LSC Area Percent Report

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

Data File : BF098431.D

Aca On : 12 Sep 2017 4:43 Instrument :

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

3?22'6 : 15138-17 EME-WM-TS003-01

ALS Vial : 21 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 4.869 469 473 487 rBV 443998 741347 9.97% 1.188%
2 5.287 539 544 547 rBVY 6558441 7118504 95.73% 11.406%
3 6.328 715 721 731 rBVY 5826345 7435918 100.00% 11.915%
4 6.445 736 741 744 rBVY 6708180 6763359 90.96% 10.837%
5 6.669 775 779 789 rBVY 1695875 1508591 20.29% 2.417%
6 6.822 801 805 809 rBY 4720434 4687837 63.04% 7.511%
7 7.239 870 876 879 rBVY 4329062 4532830 60.96% 7.263%
8 7.269 879 881 887 rVB2 63752 74393 1.00% 0.119%
9 7.951 991 997 1000 rBY 2337121 2012422 27 .06% 3.225%
10 8.545 1094 1098 1101 rVB 86631 79689 1.07% 0.128%
11 8.975 1168 1171 1174 rVB 97399 76061 1.02% 0.122%

12 9.027 1174 1180 1183 rBV 5708052 5131244 69.01% 8.222%
13 9.110 1189 1194 1198 rBV2 99358 111890 1.50% 0.179%
14 9.422 1244 1247 1251 rVB 1678230 1518126 20.42% 2.433%
15 9.698 1287 1294 1298 rBV2 2144094 2039829 27.43% 3.268%

16 10.416 1412 1416 1422 rBV3 85614 111322 1.50% 0.178%
17 10.492 1424 1429 1432 rBV 3407144 3193952 42.95% 5.118%
18 10.604 1444 1448 1450 rBV2 91041 102641 1.38% 0.164%
19 10.763 1472 1475 1477 rBvV2 172570 150295 2.02% 0.241%
20 10.839 1486 1488 1493 rVB 109323 94968 1.28% 0.152%

21 10.886 1493 1496 1501 rVvVv 138742 130256 1.75% 0.209%
22 10.957 1501 1508 1518 rVB3 123434 218466 2.94% 0.350%
23 11.069 1522 1527 1535 rVB2 117270 160021 2.15% 0.256%
24 11.180 1542 1546 1554 rVV 1981950 1680450 22.60% 2.693%
25 11.251 1554 1558 1561 rVB2 117498 142711 1.92% 0.229%

26 11.592 1611 1616 1618 rVB3 65898 93647 1.26% 0.150%
27 11.868 1658 1663 1670 rBv4 97934 135837 1.83% 0.218%
28 12.263 1725 1730 1732 rBV 163076 167941 2.26% 0.269%
29 12.280 1732 1733 1737 rVB2 98624 83448 1.12% 0.134%
30 12.386 1746 1751 1755 rBV 99765 127950 1.72% 0.205%

31 12.427 1755 1758 1762 rVB 207461 181492 2.44% 0.291%
32 12.616 1788 1790 1793 rVV 102689 85961 1.16% 0.138%
33 12.663 1793 1798 1803 rVB3 52904 96308 1.30% 0.154%
34 12.763 1811 1815 1819 rBV 3211847 2923310 39.31% 4.684%
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LSC Area Percent Report

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

Data File : BF098431.D

Aca On : 12 Sep 2017 4:43 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : 15138-17 EME-WM-TS003-01

ALS Vial : 21 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 13.657 1964 1967 1972 rBV 442700 501029 6.74% 0.803%

36 13.810 1988 1993 1997 rBV 1241050 1247238 16.77% 1.998%
37 14.292 2071 2075 2079 rBV2 233807 306849 4._.13% 0.492%

38 14.821 2162 2165 2167 rBV 73250 88824 1.19% 0.142%
39 14.892 2173 2177 2180 rBV 792324 885276 11.91% 1.418%
40 15.156 2219 2222 2225 rVB 76735 92479 1.24% 0.148%

