LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF082319.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 2.228 16 24 30 rvB 2167079 2926284 51.18% 6.583%
2 5.510 575 582 585 rBY 3053181 3111302 54.42% 6.999%
3 6.510 745 752 755 rBVY 2856366 3401360 59.49% 7.651%
4 6.657 771 777 780 rBVY 3396432 3356300 58.71% 7 .550%
5 6.881 812 815 819 rBY 1001852 884061 15.46% 1.989%
6 7.045 838 843 846 rBVY 2681035 2602619 45.52% 5.854%
7 7.439 904 910 913 rBVY 1936665 2077268 36.33% 4.673%
8 8.163 1028 1033 1035 rBv 1297515 1102261 19.28% 2.479%
9 8.186 1035 1037 1040 rVB 308563 234015 4_.09% 0.526%
10 8.633 1110 1113 1116 rVB 68115 68159 1.19% 0.153%
11 8.810 1137 1143 1144 rBV4 46706 71151 1.24% 0.160%
12 8.857 1147 1151 1153 rBvV2 51047 58046 1.02% 0.131%

13 9.039 1179 1182 1187 rBV4 55550 104844 1.83% 0.236%
14 9.128 1190 1197 1199 rBv4 70809 121910 2.13% 0.274%
15 9.163 1200 1203 1205 rBV3 143246 121883 2.13% 0.274%

16 9.239 1211 1216 1219 rBV 4062179 3417939 59.78% 7.689%
17 9.322 1227 1230 1234 rBV2 350730 334968 5.86% 0.753%
18 9.557 1267 1270 1271 rBV2 67096 73382 1.28% 0.165%
19 9.575 1271 1273 1275 rVV 130985 113959 1.99% 0.256%
20 9.628 1279 1282 1287 rBV2 954467 1014250 17.74% 2.282%

21 9.692 1290 1293 1296 rBV2 224658 259170 4_.53% 0.583%
22 9.792 1307 1310 1312 rBV2 495949 468757 8.20% 1.054%
23 9.816 1312 1314 1315 rVV 357754 270395 4.73% 0.608%
24 9.833 1315 1317 1320 rVB 917938 832530 14.56% 1.873%
25 9.875 1320 1324 1326 rBV2 291033 332612 5.82% 0.748%

26 9.916 1326 1331 1335 rVV2 1451843 1668520 29.18% 3.753%
27 9.969 1337 1340 1344 rVvv2 311143 395122 6.91% 0.889%
28 10.039 1349 1352 1354 rBV 173612 158710 2.78% 0.357%
29 10.263 1388 1390 1393 rVB 372440 294163 5.15% 0.662%
30 10.298 1393 1396 1399 rBV2 369139 484310 8.47% 1.089%

31 10.333 1399 1402 1406 rVB2 1035597 894243 15.64% 2.012%
32 10.386 1408 1411 1416 rVV2 413440 539665 9.44% 1.214%
33 10.704 1462 1465 1468 rBV 1654749 1580215 27.64% 3.555%
34 12.998 1852 1855 1858 rBV 1749456 1547710 27.07% 3.482%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF082319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.298 2412 2416 2422 rVB 1774477 3815955 66.75% 8.584%

36 16.745 2486 2492 2501 rVB 2765891 5717108 100.00% 12.860%

Sum of corrected areas: 44455146
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116529.D

5000000

4000000
6.66

3000000 st 6.51
i 7.05

2.23

2000000 7.44

1000000 6.88

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: BF116529.D

5000000

4000000

3000000

2000000
8.16

1000000

8.638%86 9,013
L o o st
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF116529.D

5000000 1830 1574
4000000
3000000
2000000

1000000

7

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.23 66.20 ng 2926280 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 24 (2.228 min): BF116529.D (-16) (-) m/z 73.10 100.00%
3
5000 43
55 87
37 | & 1| 79 2.20 2.30 2.40 2.50 2.60
Ol O L O e M/Z 43.00  34.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA IUNRIE IR AN AR IR I
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 26.77%
0 Fg 35 || | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.05 24 .05%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 11.46%
5000 A
45
29
ol 39| 5 67 | 101
m/z--> 20 30 40 50 60 % 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.66 Concentration Rank 1

