LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 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-BF060716.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 1.747 12 14 23 rvVB 187955 371299 5.80% 1.572%
2 1.873 23 25 98 rvB 2713508 6404882 100.00% 27.118%
3 4.970 294 296 300 rBV 71186 77109 1.20% 0.326%
4 5.393 331 333 336 rVB 850240 1177148 18.38% 4.984%
5 6.444 422 425 427 rBV 1290188 1334393 20.83% 5.650%
6 6.570 434 436 439 rBY 1025798 1241718 19.39% 5.257%
7 6.810 455 457 459 rBV 948070 761562 11.89% 3.224%
8 6.970 468 471 473 rBVY 1010936 1037521 16.20% 4 .393%
9 7.370 504 506 509 rBV 752352 730315 11.40% 3.092%
10 8.102 567 570 572 rBV 988245 976173 15.24% 4.133%

11 9.176 661 664 666 rBV 1427311 1394035 21.77% 5.902%
12 9.565 696 698 700 rvB 104271 80143 1.25% 0.339%
13 9.851 720 723 724 rBV 1025663 986096 15.40% 4._.175%
14 10.628 789 791 794 rBV 783122 688992 10.76% 2.917%
15 11.325 850 852 853 rBvV 876671 764433 11.94% 3.237%

16 11.394 856 858 860 rvB 79584 85562 1.34% 0.362%
17 11.931 904 905 910 rVvB 61495 91129 1.42% 0.386%
18 12.525 955 957 960 rBV 324312 421043 6.57% 1.783%
19 12.754 973 977 980 rBV 368709 483424 7.55% 2.047%
20 12.902 988 990 993 rVvB 862270 859579 13.42% 3.639%

21 13.085 1000 1006 1008 rBV 63572 103843 1.62% 0.440%
22 13.702 1057 1060 1061 rBVZ2 45047 73326 1.14% 0.310%
23 13.805 1066 1069 1073 rVB3 56146 116715 1.82% 0.494%
24 13.954 1078 1082 1083 rBV2 797400 1071425 16.73% 4 _.536%
25 14.960 1167 1170 1174 rBV 206573 383668 5.99% 1.624%

26 15.245 1192 1195 1197 rVB 103906 150605 2.35% 0.638%
27 15.303 1197 1200 1203 rBV 140480 227126 3.55% 0.962%
28 15.360 1203 1205 1207 rBV 481811 586745 9.16% 2.484%
29 15.497 1215 1217 1223 rVB4 56339 95733 1.49% 0.405%
30 16.023 1261 1263 1272 rVB 137946 297596 4._.65% 1.260%

31 16.434 1296 1299 1304 rVB 121582 253875 3.96% 1.075%
32 16.720 1321 1324 1328 rVB2 56838 122103 1.91% 0.517%
33 16.971 1343 1346 1349 rVB 44351 84491 1.32% 0.358%
34 17.120 1357 1359 1364 rVB 41469 84459 1.32% 0.358%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 23618266
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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: BF087879.D
1.87

2500000
2000000

1500000
6.44

6.57 .
1000000 6.8%97
5.39
7.37

500000 | 1 75

4.97

B e T N € ., .

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF087879.D

2500000
2000000

1500000 9.18

1000000 i
10.63 11.32 12.90

500000 12.5312.75

9.56 .39 11.93 13.09

ottt
Time--> 8.00 8.50 9.00 9.50 10.00 1050  11.00 1150 1200 1250  13.00

Abundance TIC: BF087879.D

A AN\
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2000000

1500000

1000000 13.95
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16.72 16.97.12

e

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 : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3 unknown6.57 Concentration Rank 2

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

6.57 23.94 ng 1241720 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 436 (6.570 min): BF087879.D (-434) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 . . : : :
o qrer lasus o n/z 68.10  44.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 AR U U
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.20%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.10 28.28%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- P e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.70%
117
5000
29 91
A A W W
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— e Bmmaaa m
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl11.93 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.38 ng 91129 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 42
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 42
5 1a,9b-Dihydro-1H-cyclopropa[aljan... 192 C15H12 006109-24-6 38
Abundance Scan 905 (11.931 min): BF087879.D (-904) (-) m/z 189.10 100.00%
1
5000
e P AN
111 123 139150 ~ 11.60 11.80 12.00 12.20
o} m/z 190.10 98.78%
mz--> 20 40 60 80 100 120 140 160 180
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
5000 T A A
o4 11,60 11.80 12.00 12.20
m/z 192.10 75.51%
81 163
0 |1 \ l
USRI AL DAL SN SR UURLLL SARLL
miz--> 20 40 60 80 100 120 140 160 180
Abundance
190
11.60 11.80 12,00 12.20
5000 m/z 191.10 55.19%
94
oL 27 39 50 63 81 110 122 137 150 163 173
mz-> 20 40 60 80 100 120 140 160 180
Abundance #54739: Anthracene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.60 35.55%
5000
165
o 44 53 63 74 87 96105115 106 139 152 ‘w 176 |
o> B el Tae Do a5 11.60 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Trichloroacetic acid, penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.18 ng 116715 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 93
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 87
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 81
Abundance Scan 1069 (13.805 min): BF087879.D (-1066) (-) m/z 57.10 100.00%
5000 4 MM
13.40 13.60 13.80 14.00 14.20
O prrrryite m/z 55.10 79 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43
83
5000 LRI PR PR BN I
13.40 13.60 13.80 14.00 14.20
m/z 83.10 78.38%
o 139155 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
AR R SUNAL SUNIUR BN
83 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 78.15%
41
111
ol25 139 169,55 210 238 og5083 JN»AAWWPMJV—j\”/““A”ﬁ\JHA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #185169: Heptadecy! trifluoroacetate A B
13.40 13.60 13.80 14.00 14.20