41 15.215 2227 2232 2239 rBVY 930801 1191789 16.03% 1.910%
42 15.633 2298 2303 2307 rBV 530469 760420 10.23% 1.218%
43 16.621 2467 2471 2477 rVB 138261 253880 3.41% 0.407%
44 17.003 2531 2536 2541 rBV3 181414 355842 4._.79% 0.570%
45 17.056 2541 2545 2546 rBV3 176980 211305 2.84% 0.339%

46 17.468 2610 2615 2624 rBV3 178205 532179 7.16% 0.853%
47 17.562 2627 2631 2640 rVB8 235791 581262 7.82% 0.931%

48 17.780 2661 2668 2685 rBV7 293847 1245785 16.75% 1.996%
49 18.921 2856 2862 2874 rVBS5 154213 442905 5.96% 0.710%

Sum of corrected areas: 62410078
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LSC Report - Integrated Chromatogram

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

Data File : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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: BF098431.D
5,29 6|45

6000000 6.33
5000000 6.82

7.24
4000000
3000000

2000000 6.67

1000000

487
0 A [ JL, 27

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: BF098431.D

6000000 9.03
5000000

4000000
10.49 12.76

3000000

7.95
9.70 11.18

2000000

1000000
13.¢

3a®96011.25 1159 11.87 1228
04

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: BF098431.D

6000000
5000000
4000000
3000000

2000000
13.81

14.89 1522
1000000 15.63
14.29 1480 1516 1662 11006  17M475617.78 18.92

e i S it

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 : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 6

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

4._.87 9.83 ng 741347 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 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 473 (4.869 min): BF098431.D (-469) (-) m/z 43.00 100.00%

43.0
59.0
5000

| 63.0 1%D 460 4.80 5.00 5.20
0.”,”.w”.w.”hhh.PJnP.”P.”,””,“.w”.W.HW.H.P”. m/z 59.00 55.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- f\\
43.0
5000 59.0 460 4.80 5.00 5.20

m/z 58.00 16.34%

15.0 101.0
31.0
0 ‘ Tl N \‘ 83.0 \‘
AN i o o o o R e R N RaRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0

4.60 4.80 5.00 5.20

5000 m/z 101.00 14.16%
410 101.0
oL 150 270 7 71.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol i R maa
59.0 4.60 4.80 5.00 5.20

m/z 41.00 7.83%

5000 200 41.0 83.0
101.0
‘ Ll 700 | 1120 1290
”.“.“,“.w.”.“.”,”.w.”.“.”,“.w.“.“.”,”.w.”.“.”