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

6.66 75.93 ng 3356300 1,4-Dichlorobenzene-d4 6.88
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 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 777 (6.657 min): BF116529.D (-771) (-) m/z 132.00 100.00%
5000 68
40 %6 " 640 6.60 680 7.00
54 : : . :
o [ | Aeus | m/z 68.10 40.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U R R R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.73%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
640 6.60 680 7.00
5000 m/z 66.00 26 .85%
33 aa 105
0....|....6|0..7(?.$|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R e S MR e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.51%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | 8 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 12

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

9.32 4.02 ng 334968 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 74
2 Pvrazolol5.1-cl-as-triazine-3-ca... 193 C6H7N70 016111-78-7 27
3 2-Anthracenamine 193 C14H11IN 000613-13-8 27
4 6-Methvlphenanthridine 193 C14H11N 003955-65-5 22
5 1H-Indole, 2-phenyl- 193 C14H11N 000948-65-2 18

Abundance Scan 1230 (9.322 min): BF116529.D (-1227) (-) m/z 193.20 100.00%
193
95 123
41 55 69
5000 8l 109
208 9.00 9.20 9.40 9.60
o m/z 95.10 65.66%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 9% 109 I NARAE SR AR SRR
55 83 137 9.00 9.20 9.40 9.60
m/z 123.10 63.36%
151 208
o . , 165 179 |
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #55540: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a...
193
% 9.00 9.20 940 9.60
5000 162 m/z 41.05 60.34%
52 67 g3 135
0"|"“|'H"N"*l"”l"”hl”"l“"w"J'l”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #55484: 2-Anthracenamine B B
193 9.00 9.20 9.40 9.60
m/z 69.10 58.68%
5000 165
L
o 516170 " | 115126 139 152 ) 176
m/z--> 40 60 80 100 120 140 160 180 200 0.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown9.69 Concentration Rank 15

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

9.69 3.11 ng 259170 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 029788-41-8 35
2 2-1sobutvlideneamino-3-methylbut... 152 C9H16N2 125213-17-4 30
3 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 30
4 3-Hexen-2-one. 3-cvclohexvl-4-et... 208 C14H240 1000150-19-1 25
5 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H200 1000163-96-1 15

Abundance Scan 1293 (9.692 min): BF116529.D (-1290) (-) m/z 193.20 100.00%
193
g5 109
69 g3
5000 41 55 123
9.40 9.60 9.80 10.00
0 m/z 109.10 74 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67974: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl)
95119
41 &5
5000 81 165 L LI R AL U
69 9.40 9.60 9.80 1000
29 ‘ 123 m/z 95.10 68.09%
o IS O 1 O Y N G <
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #26135: 2-Isobutylideneamino-3-methylbutyronitrile
82 109
55
9.210 9.|60 9.|80 10.'00
5000 m/z 69.10 56.79%
41
27 % 95 137
0...|.l..‘l‘...“.|.H.‘..|‘l..‘.|....];2.3...“.:.[?2. R R s I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17564: 2,6—Heptadiena|, 2,4- dlmethyl LI L L L L N B
43 97 109 9.40 9.60 9.80 10.00
69 m/z 83.10 53.00%
5000
123
15 7] H\ | T e
0...,ﬂh.pa J‘ | ‘” e o L A B S
m/z--> 20 40 0 100 120 140 160 180 200 220 9.40 9.60 9.80 1000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 10

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

9.79 5.62 ng 468757 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 91
2 Disparlure 282 C19H380 029804-22-6 22
3 Tricvclol4.4.0.0(2.7)ldecan-3-on... 208 C13H2002 062648-63-9 22
4 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 20
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 15

