LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D
Aca On : 12 Jun 2015 5:19 Instrument :
Operator : TP/1Z E?Afs el

- _ lentosampleld :
3?22'6 : G2588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 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-BF061115.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

2.353 100 102 130 rVB 664165 1433299 6.38% 2.711%
6.353 449 452 458 rBvV 120258 230694 1.03% 0.436%
rBv 761700 1904882 8.47% 3.604%
7.405 524 544 548 rVV 2896881 22478628 100.00% 42.524%
7.473 548 550 556 rvB 181941 342331 1.52% 0.648%
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7.908 586 588 593 rBvV 232864 254642 1.13% 0.482%
8.136 603 608 613 rBvV 530818 902158 4.01% 1.707%
rBv 609626 514841 2.29% 0.974%
10.308 796 798 800 rBV 429633 375596 1.67% 0.711%
10.354 800 802 804 rvB 177516 236907 1.05% 0.448%
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11 10.456 809 811 814 rBv2 578359 630271 2.80% 1.192%
12 11.451 896 898 900 rBv2 1191002 1374694 6.12% 2.601%
13 11.611 909 912 915 rVB 120983 258134 1.15% 0.488%
14 11.691 915 919 925 rVB 519686 1074028 4.78% 2.032%
15 11.817 928 930 932 rBV 652597 748328 3.33% 1.416%

16 11.862 932 934 936 rBV 4250345 3767254 16.76% 7.127%
17 11.965 941 943 945 rVvV 789137 660070 2.94% 1.249%
18 12.148 957 959 961 rBvV 971801 841688 3.74% 1.592%
19 12.308 971 973 974 rBV 246267 230683 1.03% 0.436%
20 12.342 974 976 978 rVB 598018 584909 2.60% 1.106%

21 12.491 983 989 995 rBV2 1150336 1670822 7.43% 3.161%
22 12.697 1005 1007 1011 rVB 295498 258432 1.15% 0.489%
23 12.868 1017 1022 1024 rBV2 646941 1002532 4._.46% 1.897%
24 12.914 1024 1026 1031 rVB 2163475 2108041 9.38% 3.988%
25 13.040 1036 1037 1043 rVB3 173068 383452 1.71% 0.725%

26 13.577 1082 1084 1087 rBV2 160395 385632 1.72% 0.730%
27 13.748 1097 1099 1101 rBV2 127820 262487 1.17% 0.497%
28 13.794 1101 1103 1106 rVvVv 349592 478875 2.13% 0.906%
29 13.862 1106 1109 1113 rVB3 114693 264518 1.18% 0.500%
30 13.943 1114 1116 1118 rVV 198161 311671 1.39% 0.590%

31 14.000 1118 1121 1127 rVV3 286904 737913 3.28% 1.396%
32 14.125 1129 1132 1133 rVV2 344393 615667 2.74% 1.165%
33 14.160 1133 1135 1139 rVV 557054 954115 4.24% 1.805%
34 14.251 1141 1143 1146 rVV2 172725 322462 1.43% 0.610%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\

Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

3?22'6 : G2588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 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:\HPCHEM1I\BNA F\METHODS\8270-BF061115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.320 1146 1149 1157 rVV2 653587 1505688 6.70% 2.848%
36 14.640 1172 1177 1182 rBV2 294223 876855 3.90% 1.659%

37 14.925 1199 1202 1209 rVB 771464 1078713 4._80% 2.041%
38 16.834 1365 1369 1378 rBV 508325 799704 3.56% 1.513%

Sum of corrected areas: 52861616
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF061115\

BF079921.D

12 Jun 2015 5:19

TP/1Z

62588-01 5X

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

1506033184-185-186-COMP.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\

Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

ﬁ?ggle : G2588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Thiophene, 2-ethyl- Concentration Rank 5

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

8.14 35.05 ng 902158 Naphthalene-d8 8.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvl- 112 C6H8S 000872-55-9 53
2 4-Hepten-3-one. 2.6-dimethvl- 140 C9H160 056259-14-4 50
3 2-(Diethvlamino)acetonitrile 112 C6H12N2 003010-02-4 45
4 3-Pentenoic acid. 2.2.4-trimethvl- 142 C8H1402 004177-03-1 42
5 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 42