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

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

Data File : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 89.66 ng 6763360 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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 742 (6.451 min): BF098431.D (-736) (-) m/z 131.95 100.00%
131.9
5000
68.0
96.0 PSSP AARRE SRS S
40.0 54.0 J 6.20 6.40 6.60 6.80
oM'.I?%?. gm0 | m/z 134.00 33.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IBRSE AR AR R
6.20 6.40 6.60 6.80
310 510 m/z 68.00 33.28%
0 ‘ b1 H Moy . !
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 22.51%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R E e RS R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.08%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R Ra 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 : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 Benzene, 1,1"-[1-(methylthi... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.96 2.60 ng 218466 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-I1-(methvlthio)eth... 228 C15H16S 054851-63-7 72
2 1.17-Biphenvl., 2.2"-diethvl- 210 C16H18 013049-35-9 68
3 4-Methvlcarbazole 181 C13H11N 003770-48-7 60
4 1-Methvlcarbazole 181 C13H11N 006510-65-2 60
5 9H-Carbazole, 2-methyl- 181 C13H11N 003652-91-3 60
Abundance Scan 1509 (10.963 min): BF098431.D (-1501) (-) m/z 181.10 100.00%
181.1
5000
210.1
570 770 1050 ;.04 1519 238.0 10.60 10.80 11.00 11.20
o m/z 165.10 28.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84576: Benzene, 1,1'-[1-(methylthio)ethylidene]bis-
181.0
5000
103.0 10.60 10.80 11.00 11.20
77.0 m/z 210.10 27.58%
ol 270 510 ‘ | 1210 1520 H L 211.0228.0
m/z--> 20 Jo 60 éo 100 150 140 160 180 200 220 240
Abundance
181.0
10.60 10.80 11.00 11.20
5000 210.0 m/z 166.00 21.39%
89.0
390 63.0 1150, o 20
O i o AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46462: 4-Methylcarbazole
181.0 10.60 10.80 11.00 11.20
m/z 167.10 15.61%
5000
152.0
0 39 0 ) 71 © 1 101.0 127 0 \‘ Il ‘
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 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 : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.16 ng 181492 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99
2 3.4"-Diisopropvibiphenvl 238 C18H22 061434-46-6 64
3 1.11.11-Trimethvl-1.2.3.4-tetrah... 238 C16H18N2 1000210-51-9 55
4 3-(N.N-Diethvlamino)carbazole 238 C16H18N2 054994-31-9 53
5 2-Morpholin-4-yl-5,6-dihydro-4H-_._.. 238 C11H14N202S 313251-21-7 45
Abundance Scan 1758 (12.427 min): BF098431.D (-1755) (-) m/z 223.20 100.00%
228.2
181.1
5000
2049 | 12120 12.40 12.60 12,80
0 et m/z 238.20 64 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
5000 UL AR AR A
12.20 12.40 12.60 12.80
1040 153.0 m/z 181.10 58.54Y%
55.0 81.0
ob— e .“. I .‘.‘ L \\ s \\ ‘ H :\LZI?IOI ;“I" .‘H‘. ! .‘l .‘k“l“. Im\l\\ﬁoﬂ'\p” T "‘I -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223.0
12.20 12.40 12.60 12.80
5000 m/z 195.10 38.10%
43.0 165.0
104.0 :
o150 77.0 128.0 195.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92499: 1,11,11-Trimethyl-1,2,3,4-tetrahydro-1,4-methanoph...
238.0 12.20 12.40 12.60 12.80
195.0 m/z 165.10 37.86%
5000
41.0
104.0
b -‘.“- SRR MO ,1.2?.'(.)1‘."?'.0. Il(??lol . HH .“l‘p.l.g. - "I ~ P SN | N e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1220 12.40 12.60 12.80
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Library Search Compound Report

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

Data File : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 Z-5-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.66 8.03 ng 501029 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1968 (13.662 min): BF098431.D (-1964) (-) m/z 57.00 100.00%
5%.0
83.1
5000
U AR BN SUNURN SR
139.1 230.0 13.40 13.60 13.80 14.00
I 1672 202 m/z 43.05 82.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115907: Z-5-Nonadecene
550 83.0
5000 111.0 R B e o N Rman
anmnmmm
266.0 m/z 55.00 79.56%
o | 1390 1680  210.0 238.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
97.0 | 13.40 13.60 13.80 14.00
5000 m/z 83.10 71.45%
29.0
125.0
o 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)- B B T
55.0 13.40 13.60 13.80 14.00
m/z 69.00 59.24Y%
83.0
5000
29.0 111.0
ok 1 It 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13 60 13. 80 14. oo
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Library Search Compound Report

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

Data File : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 Octatriacontyl pentafluorop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.29 4.92 ng 306849 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
4 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 91
Abundance Scan 2075 (14.292 min): BF098431.D (-2071) (-) m/z 57.00 100.00%
57.0

%

5000
. 14,00 14:20 14.40 14.60
169.2 240.1 : : : :
obrrd; ...,.l.l..,....,....,....3,1.1.9.,..3.9.7,.4...,....,....,....,....,...., m/z 43.05 67.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate
57.0
5000 LA L L L L LB
14.00 14.20 14.40 14.60
m/z 71.00 52.04%
ob L “\ \ ‘167 0225.0281.0 341.0 401.0 460.0 532.0 678.0
“'w" R R RS B e e e e L aa s s R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
R o e RAEEE e
14.00 14.20 14.40 14.60
5000 m/z 55.00 49.73%
111.0

