00 14.20 14.40 14.60
155.2 : : : :
O e d |l,l W o 19r12401262038232 8970 'm/z 43.05 60.49%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane
57.0
5000 L S B BRI R
mmmmmmmm
0.0 m/z 71.10 56.95%
o hw | . 14101830 2540
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4éo 560
Abundance
57.0
114,00 14.20 14.40 14.60
5000 m/z 85.10 42 .23%
99.0
o 141.0183.0225.0 281. 0 337.0 394.0
miz--> 0 55 160 1%0 260 250 300 350 400 4éo 560
I I I I

Abundance #235973: Hexatriacontane e e e
14.00 14.20 14.40 14.60

m/z 55.00 29.91%

5000

%

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
R REREEmEm s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.20 14. 40 14. 60
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Library Search Compound Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 Trifluoroacetoxy hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.68 5.70 ng 347693 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 90
2 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 76
3 l17-Pentatriacontene 491 C35H70 006971-40-0 52
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 49
5 Cyclotetracosane 336 C24H48 000297-03-0 41
Abundance Scan 2311 (15.680 min): BF098436.D (-2308) (-) m/z 57.00 100.00%
57. .0
5000 A\_‘
160 o311 810 g, 15140 15,60 1580 16,00
O : m/z 97.05 96.96%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 LI B B LN SR
15.40 15.60 15.80 16.00
m/z 83.00 93.80%
o150 | | 1 “ | 1300 1960 2600 300
m/z-> 0 50 100 150 260 250 300 350 400 450 '
Abundance
550 970
15.40 15.60 15.80 16.00
5000 m/z 55.00 84 .69%
153.0
224.0
e S L U S L WL S B UL
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene A B
43.0 15.40 15.60 15.80 16.00
m/z 43.05 80.68%
. y J 1250167.0 2100 267.0307.0 490.0
UL IR AL UL UL L UL DL WAL DL | rTTTyrTTTT T T T T T T T T T T
m/z-> 0 50 100 150 200 250 300 350 400 450 1540 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 : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 Pentacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.62 5.98 ng 364707 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 64
2 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 64
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 62
4 Hexadecane 226 C16H34 000544-76-3 60
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 58
Abundance Scan 2471 (16.621 min): BF098436.D (-2467) (-) m/z 57.00 100.00%
5%.0
5000 v»vxmwfuﬁvwwr/\u“vwa“\vaf/\
363.2 "' 1640 16.60 16.80 17.00
39.2 305.2
ol 2131 m/z 71.05 66.75%
m/z--> 50 100 150 200 250 300 350
Abundance #185532: Pentacosane
57.0
5000 352.0 "' 1640 16.60 16.80 17.00
99.0 1410 m/z 43.05 55.33%
.0 183.0
oL 20 Ly | [f 10 750 2070 sw0 |
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
"' 1640 16.60 16.80 17.00
5000 m/z 85.10 45 _.20%
155.0
. 113.0 197.0 239.0 M’J\Nv\ld\
m/z--> §0 160 1%0 200 2%0 300 3%0 '
Abundance #105900: Heptadecane, 3-methyl- N B B !
57.0 16.40 16.60 16.80 17.00
m/z 55.00 26.08%
5000 2250
99.0 .
28.0 141.0
0..lu‘.\lJ.!.J‘.‘H.i“.‘\.‘ll{.k.:‘Lguilsllouu‘..z?sfouuul....|....| S RREE S
m/z--> 50 100 150 200 250 300 350 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 : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 unknownl17.01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.01 7.23 ng 441046 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 42
2 n-Heptanoic acid.methvl(tetramet... 228 C12H2402Si 1000217-03-6 30
3 Furol2.3-bTlauinoline. 2.3-dihvdr... 199 C13H13NO 1000304-15-5 25
4 4-Amino-4--methoxvstilbene 225 C15H15N0 007570-37-8 18
5 4-Amino-8-methoxybenzo[g]-1,5-na... 225 C13H11N30 026660-50-4 18
Abundance Scan 2537 (17.009 min): BF098436.D (-2532) (-) m/z 225.15 100.00%
22b.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 199.15 75.51%
m/z--> 50 100 150 200 250 300 350