Abundance Scan 608 (8.136 min): BF079921.D (-603) (-) m/z 97.05 100.00%
g7
5000 41 ﬁ gs
o Tl 7.80 8.00 8.20 8.40
...,....,...l'.',.-.|..f‘?.. ,..I.,...l.?g..l?.“,.... 2ok | m/z 41.10  43.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6261: Thiophene, 2-ethyl-
97
5000 AR SRR AR R
112 7.80 8.00 8.20 8.40
45 m/z 111.10 24 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
7.80 800 820 8.40
5000 a1 m/z 69.10 17.96%
69 140
55 °% g3 125
W@mwwmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6132: 2-(Diethylamino)acetonitrile L e e e
4 97 7.80 8.00 8.20 8.40
m/z 112.10 17.07%
5000
69
2( 112 Jk
}%VL'N'“l““?%'l'”'VH'V'“ BB SRS SRS SARAN SRASE BURA BN AR SRR R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.80 8.00 820 8.40
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8270-BF061115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 2 _alpha.-Caryophyllene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.31 11.92 ng 375596 Acenaphthene-d10 10.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Carvophvllene 204 C15H24 006753-98-6 97
2 1.4.7.-Cvcloundecatriene. 1.5.9.... 204 C15H24 1000062-61-9 91
3 1.6-Octadien-3-0l. 3.7-dimethvl-... 273 C17H23N02 007149-26-0 59
4 Bicvclol3.1.0lhexan-2-ol. 2-meth... 154 C10H180 017699-16-0 53
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 50
Abundance Scan 798 (10.308 min): BF079921.D (-796) (-) m/z 93.10 100.00%
5000
147 N 1090 1040 100en
10.00 10.20 10.40 10.60
161 175 189 204 m/z 80.10 32.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58683: .alpha.-Caryophyllene
93
5000 UASUNESUUNARE
80 121 10.00 10.20 10.40 10.60
41 m/z 121.10 27 .87Y%
55 67 10 ‘ 13624 204 ‘ 0
R |U| "l ‘: : |H| | |“i‘| IHIHI Im\l | Ml‘: I\I‘I _— : |‘i : |1|6:!-|]|-7|5 |1|8?| | l -
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
93
10,00 10.20 10.40 10.60 |
5000 m/z 41.10 21.91%
i 121 147
107
29 41 55 67 136 161 175 189 204
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #102398: 1,6-Octadien-3-ol, 3,7-dimethyl-, 2-aminobenzoate T
4 93 10.00 10.20 10.40 10.60
m/z 91.10 20.15%
5000
121
105
. }?,.MM Iw w M M . LI T I}?Glllﬁﬂ S
m/z--> 20 100 120 140 160 180 200 10.00 10.20 10.40 10.60

Jun 12 18:49:10 2015

1506033184-185-186-COMP.

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 4

Peak Number 3 unknownll.45

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

11.45 41_.65 ng 1374690 Phenanthrene-d10 11.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a.9-Dimethvldodecahvdrocvclohep... 234 C16H260 1000189-38-7 38
2 Dihvdrocarveol (fr.1) 154 C10H180 1000292-82-8 10
3 Bicvclol6.1.01nonane. 9-(l-methv... 164 C12H20 056666-90-1 10
4 cis-Sabinenehvdrate 154 C10H180 015826-82-1 9

5 Cyclohexanol, 2-methylene-3-(1-m... 196 C12H2002 054845-30-6 9

81 234

5000

Abundance Scan 898 (11.451 min): BF079921.D (-896) (-)
a3
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance 78692: 3a,9-Dimethyldodecahydrocyclohepta[d]inden-3-one

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 o
29 197 136
5000
57
154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #32016: Bicyclo[6.1.0]nonane, 9-(1-methylethylidene)-
4 67
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 43.10 100.00%