167.0222.0278.0 364.0 437.0488.0

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester AR EEREE L
57.0 14.00 14.20 14.40 14.60
m/z 83.00 41.34%
- \/\Ml\w’\av
1. o 241.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 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 : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 4
R.T. EstConc Area Relative to ISTD R.T.
14.89 14.86 ng 885276 Perylene-d12 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 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2177 (14.892 min): BF098431.D (-2173) (-) m/z 57.00 100.00%
57.0
5000
991 14,60 14.80 15.00 1520
141.1 : : :
ol d b g JA 1832 23022681 3093 | sz 71.05  60.62%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 A-‘-J-\FT'J-----------
14.60 14.80 15.00 15.20
m/z 43.00 56.09%
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 1520
5000 m/z 85.10 44 _.89%
99.0
27.0 141.0 1830 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- EEEE e e SR RARE
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22.41%
- W}L\/\M
0 ‘ J} J ’ d 141. o 182.0211 0 252.0281.0 3220
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 : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.62 4.26 ng 253880 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 70
2 Eilcosane 282 C20H42 000112-95-8 55
3 Tricosane 324 C23H48 000638-67-5 49
4 Heneicosane 296 C21H44 000629-94-7 49
5 Hentriacontane 437 C31H64 000630-04-6 49
Abundance Scan 2471 (16.621 min): BF098431.D (-2467) (-) m/z 57.00 100.00%
57.0
5000
J "' 1640 16.60 16.80 17.00
ol m/z 71.00 61 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 85.0 B o B e
16. 40 16 60 16. 80 17. 00
m/z 43.05 57 .93%
290 \‘ \‘\ il J 13 0}41 0169 0197 0226 0
m/z--> éo 100 150 260 250 360 3%0
Abundance
57.0
"' 1640 16.60 16.80 17.00
5000 85.0 m/z 85.05 55.06%
29.0
o 113.0141.0169.0197.0225.0253.0282.0
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #164579: Tricosane N B B !
57.0 16.40 16.60 16.80 17.00
m/z 41.00 30.51%
5000 85.0 vmeAwwuw,wn¢hJ«v4~\Mﬂ\f\wﬂ\/J\
. 290[ | i ﬂl 141016901970225025302810 32f0
e " " A A " " " 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 : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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

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 unknownl1l7.00 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.00 5.97 ng 355842 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptanoic acid.methvl(tetramet... 228 C12H2402Si 1000217-03-6 22
2 2.7-Dimethvl-1.2.4-triaza-spirol... 199 C9H17N3S 1000275-07-0 15
3 2.3.7-Trimethvl-1H-imidazo(1l.2-a... 199 C12H13N3 1000147-53-1 15
4 4-Methvl-thieno(2.3-b)auinoline 199 C12HONS 059280-92-1 15
5 2-Thia-3,5,6-triazaacenanthrylen. .. 225 C12H7N3S 209617-42-5 11
Abundance Scan 2535 (16.998 min): BF098431.D (-2531) (-) m/z 225.20 100.00%
2
5000
16.60 16.80 17.00 17.20 17.40
(o} m/z 199.10 89.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #84135: n-Heptanoic acid,methyl(tetramethylene)silyl ester
115.0 199.0
43.0
5000 AU B R B
16.60 16.80 17.00 17.20 17.40
m/z 155.05 48.96%
85,0 ‘ ‘ FZ&O
ol \‘\h\\\\ |‘|H|‘|||||||||||||||||||
m/z--> 50 150 200 250 300 350 400
Abundance
199.0
16.60 16.80 17.00 17.20 17.40
5000 156.0 m/z 213.15 46.25%
95.0
41.0 125.0
Ob—r e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #60438: 2,3,7-Trimethyl-1H-imidazo(1,2-a)pyrrolo(3,2-E)pyr... I o e e
199.0 16.60 16.80 17.00 17.20 17.40
m/z 55.00 42 _.17%
5000
0 39“0 \|77n.0m 11‘60‘” \15\70\ I
mz-> 50 100 150 200 250 300 350 400 | | 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path :

Data File : BF098431.D

Aca On - 12 Sep 2017 4:43
Operator : SJ/JU

Sample - 15138-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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

Concentration Rank 14

Peak Number 12 _gamma.-Sitosterol

Relative to ISTD

R.T. EstConc Area
17.06 3.55 ng 211305
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 .aamma.-Sitosterol