Abundance Scan 1310 (9.792 min): BF116529.D (-1307) (-) m/z 69.10 100.00%
5000
207 N —
292 9.40 9.60 9.80 10.00 10.20
o} m/z 109.10 87 .15%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 SR N IULIULN SURBLN I
9.40 9.60 9.80 10.00 10.20
m/z 41.10 77 .47%
208
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129459: Disparlure
69
9.40 9.60 9.80 10.00 10.20
5000 m/z 83.10 76 .73%
141 183
o 27717155169 | 197211225239 264 282
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67757: Tricyclo[4.4.0.0(2,7)]decan-3-one, 1-methoxy-2,6-d... B B o
193 9.40 9.60 9.80 10.00 10.20
m/z 193.20 76 .59%
105
5000 91 137
151165 208
0 I""I""I""I""I""I""I"‘II """' IS S D B B [rrrrprrr T T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 14

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

9.82 3.24 ng 270395 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 95
2 photocitral B 152 C10H160 006040-45-5 49
3 4-Triethvlsilvlbut-1-en-3-vne 166 C10H18Si 001693-70-5 38
4 2H-3.9a-Methano-1-benzoxepin. oc... 222 C15H260 005956-09-2 35
5 Cyclohexanol, 4-ethyl-4-methyl-3... 184 C12H240 055869-52-8 27

Abundance Scan 1315 (9.822 min): BF116529.D (-1312) (-) m/z 109.10 100.00%
5000
" '9.60 9.80 10.00 10.20
o} m/z 123.10 96.47%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethyInaphthalene
95 109 123 207
69
81 137 193
5000 LR L UL SULRUSN SR
55 9.60 9.80 10.00 10.20
151 222 m/z 95.10 87 .40%
Ll L T | ] ]
Ol"“l"'w'!'w"deh"F' T e
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25079: photocitral B
69 & 123
41 109 137 R R RN SN B
9.60 9.80 10.00 10.20
5000 55 95 m/z 193.15 82.15%
152
L U R UL B B B S S SRS
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35010: 4-Triethylsilylbut-1-en-3-yne B R maet e S
a1 109 9.60 9.80 10.00 10.20
137 m/z 81.05 77 .51%
5000
55
7 #L Tl |
0 .“.‘.. S U v | O .
mz-> 20 40 60 80 100 120 14'10 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown9.83 Concentration Rank 7

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

9.83 9.98 ng 832530 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Undecenol. 2.10-dimethvl- 198 C13H260 1000131-86-0 35
2 1.2-Dodecanediol 202 C12H2602 001119-87-5 35
3 Cvclohexanone. 2-(l-mercapto-1-m... 186 C10H180S 033281-91-3 27
4 1-Bromo-1-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 25
5 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 25

Abundance Scan 1316 (9.828 min): BF116529.D (-1315) (-) m/z 193.20 100.00%
193
69 97
41 83
5000
153165176 " '9.60 9.80 10.00 10.20
o 129142 219 m/z 69.10 68.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59804: 9-Undecenol, 2,10-dimethyl-

41 60

55 109

5000

9.60 980 1000 1020
124 m/z 97.10 65.72%
137 151 165 180 198

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62617: 1,2-Dodecanediol
55 69 83 97
LA mn o B e
43 9.60 9.80 10.00 10.20
m/z 41.10 53.96%
5000 29 171
111
ol il My g ) A25288 452
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49945: Cyclohexanone, 2-(1-mercapto-1-methylethyl)-5-meth... REmaEES RS S
41 69 9.60 9.80 10.00 10.20
m/z 83.10 52.64%
109
5000 55 | 81
152
27
R i
AN YA Y Y e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9. 80 10 00 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown9.97 Concentration Rank 11

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

9.97 4.74 ng 395122 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazolidin-2-one. 1-(2-fluorob... 208 C10H9FN202 1000310-62-2 47
2 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 45
3 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-17-5 42
4 3-Fluorobenzoic acid. N*-T1-(2-f... 345 C17H13F2N303 1000304-52-3 42
5 Cyclohexanone, 2,5-dimethyl-2-(1... 166 C11H180 006711-26-8 40