11.20 11.40 11.60 11.80

m/z 41.10 69.16%

11.20 11.40 11.60 11.80

m/z 69.10 51.89%

11.20 11.40 11.60 11.80

m/z 149.05 43.62%

11.20 11.40 11.60 11.80

m/z 39.10 41.62%

11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\

Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

ﬁ?ggle : G2588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4(1H)-Pyridone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.61 7.82 ng 258134 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4(1HY-Pvridone 95 C5H5NO 000108-96-3 52
2 Ketone. 1.5-dimethvlbicvclol2.1.... 138 C9H140 024081-57-0 52
3 2-Isopropvlimidazole 110 C6H10N2 036947-68-9 50
4 Bicvclol2.2.1Theptane. 2-(1.1-di... 164 C12H20 069219-08-5 50
5 2-Norbornyl bromide 174 C7H11Br 029342-65-2 50
Abundance Scan 912 (11.611 min): BF079921.D (-909) (-) m/z 95.10 100.00%
95
5000
i 55 o 09
81 168
122135147 203 11.20 11.40 11.60 11.80 12.00
1020 Tnsz 41.10  31.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2612: 4(1H)-Pyridone
95
5000 11.20 11.40 11.60 11.80 12.00
67 m/z 67.10 23.85%
50
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
95
11.20 11.40 11.60 11.80 12.00
5000 m/z 68.10 16.14%
43 . 67
& 9 110123 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5584: 2-1sopropylimidazole R ERanEEEEE R
95 11.20 11.40 11.60 11.80 12.00
m/z 109.05 15.49%
5000
110
15 2\\7 h” 54 6\\9 82 Al ‘
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80 12.00
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8270-BF061115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 3,7-Nonadien-2-ol, 4,8-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.69 32.54 ng 1074030 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7-Nonadien-2-ol. 4.8-dimethvl- 168 C11H200 067845-50-5 64
2 Neric acid 168 C10H1602 004613-38-1 53
3 2-Methvlpropenoic acid. 2.2.3.4.... 250 C8H8F602 036405-47-7 53
4 2-Octene. 2-methvl-6-methvlene- 138 C10H18 010054-09-8 53
5 2-Butenoic acid, 2-propenyl ester 126 C7H1002 020474-93-5 52
Abundance Scan 919 (11.691 min): BF079921.D (-915) (-) m/z 69.10 100.00%
69
5000 41 ﬁ S
81 95 109 168 194 11.40 11.60 11.80 12.00
121 137150 180 207 221 236 250 /7 41.10 47 86%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34639: 3,7-Nonadien-2-ol, 4,8-dimethyl-
M 69
11.40 11.60 11.80 12.00
m/z 168.10 12 .95%
\\ Al $\ I 1231?5 150 108
i | | ll I o m \ |
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69
41
11.40 11.60 11.80 12.00
5000 m/z 95.10 10.45%
100
53 | 8 123135 150 168
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88685: 2-Methylpropenoic acid, 2,2,3,4,4,4-hexafluorobuty...
69 11.40 11.60 11.80 12.00
m/z 67.10 9.47%
41
5000
250
55 | 83 % 113 145 199 235
mz-> 20 45 60 80 160 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00

Jun 12 18:49:18 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\

Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

ﬁ?ggle : G2588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownll.82 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.82 22 .67 ng 748328 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butvne. 1l-methoxv- 84 C5H80 002768-41-4 41
2 2-Butene. l-chloro-2-methvl- 104 C5HOCI 013417-43-1 35
3 2-0ctvne 110 C8H14 002809-67-8 25
4 6.7-Dimethvl-triazolo(4.3-bY(1.2... 149 C6H7N5 061139-73-9 25
5 2.alpha., 4a.beta., 8a.beta.-Dec... 154 C10H180 001424-37-9 25
Abundance Scan 930 (11.817 min): BF079921.D (-928) (-) m/z 41.10 100.00%
4 57 136
149 248
77 91 191
5000
107121 173 215 233
11.60 11.80 12.00 12.20
m/z 136.00 99.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1390: 2-Butyne, 1-methoxy-
69
53
5000 A
39 11.60 11.80 12.00 12.20
m/z 57.10 92 .68%
2 83
1
m/z--> 20 40 60 86 100 120 140 160 180 200 220 240
Abundance
41 69
11,60 11.80 12.00 12.20
5000 m/z 69.10 79.88%
104
27 55
89
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 |
Abundance #5742: 2-Octyne
4 81 11.60 11.80 12.00 12.20
27 67 m/z 149.10 72.73%
95
5000 4
A ,\\ 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20
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8270-BF061115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 7 8-Isopropyl-1,3-dimethylphe... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.86 114.15 ng 3767250 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Isopropvl-1.3-dimethvlphenanth... 248 C19H20 135886-06-5 56
2 1.4-Naphthoauinone. 6-acetvl-2.5... 248 C12H806 013379-24-3 38
3 Pvrazine. tetrakis(l-methvlethvl)- 248 C16H28N2 072119-29-0 38
4 Pvrazine., 2.3-dimethvl-5-(1-meth... 164 C10H16N2 032263-00-6 35
5 4,4,5%,5"-Tetramethyl-bicyclohex... 248 C16H2402 010517-07-4 35

Abundance Scan 934 (11.862 min): BF079921.D (-932) (-) m/z 136.10 100.00%
136 248
4l 191
5000 69
> 16 N YA
zhg 11.60 11.80 12.00 12.20
Gl 282 828 238 m/z 248.20 93.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #87380: 8-1sopropyl-1,3-dimethylphenanthrene
248
5000 LR SRR S UL UL
218 11.60 11.80 12.00 12.20
‘ m/z 233.15 70.64%
..3.9| 76 \\“\M }52..8‘9‘9|H‘.m..".|....|....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
248
11,60 11.80 12.00 12.20
5000 m/z 41.10 63.15%
43 205
9
95 124151177
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #87304: Pyrazine, tetrakis(1-methylethyl)-
248 11.60 11.80 12.00 12.20
m/z 191.10 55.42%
41
5000
220
67
't'ﬁ'LLg3lzolﬁ7"??ﬁ'l'k DY R S SN SRR S
m/z--> 50 100 150 200 250 300 350 400 450 500 11.60 11.80 12.00 12.20