Abundance #94385: Cyclotetrasiloxane, 2,4,6,8-tetramethyl-
225.0
5000 LNIRLIAI PR SUNIUR I
16.60 16.80 17.00 17.20 17.40
1790 m/z 213.10 39.12%
o ..4??u7%?. If???&4$9n,;,‘lw JMLJ S —
m/z--> 50 100 150 200 250 300 350
Abundance
115.0 199.0
43.0 16,60 16.80 17.00 17.20 17.40
5000 m/z 377.25 37.76%
85.0 157.0 228.0
O L
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance #60548: Furo[2,3-b]quinoline, 2,3-dihydro-2,4-dimethyl- RS SRS s R
199.0 16.60 16.80 17.00 17.20 17.40
m/z 155.00 36.78%
5000
154.0
390 77.0 115.0\ | i ‘
0 V?”'”*'FJ”H'“N'*" [rrr T rr LRI RLAU SR SUNIR I
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 Cholestan-3-one, 4,4-dimeth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.10 30.05 ng 1832080 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 50
2 Pvrrolidine. 1-(m-methoxvcinnamo... 231 C14H17NO2 029647-01-6 38
3 Cvclohexane. 1-ethenvl-1-methvl-... 204 C15H24 000515-13-9 25
4 Silane. diethvl(2-pentvloxv)pent... 260 C14H3202Si 1000362-98-0 22
5 Tricyclo[3.2.1.0(2,4)]octane-3-c... 231 C14H17NO2 1000297-39-2 22
Abundance Scan 2552 (17.098 min): BF098436.D (-2541) (-) m/z 43.05 100.00%
43.
231.2
81.0 161.1
5000
3443 T TTTT TrTTTTTT TTTT
273.1304.2 414.4 1680 17.00 1720 17.40
ol . ; m/z 55.00 96.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217447: Cholestan-3-one, 4,4-dimethyl-, (5.alpha.)-
43.0
414.0
95.0
5000 LN SO SR BN
16.80 17.00 17.20 17.40
1470 4910 250.0 m/z 231.20 68.40%
0 — H‘NH‘; H‘ “l“: \l \IH\I\\‘\M‘ ‘U“l S — T ‘l\ o ‘: T |3|28|(|)| ———t I
m/z--> 50 100 150 200 250 300 350 400
Abundance
161.0
0.0 LR N U BN BN
16.80 17.00 17.20 17.40
5000 231.0 m/z 81.00 60.15%
118.0
e L L L A UL UL WL B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #64511: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-methylet... B B A Eame
81. 16.80 17.00 17.20 17.40
41.0 m/z 95.10 57 .56%
5000 21.0
(610
0 J,IJ,,?%P,,, U AR SRR U LN U SR BN
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 _beta.-Amyrin Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.47 12.27 ng 747969 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin 426 C30H500 000559-70-6 81
2 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 62
3 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 62
4 4-Allvl-5-pvridin-3-vl-2.4-dihvd... 218 C10H10N4S 1000300-40-5 62
5 6H-[1,2]Dioxeto[3",4":4,5]Furo[3... 260 C14H1205 129812-24-4 59
Abundance Scan 2615 (17.468 min): BF098436.D (-2611) (-) m/z 218.20 100.00%
218.2
5000
69.0
07.0
4r.1 17.20 17.40 17.60 17.80
257.1 :
0 1934 me‘“ 2041 msz 203.15  72.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221180: .beta.-Amyrin
218.0
5000 LR DAL SN SRR B
17.20 17.40 17.60 17.80
69.0 m/z 69.00 33.25%
1070 1430175 426.0
o200 | | [ 11430750 | | 257.0 297.0 337.0 _ 30304260
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
41.0 17.20 17.40 17,60 17.80
5000 m/z 95.00 27.13%
79.0 175.0
135.0
L L L (L L L U
m/z--> 50 100 150 200 250 300 350 400
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol AR EEEEE RS
18.0 17.20 17.40 17.60 17.80
m/z 55.00 23.43%
5000
175.
69.0
220, %00 | |||
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\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 2,6,6,9,27,6",6",9"-Octamet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.56 12.98 ng 791590 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.6.6.9.27.6".6".9"-0Octamethyl-I... 410 C30H50 1000189-48-2 86
2 1H-Cvcloproplelazulene. decahvdr... 206 C15H26 028580-43-0 49
3 1-Isopropenvl-4_.5-dimethvibicvcl... 330 C21H300S 1000195-85-4 47
4 Cvclohexane. l-ethenvl-1-methvl-... 204 C15H24 000515-13-9 46
5 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 43
Abundance Scan 2631 (17.562 min): BF098436.D (-2627) (-) m/z 81.00 100.00%
) 205.1