Abundance Scan 1340 (9.969 min): BF116529.D (-1337) (-) m/z 123.10 100.00%
5000
69
55
a1 81 95 149 . ANV VINAATT
137 193 9.60 9.80 10.00 10.20
175
o b BOLL L) 222234 L7769 10 38.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67260: Imidazolidin-2-one, 1-(2-fluorobenzoyl)-
123
5000 SRS SRR UM UNAERE B
95 9.60 9.80 10.00 10.20
75 208 m/z 55.10 33.37%
o..,....T?.u-.ﬁs,.=.-.-|.,...:,.199. Asosaes ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethy!-
123
43 R N BN UL B
9.60 9.80 10.00 10.20
5000 m/z 95.10 32.18%
55 7 81 % 10 165
0 T ""|H \“H \M\ H‘H\ ‘H\ HH .”l .}.3?.%?2. .‘. I:!'8O”” AR
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #67754: 2,6 Naphthalenedione, octahydro-1,1,8a-trimethyl-,... L B o
123 9.60 9.80 10.00 10.20
208 m/z 41.00 31.55%
5000
41 55 69 o
81 7109 | 137 152
166 , - 193
0 “ ‘M \‘HH\‘M \H‘ ‘H“::‘:‘:::‘: III:!'?OIII‘IIIIIIIIIIIII R RN EEEEE
m/z--> 20 60 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20

8270-BF082319.M Mon Aug 26 19:09:13 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 10 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 13

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

10.26 3.53 ng 294163 Acenaphthene-d10 9.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 90
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 60
3 photocitral B 152 C10H160 006040-45-5 38
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 35
5 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 30

Abundance Scan 1390 (10.263 min): BF116529.D (-1388) (-) m/z 123.10 100.00%
69 123
81 193
109
41 9 o
5000
10.00 10.20 10.40 10.60
o} m/z 69.10 85.16%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95 109 123 207
69
81 137 193
5000 55 LN L L L LB L
10.00 10.20 10.40 10.60
151 222 m/z 81.10 78.96%
165
04
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
A R ama
123 10.00 10.20 10.40 10.60
5000 69 95 109 m/z 193.20 71.24%
55 83 137
151 208
% i
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #25079: photocitral B e e s m =
6o & 123 10.00 10.20 10.40 10.60
41 109 137 m/z 109.10 67.23%
5000 55 95
152
| N
m/z--> 40 60 80 100 120 140 160 180 200 220 10. OO 10 20 10. 40 10.60

8270-BF082319.M Mon Aug 26 19:09:14 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknownl10.30 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.30 5.81 ng 484310 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
2 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CI0Si 1000363-12-7 30
3 Benzhvdrazide. N2-(bicvclol2.2.1... 258 C15H15FN20 1000274-01-8 27
4 4H-1.3.2-Dioxaborin, 4-ethenvl-2_... 208 C12H21B02 074630-04-9 16
5 diallyl(2,2,4a,7,7-pentamethyl-1. .. 384 C19H33N204P 1000187-42-4 12
Abundance Scan 1396 (10.298 min): BF116529.D (-1393) (-) m/z 193.20 100.00%
193
123
5000
217 NN BN S
232 10.00 10.20 10.40 10.60
o} m/z 123.10 71.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
123
5000 LR AR SRR BN S
150 10.00 10.20 10,40 10.60
95 m/z 69.10 60.81%
ol 27 42 55 75 | 109 | 136 | 164178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78627: Silane, chlorodiethyl(2-methylpentyloxy)-
109
193
123 RN BN R
10.00 10.20 10.40 10.60
5000 83 m/z 109.10 55.73%
65 151
0---.----‘.”---‘h‘-‘-“--.‘-‘-kﬁ--‘--.‘-‘--1-37----.--1-7-5-‘--‘4 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109087: Benzhydrazide, N2-(bicyclo[2.2.1]hept-2-en-5-yIme... R R B
123 10.00 10.20 10.40 10.60
m/z 55.10 48 _.52%
5000 193
66 95 139
o 39 53 °0 79 | 108], | 152165179 217_239 258
m/z--> 20 40 60 80 100 120 140 1('30 180 200 220 240 260 10.00 10.20 10,40 10.60