Jun 12 18:49:23 2015
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8270-BF061115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6-Methoxyfuro[2,3-h]chromen... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.15 25.50 ng 841688 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methoxvfurol2.3-h1chromen-2-one 216 C12H804 000483-66-9 55
2 Benzocvclododecene., 5.6.7.8.9.10... 216 C16H24 007125-10-2 55
3 Benzofurol3.2-dlovrimidin-4(3H)-... 216 C11H8N203 329210-45-9 52
4 Benzofuran. 5-cvclohexvl-2.3-dih... 216 C15H200 054815-15-5 43
5 7H-Furo[3,2-g][1]benzopyran-7-on... 216 C12H804 000484-20-8 22

Abundance Scan 959 (12.148 min): BF079921.D (-957) (-) m/z 216.20 100.00%
91 131
5000
933 11.80 12.00 12.20 12.40
m/z 91.10 82.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66768: 6-Methoxyfuro[2,3-h]chromen-2-one
216
5000
201 11.80 12.00 12.20 12.40
145 3]88 m/z 131.10 80.81%
1528 516375 8 108 129 | 159 “ | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
11.80 12.00 12.20 12.40
5000 118131 216 m/z 145.10 63.09%
91
4 55 g 145
7 159 173 188201
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66643: Benzofuro[3,2-d]pyrimidin-4(3H)-one, 8-methoxy-
216 11.80 12.00 12.20 12.40
m/z 173.20 61.16%
5000 201
63 145 1
3051 75 %102 1 135" 100 | 188 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

Jun 12 18:49:26 2015

1506033184-185-186-COMP.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\

Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

ﬁ?ggle : G2588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pyrene, hexadecahydro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.34 17.72 ng 584909 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 58
21.2.3.4.5.6-Hexahvdro-1.1.5.5-te... 218 C15H220 023747-14-0 38
3 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 35
4 Pvrrolol2.3-blindole. 1.2.3.3a.8... 218 C13H18N20 046479-70-3 27
57,7,8,8-Tetramethylbicyclo[4.2.0... 190 C12H1402 077627-51-1 25
Abundance Scan 976 (12.342 min): BF079921.D (-974) (-) m/z 218.20 100.00%
218
4 96
203
5000 53 67 g1

236 12.00 12.20 12.40 12.60
m/z 96.10 64 .85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #68256: Pyrene, hexadecahydro-
218
i L
5000
- 67 o9 175 12.00 12.20 12.40 12.60
121 135 189 m/z 41.10 61.75%
‘ ‘ ‘ ‘H 107 148161 |
ool Wb W b b T s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
175
218
162 12.00 12.20 12.40 12.60
5000 147 m/z 203.10 51.57%
41 01 133
55 69 105 119 189 203
B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68242: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a, ...
218 12.00 12.20 12.40 12.60
203 m/z 175.10 51.43%
5000 147 161
a1 ' 105 119 175
i H ‘ ‘ N
M”I\”\, M LU ,m bl Lase | L
m/z--> 20 40 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60

8270-BF061115.M Fri Jun 12 18:49:28 2015 Page: 12



8270-BF061115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 Dehydro-cohumulinic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.49 50.63 ng 1670820 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehvdro-cohumulinic acid 234 C14H1803 1000041-27-1 93
2 Spiro(l.3-benzodioxole-2.1"-cvcl... 234 C13H1404 056011-74-6 38
3 Spirol4H-1.3.2-benzodioxaborin-4... 234 C14H23B02 062238-27-1 30
4 dl-9-Cvano-2-oxo-cis-decalin sem... 234 C12H18N40 002740-39-8 30
5 Oxazolidine-2,4-dione, 5-[4-(eth... 234 C12H14N203 1000158-67-0 30

Abundance Scan 989 (12.491 min): BF079921.D (-983) (-) m/z 95.10 100.00%
191 219
5000
12.20 12.40 12.60 12.80
299 2 309 m/z 219.10 93.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #78484: Dehydro-cohumulinic acid
191 234
219
5000 57 95 12.20 12.40 12.60 12.80
4T ‘ 79 123 m/z 191.10 92.91%
N -7 1
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191
1220 12.40 12.60 12.80
5000 81 234 m/z 43.10 71.08%
53
97 119137154 217
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #78544: Spiro[4H-1,3,2-benzodioxaborin-4,1'-cyclohexane], ... T T
191 12.20 12.40 12.60 12.80
m/z 79.10 64 .75%
5000
234
28 43 79 107 135 163 . 206
mz-> 20 45 60 80 100 120 150 1éo 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

Jun 12 18:49:31 2015

1506033184-185-186-COMP.