5000

17.20 17.40 17.60 17.80

0 m/z 205.10 88.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215949: 2,6,6,9,2',6',6',9'-Octamethyl-[8,8'bi[tricyclol...
205.0
5000 950 LA L L L L L L
149 0 410.0 17.20 17.40 17.60 17.80
' m/z 95.00 87.72%
0 ‘Mﬂ \M u‘l T ‘ I - 245'0 285.0 325.0 3670 . ‘
- I T T 17T I 1T T I T T T 7T I T T 1T I T T
m/z--> 50 150 200 250 300 350 400
Abundance
67.0, 107.0
R AR EEEEE T
29.0 17.20 17.40 17.60 17.80
5000 163.0 m/z 107 .05 79.69%
206.0
oA gy
m/z--> 50 100 150 200 250 300 350 400
Abundance #169477: 1-Isopropenyl-4,5-dimethylbicyclo[4.3.0]nonan-5-y... R AR EEEEE T
95.0 17.20 17.40 17.60 17.80
m/z 109.10 77.02%
149.0
s000] 950 205.0
313.0
0 by | 237.0270.0 |
- IIIIIIII T T 1T IIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIII
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\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.79 20.07 ng 1223470 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropenvl-4a.8-dimethvl-1.2.... 204 Cl15H24 1000193-57-0 80
2 Guaia-9.11-diene 204 C15H24 1000374-19-8 80
3 (-)-Neoclovene-(1). dihvdro- 206 C15H26 1000152-82-1 64
4 9.19-Cvcloeraost-24(28)-en-3-ol.... 468 C32H5202 010376-42-8 53
5 Caparratriene 206 C15H26 1000374-08-7 46
Abundance Scan 2670 (17.792 min): BF098436.D (-2662) (-) m/z 95.00 100.00%
. 3 1
5000
17.40 17.60 17.80 18.00 18.20
o m/z 189.10 93.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0
107.0
50001 410 LA PR PR U N
’ 147. 17.40 17.60 17.80 18.00 18.20
‘ T m/z 135.10 91.72%
o 0 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
93.0
189.0 AR USRS
17.40 17.60 17.80 18.00 18.20
50000 410 133.0 m/z 107.00 90.51%
G L UL L U L S L LS W
m/z--> 50 100 150 200 250 300 350 400
Abundance #66212: (—)—Neoclovene—(l), dihydro— TT T T [T T T T[T T T T[T TTT 7T
81.0 17.40 17.60 17.80 18.00 18.20
m/z 81.00 87.90%
41.0
5000 210 163.0
06.0
o L.L.,....HM... S S
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00 18.20

8270-BF091117.M Tue Sep 12 14:27:36 2017
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Library Search Compound Report

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

Data File : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 D-Homoandrostane, (5.alpha.... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

17.92 4.83 ng 294271 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Homoandrostane. (5.alpha..l13.a... 274 C20H34 054482-31-4 62
2 Bi-1-cvclohexen-1-vl. 3.3.3".3".... 274 C20H34 076993-52-7 59
1-(4-Undecvilphenvl)ethanone 274 C19H300 1000185-92-4 35
4 N1-(4-Fluorophenethvl)-N2-(p-tol... 300 C17H17FN202 339239-52-0 25
5 Propanamide, N-(1-ethyl-1,2,3,4-_... 274 C17H26N20 063134-09-8 25
Abundance Scan 2692 (17.921 min): BF098436.D (-2687) (-) m/z 259.20 100.00%