8270-BF082319.M Mon Aug 26 19:09:14 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.33 10.72 ng 894243 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4.11lundeca-3... 222 C13H1803 070412-52-1 53
2 1H-Pvrazole. 1.3.4.5-tetramethvl- 124 C7H12N2 001073-20-7 43
3 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 42
4 3-Fluorobenzoic acid. 1-cvclopen... 236 C14H17F02 1000279-04-7 37
5 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02 1000280-68-6 37
Abundance Scan 1401 (10.327 min): BF116529.D (-1399) (-) m/z 123.10 100.00%
123
69
5000 41 55 81 95 109
7 | 222 1000 1055 1040 10580
161 : : : :
o %WM m/z 69.10 55.59%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
123
43
5000 179 LUV AR SRR SRS
109 I~ 10,00 10.20 10.40 10.60
137 m/z 41.10 47 .15%
ol ol S [ sl | a7
s 3w B 10 10 1 1 1o 2o 230 2k
Abundance #10378: 1H-Pyrazole, 1,3,4,5-tetramethyl-
123
10.00 10.20 10.40 10.60
5000 109 m/z 55.10 46.26%
5668
82
0,.H”w.”.,”.uﬂ.?i.ﬁn e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl- R R mamEE
123 10.00 10.20 10.40 10.60
43 m/z 109.10 44 .84%
5000
55 57 81 % 10 165
0 i \“H \M\ H‘m ““\ HH Hllfl?7|]|'5|2| .‘..:!-80........“...'.... e
m/iz--> 20 40 100 120 140 160 180 200 220 240 10,00 10.20 10.40 10.60

8270-BF082319.M Mon Aug 26 19:09:15 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknownl10.39 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.39 6.47 ng 539665 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorophenvl isocvanate 137 C7H4FNO 001195-45-5 30
2 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 25
3 Cvclopentane. l-methvl-3-(2-meth... 138 C10H18 075873-01-7 25
4 6-Octen-1-ol. 3.7-dimethvl-. for... 184 C11H2002 000105-85-1 25
5 Succinic acid, 3,7-dimethyloct-6... 340 C20H3604 1000353-33-9 18
Abundance Scan 1412 (10.392 min): BF116529.D (-1408) (-) m/z 137.10 100.00%
109
5000
193
222 LN SRR SUNILR I
1 471 207 | 236 10.00 10.20 10.40 10.60 10.80
(o} m/z 109.10 67.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16620: 4-Fluorophenyl isocyanate
137
109
5000 U DR SURIN I
82 10.00 10.20 10,40 10.60 10.80
m/z 55.00 52.98%
) n--ll-"??.,l..l??,. L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
3 7 109
69 UNMUVR AR RN
10.00 10.20 10.40 10.60 10.80
5000 m/z 69.10 45_.80%
123
L s
0.”,ﬂﬂqhntpyﬂlhhH.W.“.”,”.w.”...” e
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #17002. Cyclopentane, 1-methyl-3-(2-methyl-1-propenyl)- B B o
67 81 10.00 10.20 10.40 10.60 10.80
m/z 41.05 39.28%
41 95
5000 123
27 138
109
o B ) N, e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,00 10.20 10,40 10.60 10.80

8270-BF082319.M Mon Aug 26 19:09:15 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 5

Peak Number 14

unknownl1l6.30

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

16.30 20.00 ng 3815960 Perylene-di12 15.55

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 38
2 28-Nor-17 .beta. (H)-hopane 398 C29H50 036728-72-0 35
3 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HON7 017539-50-3 25
4 3-Fluoro-4-trifluoromethvlbenzoi... 380 C15H6CI2F403 1000357-35-8 25

5 1,4-Benzenediol, 2-[(1,4,4a,5,6,...