2 .beta.-Sitosterol

3 .beta.-Sitosterol acetate

4 Stiamastan-3.5-diene

5 Methyl 12-acetyl-7-desoxycholate

414 C29H500
414 C29H500
456 C31H5202
396 C29H48

448 C27H4405

000083-47-6 90
000083-46-5 64
000915-05-9 32
1000214-16-4 17
055547-48-3 17

Abundance Scan 2546 (17.062 min): BF098431.D (-2541) (-) m/z 43.05 100.00%
43.0
5000 107.1
45.1 213'1 3033 TTT TT 1T TTTT TT 1T T
2852 U8, 3813 16.80 17.00 17.20 17.40
Oty m/z 57.00 61.73%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0
5000 LN L L L LB L
16.80 17.00 17.20 17.40
m/z 55.00 54 _.96%
0,.NJ,Mwm.
m/z--> 0 100 150 200 250 300 350 400 450
Abundance
43.0
R IR e s e
16.80 17.00 17.20 17.40
5000 81.0 m/z 41.00 41 .31%
1450 414.0
290.0 367.0
T T o e e S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate s T T I B
43.0 16.80 17.00 17.20 17.40
m/z 107.10 38.99%
5000
80 o 396.0
oLk baadso 20RO 00 a0 | o0\
m/z--> 5 150 200 250 300 350 400 450 16. 80 17. 00 17. 20 17.40

8270-BF091117.M Tue Sep 12 14:23:08 2017
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Library Search Compound Report

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

Data File : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 2H-Cyclopropa[a]naphthalen-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.47 8.93 ng 532179 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 76
2 4-Allvl-5-pvridin-3-vI1-2.4-dihvd. .. 218 C10H10N4S 1000300-40-5 62
3 2.9-Dimethvl-2.3.4.5.6.7-hexahvd... 203 C14H21N 077581-11-4 60
4 _beta.-Amvrin 426 C30H500 000559-70-6 60
5 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 59
Abundance Scan 2615 (17.468 min): BF098431.D (-2610) (-) m/z 218.20 100.00%
218.2
5000
2571 17.20 17.40 17.60 17.80
ol | k2. B0 M5 /7 203.10  76.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75950: 2H-Cyclopropala]naphthalen-2-one, 1,1a,4,5,6,7,7a,...
218.0
77.0
5000 147.0 L B UL B UL
41.0 17.20 17.40 17.60 17.80
9. m/z 69.00 30.60%
Il
o |HHI“H““.H“.M‘£‘...“.l.... ————
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
17.20 17.40 17.60 17.80
5000 m/z 95.00 28.74%
410 104.0 185.0
73.0 145.0
L L L L WL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #63450: 2,9-Dimethyl-2,3,4,5,6,7-hexahydro-1H-2-benzazonine AR EEEEE RS
203.0 17.20 17.40 17.60 17.80
70.0 m/z 189.10 21 .54%
117.0
5000 60.0
o .J,H..,.... e A A
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 : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 2,2,6-Trimethyl-1-(2-methyl.._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.56 9.75 ng 581262 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 68
2 4-(1.3.3- Trlmethvl bicvclol4.1.0... 206 C14H220 077143-31-8 40
3 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 38
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 35
5 1,4-Methanoazulen-7-o0l, decahydr... 222 C15H260 018319-27-2 30
Abundance Scan 2631 (17.562 min): BF098431.D (-2627) (-) m/z 109.00 100.00%
550  109.0 205.2
147.0
5000
2452 4243 rTrTrTT Trrrfrrrryrrror T
28323141 i | 1720 17.40 17.60 17.80
oty e m/z 55.00 85.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
41.0 95.0
5000 UL BRI R BRI B
34.0 218.0 17.20 17.40 17.60 17.80
0
‘1150 m/z 205.20 82.42%
O-l-i .Mi”.“‘.h‘.‘l|‘.‘...|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance
109.0
43.0 17.20 17.40 17.60 17.80
5000 m/z 95.05 78.84%
149.0
77.0 1010
0"'I""I""I"" T T N R
m/z--> 50 100 150 200 250 300 350 400
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene e e EEEmE
81.0 128.0 17.20 17.40 17.60 17.80
41.0 m/z 41.00 78.09%
5000 191.0
0 .45§9h J y.. . N —
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 : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 unknownl7.78 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.78 20.91 ng 1245790 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 48
2 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 44
3 Guaia-9.11-diene 204 C15H24 1000374-19-8 42
4 Caparratriene 206 C15H26 1000374-08-7 41
5 1-Naphthalenecarboxylic acid, de... 316 C21H3202 001235-39-8 38
Abundance Scan 2668 (17.780 min): BF098431.D (-2661) (-) m/z 55.00 100.00%
5000
sapa263 | 1740 17160 1780 1800
(o} : m/z 95.05 99.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90905: (-)-Isolongifolol, methy! ether
09.0
41.0
5000 LN U AN SUNILE
7.0 480 1890 17.40 17.60 17.80 18.00
' m/z 93.00 97.71%
| im0
m/z--> 50 100 150 200 250 300 350 400
Abundance
410  95.0
17.40 17.60 17.80 18.00
5000 m/z 107 .05 95.59%
134.0 218.0
175.0
e S U L WL LA WL UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #64305: Guaia-9,11-diene e EARRs RS
3.0 17.40 17.60 17.80 18.00
189.0 m/z 81.10 92.76%
5000 41.0 33.0
0 'w'ﬂw"J""l""l" L AR S LN U AN SUNILE I
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