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\

Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

ﬁ?ggle : G2588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl12.70 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.70 7.83 ng 258432 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-butvltetrahvdro- 128 C8H160 001004-29-1 46
2 Pentane. 2-bromo- 150 C5H11Br 000107-81-3 43
3 Valeric acid. 2-tetrahvdrofurvim... 186 C10H1803 005451-86-5 37
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 37
5 Butyric acid, 3-pentadecyl ester 298 C19H3802 1000280-57-3 28
Abundance Scan 1007 (12.697 min): BF079921.D (-1005) (-) m/z 43.10 100.00%
5000
180 L AL A
109 154 209 235 306 12.40 12.60 12.80 13.00
el e 2o 20 0 Tm/z 71.10  83.54%
miz-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12176: Furan, 2-butyltetrahydro-
7
5000
43 12.40 12.60 12.80 13.00
27 m/z 69.10 38.79%
‘ ﬂm w o 97 128
m>6%&mmmmmmmﬁmmﬁmﬁ
Abundance
8 4
12.40 12,60 12.80 13.00
5000 97 m/z 41.10 31.28%
107123 150
m/z-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #46463: Valeric acid, 2-tetrahydrofurylmethy! ester AR B o
7 12.40 12.60 12.80 13.00
m/z 180.10 26 .68%
5000
43
27 || 91 117 144
m>6%&&mmmmmmmmmﬁmﬁ 12.40 12.60 12.80 13.00

8270-BF061115.M Fri Jun 12 18:49:34 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\

Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

ﬁ?ggle : G2588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Cyclopenten-1-one, 3-hydr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.87 30.38 ng 1002530 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclopenten-1-one. 3-hvdroxv-2... 248 C15H2003 038574-23-1 86
2 4.4.57 .5"-Tetramethvl-bicvclohex... 248 C16H2402 010517-07-4 35
3 1.4-Naphthoauinone. 6-acetvl-2.5... 248 C12H806 013378-89-7 30
4 Phenol. 2.4-bis(1l.1-dimethvlethvl)- 206 C14H220 000096-76-4 25
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 25

Abundance Scan 1022 (12.868 min): BF079921.D (-1017) (-) m/z 233.15 100.00%

191 233

41 248

5000

12.60 12.80 13.00 13.20
_— 2ri28e 828 | "m/z 191.10 95.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #87165: 3-Cyclopenten-1-one, 3-hydroxy-2-(1-hydroxy-3-meth...

41

12.60 12.80 13.00 13.20
m/z 95.10 64.00%

5000

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

248

12.60 12.80 13.00 13.20

50000 41 191 m/z 248_.20 55.71%

. 83 109125 149 ;45 215

231

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

Abundance #86914: 1,4-Naphthoquinone, 6-acetyl-2,5,7-trihydroxy- AR A REEANE N R

233 12.60 12.80 13.00 13.20
m/z 41.10 53.68%

5000
205
43 69 249
el 91 121 149166 187 ‘ “‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 60 12. 80 13. 00 13. 20

8270-BF061115.M Fri Jun 12 18:49:36 2015 Page: 15



8270-BF061115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 13 unknownl12.91 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.91 63.87 ng 2108040 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Triisopropvlbenzoic acid 248 C16H2402 049623-71-4 30
2 3.5-di-tert-Butvl-4-hvdroxvaceto... 248 C16H2402 014035-33-7 27
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 22
4 Phenanthrol9.10-dloxazole. 2-met... 233 C16H11NO 021639-88-3 22
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 20
Abundance Scan 1026 (12.914 min): BF079921.D (-1024) (-) m/z 233.20 100.00%
191 233
5000 79 K\_
41
1p3 164 - qu.. -
12.60 12.80 13. oo 13. 20
60287 323 535 m/z 191.10 84.04%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #87255: 2,4,6-Triisopropylbenzoic acid
233
5000 T ----ujq-- T T
12.60 12.80 13. oo 13.20
43 205 m/z 248.20 46.33%
...JH...%ﬁu%%é‘ }Z%IJJIJI\IIII S
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
233
43 12:60 12,80 13.00 13.20
5000 m/z 79.10 42 .53%
205
15 91 128 173
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #60190: .beta.-iso-Methyl ionone
191 12.60 12.80 13.00 13.20
m/z 95.10 36.20%
5000{ 28
g5 135163
e
miz--> 0 50 100 150 200 250 300 350 400 450 500 12.60 12.80 13.00 13.20