314 C21H3002

039707-55-6 25

m/z 191.20 100.00%

@

16.00 16.20 16.40 16.60

m/z 95.10 44 _56%

:

T I T T
16.00 16.20 16.40 16.60

m/z 177.10 44 _29%

%

16.00 16.20 16.40 16.60

m/z 81.10 41 _.58%

:

16.00 16.20 16.40 16.60

m/z 123.10 33.56%

t

Abundance Scan 2416 (16.298 min): BF116529.D (-2412) (-)
191
5000 95
69 123
4l 163 383
ol 217 245 287 327349 409 449
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191
5000 109
137
| ‘ ul163 A7 o 355 383
o] RENN—— A Y ,hL..'....,....,..u.,....,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000
109 135
t i 163] | 217 e
260 355
I ' S - oo AN
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53953: 2,4,7-Pteridinetriamine, 6-methyl-
191
5000
43 150
|68 ]
0 W..ﬁﬂh#ﬂpa.u.\.ﬂ. T T T T T
m/z--> 50 100 150 200 250 300 350 400 450

T I T T
16.00 16.20 16.40 16.60

8270-BF082319.M

Mon Aug 26 19:09:16 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116529.D

Aca On : 25 Aug 2019 13:59

Operator : HP/JU

Sample : K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 _beta.-iso-Methyl ionone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.74 29.96 ng 5717110 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 68
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 53
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 42
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 38
Abundance Scan 2491 (16.739 min): BF116529.D (-2486) (-) m/z 191.20 100.00%
191
- I ]\.JL
69 | 123
4 103 16.40 16.60 16.80 17.00
218 397 . . . .
ol 259 287 313 340 369 427452 m/z 95.10 47 46%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #66096: .beta.-iso-Methyl ionone
191
5000] 28 AUV R
16.40 16.60 16.80 17.00
g5 135163 m/z 81.10 37.57%
N
0 "F“l“LhJ'w'““ S SRS SR L SR S
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191
16.40 16.60 16.80 17.00
5000 43 m/z 69.10 33.40%
123
o % l 149
0 .J,“."*.“.*.M,MJ..*‘L‘L.‘.“. |‘....|....l....l....l....l...
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) L e e
191 16.40 16.60 16.80 17.00
m/z 123.10 28.76%
- il j\\w‘/\\/\/\wnf\\\\,v
29
‘ 93 121 149
0 ..‘.d‘l“‘.”‘.“.‘.Hil‘L.‘.h.“.!‘.‘.‘1. e — e
m'z--> 0 50 100 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00

8270-BF082319.M Mon Aug 26 19:09:16 2019 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082519\
Data File : BF116529.D

Acq On : 25 Aug 2019 13:59

Operator : HP/JU

Sample - K4339-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_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]
Butane, 2-methoxy... 2.23 66.2 ng 2926280 1 6.88 884061 20.0
unknown6 .66 6.66 75.9 ng 3356300 1 6.88 884061 20.0
Decahydro-4,4,8,9... 9.32 4.0 ng 334968 3 9.92 1668520 20.0
unknown9 .69 9.69 3.1 ng 259170 3 9.92 1668520 20.0
Decahydro-4,4,8,9... 9.79 5.6 ng 468757 3 9.92 1668520 20.0
Decahydro-8a-ethy. .. 9.82 3.2 ng 270395 3 9.92 1668520 20.0
unknown9 .83 9.83 10.0 ng 832530 3 9.92 1668520 20.0
unknown9 .97 9.97 4.7 ng 395122 3 9.92 1668520 20.0
Decahydro-8a-ethy... 10.26 3.5 ng 294163 3 9.92 1668520 20.0
unknown10.30 10.30 5.8 ng 484310 3 9.92 1668520 20.0
2,11-Dioxabicyclo... 10.33 10.7 ng 894243 3 9.92 1668520 20.0
unknown10.39 10.39 6.5 ng 539665 3 9.92 1668520 20.0
unknown16 .30 16.30 20.0 ng 3815960 6 15.55 3815960 20.0
-beta.-iso-Methyl... 16.74 30.0 ng 5717110 6 15.55 3815960 20.0
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