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

Data File : BF098431.D

Aca On : 12 Sep 2017 4:43

Operator : SJ/JU

ﬁ?ggle i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.92 7.43 ng 442905 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 68
2 Caparratriene 206 C15H26 1000374-08-7 49
3 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H251 1000195-85-9 38
4 Methyl 5-ethvlcvclopent-l1-ene-1-... 154 C9H1402 182683-18-7 38
5 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 38
Abundance Scan 2862 (18.921 min): BF098431.D (-2856) (-) m/z 55.00 100.00%

5000

18.60 18.80 19.00 19.20
m/z 95.05 84.99%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan

5000

18,60 18.80 19.00 19.20
m/z 109.10  80.24%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 69.0 95.0
121.0 LILE BNLILIL L LI L L L |
18.60 18.80 19.00 19.20
5000 m/z 81.05 72.42%
163.0
191.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170433: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1.. e  EaRmEamSTT
.0 18.60 18.80 19.00 19.20
410 m/z 69.00 70.92%

5000

235.0 276.0 332.0
R e B EEE s m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF098431.D

Acq On : 12 Sep 2017 4:43

Operator : SJ/JU

3?22'6 i 15138-17 EME-WM-TS003-01
ALS Vial : 21 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 9.8 ng 741347 1 6.67 1508590 20.0
unknown6 .45 6.45 89.7 ng 6763360 1 6.67 1508590 20.0
Benzene, 1,1"-[1-... 10.96 2.6 ng 218466 4 11.18 1680450 20.0
10,18-Bisnorabiet. .. 12.43 2.2 ng 181492 4 11.18 1680450 20.0
Z-5-Nonadecene 13.66 8.0 ng 501029 5 13.81 1247240 20.0
Octatriacontyl pe... 14.29 4.9 ng 306849 5 13.81 1247240 20.0
Heptacosane 14.89 14.9 ng 885276 6 15.22 1191790 20.0
Hexadecane 16.62 4.3 ng 253880 6 15.22 1191790 20.0
unknown17.00 17.00 6.0 ng 355842 6 15.22 1191790 20.0
-gamma.-Sitosterol 17.06 3.5 ng 211305 6 15.22 1191790 20.0
2H-Cyclopropa[a]n... 17.47 8.9 ng 532179 6 15.22 1191790 20.0
2,2,6-Trimethyl-1_.. 17.56 9.8 ng 581262 6 15.22 1191790 20.0
unknownl7.78 17.78 20.9 ng 1245790 6 15.22 1191790 20.0
5-Bromo-4-oxo0-4,5... 18.92 7.4 ng 442905 6 15.22 1191790 20.0
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