Jun 12 18:49:39 2015

1506033184-185-186-COMP.
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8270-BF061115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 14 Pentanethioic acid, S-ethyl... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.04 11.62ng 383452  Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 pentanethioic acid. S-ethvl ester 146 C7H140S 002432-92-0 53

2 Pentanethioic acid. S-propvl ester 160 C8H160S 002432-76-0 53
3 2(3H)-Furanone. 5-butvldihvdro- 142 C8H1402 000104-50-7 47
4 2-Butanone. 1-chloro-3.3-dimethvl- 134 C6H11CIO 013547-70-1 42
5 3,5-Heptanedione, 4-ethyl-2,2,6,... 212 C13H2402 167545-33-7 42
Abundance Scan 1037 (13.040 min): BF079921.D (-1036) (-) m/z 57.10 100.00%
57 85
e JMW
" 12:80 13.00 13.20 13.40
o} m/z 85.10 88.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #21092: Pentanethioic acid, S-ethyl ester
57
85
117 12.80 13.00 13.20 13.40
m/z 41.10 47 .51%
w ) 146
m/z--> %%&%@mmmmmmmmmmﬁ
Abundance
57 85
" 12:80 13.00 13.20 13.40
5000 41 m/z 69.10 46.92%
117
160
mrwmmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #18955: 2(3H)-Furanone, 5-butyldihydro- R s B e
85 12.80 13.00 13.20 13.40
m/z 180.10 33.55%
5000
29
L 010 124142
m/z--> %%&%mmmmmmmmm@mﬁ 12.80 13.00 13.20 13.40

Jun 12 18:49:41 2015

1506033184-185-186-COMP.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\

Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

ﬁ?ggle : G2588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl13.79 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.79 8.88 ng 478875 Chrysene-di12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. bromo- 148 C5H9Br 000137-43-9 49
2 2.6-Octadiene. 4.5-dimethvl- 138 C10H18 018476-57-8 47
3 4-Hexenenitrile. 2.5-dimethyl-2-_.. 191 C13H21N 069340-56-3 47
4 Trifluoroacetvl-lavandulol 250 C12H17F302 028673-24-7 47
5 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 38
Abundance Scan 1103 (13.794 min): BF079921.D (-1101) (-) m/z 69.10 100.00%
89
5000 41

33251 13.40 13.60 13.80 14.00 14.20
276 301318 m/z 41.10 43.26%

165

97 123139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #21957: Cyclopentane, bromo-
69
5000 41 LA L L L L L L L
13. 40 13. 60 13. 80 14. OO 14 20
m/z 183.10 30.24%
15 | ! 108 148
T [ [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69
R RS EEE
a1 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 20.77%
23 91 109 138
mmwwmﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49877: 4-Hexenenitrile, 2,5-dimethyl-2-(3-methyl-2-butenyl)- R Ra e e
69 13.40 13.60 13.80 14.00 14.20
m/z 165.10 15.00%
41
5000
108
Ll o1 1%4 148 191
| L \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14. OO 14 20

8270-BF061115.M Fri Jun 12 18:49:44 2015 Page: 18



8270-BF061115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 16 unknownl14.00 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.00 13.68 ng 737913 Chrysene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Naphthoaquinone. 6-acetvl-2.5... 248 C12H806 013378-89-7 43
4-(4-BromophenvD)pvridine 233 C11H8BrN 039795-60-3 22
3 3.7.11-Trimethvl-dodeca-2.6.10-t... 236 C15H2402 007548-13-2 18
4 Methvl chloride. tris(trifluorom... 350 C4CIF9S3 156777-70-7 12
5 1H-Phenanthro[9,10-d]imidazol-2-... 233 C15H11N3 037052-13-4 11
Abundance Scan 1121 (14.000 min): BF079921.D (-1118) (-) m/z 69.10 100.00%
9
5000 233
63 [ s 303 13.60 13.80 14.00 14.20 14.40
261 330 : : : : :
L 2l L A2 28 ) 3030 S To 82, A7
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #86914: 1,4-Naphthoquinone, 6-acetyl-2,5,7-trihydroxy-
233
5000 U A U B
205 1360 13.80 14.00 14.20 14.40
43 g9 m/z 233.10 50.38%
| o1 121 149165187 | | 250
miz-> 20 40 60 80 1601501501é0180200220240260280360350350 '
Abundance
233
13.60 13.80 14.00 14.20 14.40
5000 m/z 247.10 46.67%
127
63 154
a0 101 189
R A KA LR R RS LA LA LA AR LR AL AR LA LR RARRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #79826: 3,7,11-Trimethyl-dodeca-2,6,10-trienoic acid T T
69 13.60 13.80 14.00 14.20 14.40
a1 m/z 235.10 39.19%
5000
‘ 100 5 103 -
T Rl [ 00 20 O A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1360 13.80 14.00 14.20 14.40