2

5000

17.60 17.80 18.00 18.20

0 m/z 69.05 91.29%
m/z--> 50 100 150 200 250 300 350
Abundance #122979: D-Homoandrostane, (5.alpha.,13.alpha.)-
55.0 95.0 250.0
5000 LA L L L L L B LB |
21.0 149.0 17.60 17.80 18.00 18.20
‘ o AT m/z 95.00 88.31%
0‘ \\H“ e I“\ - uk “ \‘\ \ l I\ — —— :
m/z--> 50 100 1 200 250 300 350
Abundance
259.0
R EE mE
41.0 17.60 17.80 18.00 18.20
5000 ' 137.0 m/z 109.00 71.04%
000 95.0
' 163.0 20303319
ol LMl Rl et e L
m/z--> 50 100 150 200 250 300 350
Abundance #122922: 1-(4-Undecylphenyl)ethanone R EE mE
259.0 17.60 17.80 18.00 18.20
m/z 137.10 64.62%
5000 43.0 oo
‘ 10 9340
el L | mmomemo || Y
m/z--> 50 100 150 200 250 300 350 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 : BF098436.D

Aca On : 12 Sep 2017 7:00

Operator : SJ/JU

ﬁ?ggle i 15138-22 EME-WM-TS008-01
ALS Vial : 26 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 2,4a,8,8-Tetramethyldecahyd... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.93 9.85 ng 600304 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 68
2 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 53
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 49
4 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 43
5 Cholest-23-ene, (5.beta.)- 370 C27H46 030658-62-9 38
Abundance Scan 2864 (18.933 min): BF098436.D (-2857) (-) m/z 69.00 100.00%

5000 41.0
163.1 205.2

231.1 ] R A RREREEEEEESEEE
213.1 302.2 3410 18.60 18.80 19.00 19.20

m/z 95.10 78 .10%

0!
m/z--> 50 100 150 200 250 300 350
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene
81.0 123.0

41.0

5000 191.0 L e
18.60 18.80 19.00 19.20

‘ m/z 81.00 67 .40%
1l

0 —— — T T
m/z--> 200 250 300 350
Abundance
109.0
45.0 e EREmEmEE T
137.0 218.0 18.60 18.80 19.00 19.20
5000 78.0 m/z 55.05 66.78%
189.0
ol B gl e o e
m/z--> 50 100 150 200 250 300 350
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... e EREmEmEE T
41.0 95.0 18.60 18.80 19.00 19.20
m/z 109.00 66.77%
5000
0 T e
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091117\

Data File : BF098436.D

Acq On : 12 Sep 2017 7:00 Instrument :
Operator : SJ/JU BNA_F

Sample - 15138-22 ClientSampleld :
Misc - EME-WM-TS008-01
ALS Vial : 26 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 9.2 ng 753973 1 6.67 1643520 20.0
unknown6 .45 6.45 82.2 ng 6753850 1 6.67 1643520 20.0
Pentadecane 10.60 4.1 ng 344028 4 11.18 1696600 20.0
1,1"-Biphenyl, 2,... 10.96 3.7 ng 313577 4 11.18 1696600 20.0
9,12-Octadecadien... 12.26 3.8 ng 323172 4 11.18 1696600 20.0
1-Eicosene 13.66 10.2 ng 657604 5 13.82 1287240 20.0
Octadecane 14.29 10.2 ng 655198 5 13.82 1287240 20.0
Trifluoroacetoxy ... 15.68 5.7 ng 347693 6 15.22 1219490 20.0
Pentacosane 16.62 6.0 ng 364707 6 15.22 1219490 20.0
unknownl17.01 17.01 7.2 ng 441046 6 15.22 1219490 20.0
Cholestan-3-one, ... 17.10 30.1 ng 1832080 6 15.22 1219490 20.0
-beta.-Amyrin 17 .47 12.3 ng 747969 6 15.22 1219490 20.0
2,6,6,9,2",6",6",... 17.56 13.0 ng 791590 6 15.22 1219490 20.0
2-1sopropenyl-4a, ... 17.79 20.1 ng 1223470 6 15.22 1219490 20.0
D-Homoandrostane, ... 17.92 4.8 ng 294271 6 15.22 1219490 20.0
2,4a,8,8-Tetramet... 18.93 9.8 ng 600304 6 15.22 1219490 20.0
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