Jun 12 18:49:47 2015
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Library Search Compound Report

8270-BF061115.M Fri

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 17 unknownl14.13 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.13 11.41 ng 615667 Chrysene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 L-Norleucine. N-(trifluoroacetvl... 283 C12H20F3NO3 055044-47-8 35
2 Farnesol i1somer a 222 C15H260 1000108-92-4 30
3 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 27
4 1.5-Heptadiene. 3.3.5-trimethvl- 138 C10H18 074630-29-8 27
5 1,6-Octadiene, 2,7-dimethyl- 138 C10H18 040195-09-3 27
Abundance Scan 1132 (14.125 min): BF079921.D (-1129) (-) m/z 69.10 100.00%
69
41
5000
179197 93 Nt
| I 95 122 149 248265 294 335 13.80 14.00 14.20 14.40
rerprrrt bl m/z 41.10 56.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107837: L-Norleucine, N-(trifluoroacetyl)-, butyl ester
69
41
5000 UL SR SRR BARRE
182 Bmmmmmmm
114 m/z 197.10 30.76%
15 | | 4 . 97 | |140 227
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 '
Abundance
69
13.80 14.00 14.20 14.40
5000 41 m/z 182.10 30.20%
93
121138 161 191 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #5803: 4-Methyl-1,5-Heptadiene T
69 Bmmmmmmm
a m/z 57.10 30.02%
N /\/\%/\I\J\[L/\w
‘ 95
I:'I-'SI""'I""'I""'I""I I A B B B B A D B B B B TTrrTTy T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 80 14. oo 14 20 14.40
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8270-BF061115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 18 unknownl14.16 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.16 17.69 ng 954115 Chrysene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Triazole. 3-trifluromethvl... 197 C5H6F3N3S 054770-35-3 35
2 Methanone. dicvclopropvl- 110 C7H100 001121-37-5 25
3 Vinvl crotonate 112 C6H802 014861-06-4 25
4 Cvclopentane. bromo- 148 C5H9Br 000137-43-9 25
5 1-Undecyn-4-ol 168 C11H200 022127-86-2 25
Abundance Scan 1135 (14.160 min): BF079921.D (-1133) (-) m/z 69.10 100.00%
6o
197
5000 a1
265 T
01 109 139 218 247 13.80 14.00 14.20 14.40
R I.III. .n] N 16|1 | ll bl II L |2|93| ?17| 3I4‘|" . m/z 197.10 72449
m/z--> 50 100 150 200 250 300 350
Abundance #54187: 1,2,4-Triazole, 3-trifluromethyl-4-methyl-5-methyl...
69 110 151 197
5000 47
13.80 14.00 14.20 14.40
131 178 m/z 41.10 36.92%
ot L]
A \HI\‘\;M\H‘I\I\MI\I\I\I‘I\IM ——— —— ——
m/z--> 50 100 150 200 250 300 350
Abundance
69
4 13.80 14.00 14.20 1440
5000 m/z 265.15 21.55%
15 g7 110
m/z--> 55 160 1éo 200 2éo 300 350
Abundance #6193: Vinyl crotonate R B
69 13.80 14.00 14.20 14.40
m/z 57.10 17.22%
41
5000
15 ‘ 112
m/z--> 55 160 1éo 260 2éo 300 350 1380 1400 1420 1420 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\

Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

ﬁ?ggle : G2588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl4.32 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.32 27.92 ng 1505690 Chrysene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichothec-9-en-4-ol., 7.8:12.13-... 332 C19H2405 021284-11-7 45
2 Bicvclol2.2.1Thept-5-ene-2.3-dim... 358 C9HBCI602 002157-19-9 10
3 Acetamide. N-1H-phenanthrol9.10-... 275 C17H13N30 037052-15-6 10
4 Isothuiopsene. 5-diethvlborvl-di... 276 C19H37B 1000151-29-3 9
5 Methyl 2-hydroxydecanoate 202 C11H2203 071271-24-4 9
Abundance Scan 1149 (14.320 min): BF079921.D (-1146) (-) m/z 69.10 100.00%
an %
275
233
5000
14.00 14.20 14.40 14.60
m/z 41.10 80.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133729: Trichothec-9-en-4-ol, 7,8:12,13-diepoxy-, 2-buten...
69
5000 14.00 14.20 14.40 14.60
41 332 m/z 275.20 70.17%
109
T O e o S BN
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
31 14.00 14.20 14.40 14.60
5000 m/z 233.10 61.61%
229 9259
193 279 307
99119 159 327 362
mz-> 50 100 150 200 250 300 350 400
Abundance #103524: Acetamide, N-1H-phenanthro[9,10-d]imidazol-2-yl- T
233 14.00 14.20 14.40 14.60
m/z 263.15 48.88%
5000 275
205
151 177
b |
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF061115.M Fri
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8270-BF061115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079921.D

Aca On : 12 Jun 2015 5:19

Operator : TP/1Z

Sample : 62588-01 5X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.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 unknownl4.64 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.64 16.26 ng 876855 Chrysene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Naphthol2.1-blpvran-9-one. 3-... 304 C20H3202 001231-34-1 15
2 1H-Indole-2.3-dione. 5-tert-butyv... 346 C19H30N202Si 1000143-12-9 14
3 17-0xo-6.alpha.-pentvl-4-nor-3.5... 362 C23H3803 059251-79-5 12
4 6-aza-octanenitrile. 8-(3.4-dime... 440 C26H36N204 1000150-02-6 10
5 Fluorescein chloride 368 C20H10CI203 000630-88-6 10

Abundance Scan 1177 (14.640 min): BF079921.D (-1172) (-) m/z 69.10 100.00%
a P 289
5000
N n e 104 1450 1480 1500
—_— em M4 “m/z 41.10 80.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119905: 9H-Naphtho[2,1-b]pyran-9-one, 3-ethenyldodecahydr...
289
5000 R U UL S R
3 g 206 14.40 14.60 14.80 15.00
‘ 122 151 " m/z 289.20 79 .00%
|1|8m| ‘:“ T ‘HI\ ¥ J““Hl“““i‘ ‘i‘h‘u“hhu“‘l“ ‘I\\‘:!-\Z‘\?\‘I‘h IHMI“; “:‘ I‘ IHI I‘ul T
m/z--> 50 100 150 200 250 300 350 400
Abundance
289
1440 14.60 14.80 15.00
5000 243 m/z 277.20 55.53%
73
41 100123 157 185 219 315 346
mz-> 50 100 150 200 250 300 350 400
Abundance #145724: 17-Ox0-6.alpha.-pentyl-4-nor-3,5-secoandrostan-3-... e RE e e e RN
289 14.40 14.60 14.80 15.00
m/z 275.20 41.21%
5000
55 g1 233 362
107 137
. I“ Iw‘l “: \‘IL I‘H‘IHL \IM Iu‘lml\ Illzls |2|01| . fluLl — IL T I3]\:8I "l A
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF061115\
Data File : BF079921.D
Acq On > 12 Jun 2015 5:19 Instrument :
Operator : TP/I1Z gﬁA{s el

- _ lentosampleld :
3?22'6 : 62588-01 5X 1506033184-185-186-COMP
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Thiophene, 2-ethyl- 8.14 35.0 ng 902158 2 8.68 514841 20.0
-alpha.-Caryophyl... 10.31 11.9 ng 375596 3 10.46 630271 20.0
unknownl1l .45 11.45 41.6 ng 1374690 4 11.97 660070 20.0
4(1H)-Pyridone 11.61 7.8 ng 258134 4 11.97 660070 20.0
3,7-Nonadien-2-ol... 11.69 32.5 ng 1074030 4 11.97 660070 20.0
unknownll.82 11.82 22.7 ng 748328 4 11.97 660070 20.0
8-Isopropyl-1,3-d... 11.86 114.2 ng 3767250 4 11.97 660070 20.0
6-Methoxyfuro[2,3... 12.15 25.5 ng 841688 4 11.97 660070 20.0
Pyrene, hexadecah... 12.34 17.7 ng 584909 4 11.97 660070 20.0
Dehydro-cohumulin... 12.49 50.6 ng 1670820 4 11.97 660070 20.0
unknown12.70 12.70 7.8 ng 258432 4 11.97 660070 20.0
3-Cyclopenten-1-o0... 12.87 30.4 ng 1002530 4 11.97 660070 20.0
unknownl12.91 12.91 63.9 ng 2108040 4 11.97 660070 20.0
Pentanethioic aci... 13.04 11.6 ng 383452 4 11.97 660070 20.0
unknownl13.79 13.79 8.9 ng 478875 5 14.93 1078710 20.0
unknownl14 .00 14.00 13.7 ng 737913 5 14.93 1078710 20.0
unknownl14 .13 14.13 11.4 ng 615667 5 14.93 1078710 20.0
unknownl14 .16 14.16 17.7 ng 954115 5 14.93 1078710 20.0
unknownl14 .32 14.32 27.9 ng 1505690 5 14.93 1078710 20.0
unknownl14 .64 14.64 16.3 ng 876855 5 14.93 1078710 20.0
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