m/z 97.10 74 .71%

5000

r

125
154 182 210 238 265283

T I I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzo[e]pyrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.25 5.13 ng 150605 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Pervlene 252 C20H12 000198-55-0 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89

Abundance Scan 1195 (15.245 min): BF087879.D (-1192) (-) m/z 252.10 100.00%
252
5000
55 74 95 1TL314215$3177 198 224 273 300317 365 15.00 1520 15.40 15.60
L B m/z 250.10 30.49%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 23.67%
ol_ 50 74 99 L | 146 174 200 224 L
m/z--> 50 100 150 200 250 300 350
Abundance
252
15,00 15.20 15.40 15.60
5000 m/z 125.10 14 .85%
126
0l39 57 74 100 149 174 200 224
LI AL LA S S L L SR
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene AN maa T e
252 15.00 15.20 15.40 15.60
m/z 126.00 11.80%
5000
126
0,39 63 83100, | 150 174 200 224 .H
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl5.50 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.50 3.26 ng 95733 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-1-one. 1-(1lH-imidazol-4-... 192 C11H16N20 069393-41-5 38
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 38
3 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 000473-19-8 30
4 3-Octvne. 2.2.7-trimethvl- 152 C11H20 055402-13-6 18
5 Cyclopentene, 1-isopropyl-4,5-di... 138 C10H18 007712-74-5 18
Abundance Scan 1217 (15.497 min): BF087879.D (-1215) (-) m/z 191.15 100.00%
95 1
5000
278 LRI BN B B
299318 355 15.20 15.40 15.60 15.80
ol il R m/z 95.10 88.17%
m/z--> 50 100 150 200 250 300 350
Abundance #54349: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl-
95
5000 69 LA BN B B
41 123 192 15.20 15.40 15.60 15.80
m/z 81.10 61.13%
L 163
oL \ld I“" “l‘ “.‘“ "“I “‘.‘ I|\|\|4{|§‘I‘HI ‘. "I ——— ———
m/z--> 50 100 150 200 250 300 350
Abundance
95 191
41 LU B B B
o7 15.20 15.40 15.60 15.80
5000 m/z 149.10 55.78%
135 274
o R VI T 0 e L S ¥ A~ N —
m/z--> 50 100 150 200 250 300 350
Abundance #16973: Bicyclo[2.2.1]heptane, 2,2,3-trimethy!- R EEEER RS S
95 15.20 15.40 15.60 15.80
o7 m/z 69.10 48.75%
so00|
“ 123
0 m*m 'j'hl' UL UL UL UL B LR B B B
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 9 28-Nor-17.alpha.(H)-hopane

R.T. EstConc Area Relative to ISTD R.T.
16.02 10.14 ng 297596 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 80
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 64
3 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 38
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 32
5 4-Fluoro-2-trifluoromethylbenzoi... 326 C17H14F402 1000357-28-0 27
Abundance Scan 1263 (16.023 min): BF087879.D (-1261) (-) m/z 191.15 100.00%
1
IR SR SUNLN SRR B
o 245 303 m/z 95.10  44.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191
5000 09 " 15.80 16.00 16.20 16.40
217 m/z 81.10 43.74%
‘ H H 163 ‘ 260 355 383
0...| .H‘.‘.“.”‘.k.‘.”. | ‘.“...‘ l...luuuuluuulu“l.
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
" 15.80 16.00 16.20 16.40
5000 m/z 177.20 42 _.46%
109 .0
17 398
o 163 260 308 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone R  RREEEEES e
191 15.80 16.00 16.20 16.40
m/z 123.10 36.79%
135 163
| 2 Tl
0~ JVMJ'LE"“ ‘V"" U PR SRR B IR SR SUNILN SRR B
m/z--> 50 0 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 _beta.-iso-Methyl ionone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.43 8.65 ng 253875 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 62
2 2.4.5.5.8a- Pentamethvl 6.7.8.8a-... 206 C14H220 1000195-40-9 59
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 49
4 1-Cvclohexene, 1.3.3—trimethvl—2... 206 C14H220 1000197-08-4 45
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl. .. 342 C15H18N8S 1000276-08-2 43
Abundance Scan 1299 (16.434 min): BF087879.D (-1296) (-) m/z 191.15 100.00%
191
HRA UM BN BRI B
397 16.20 16.40 16.60 16.80
0 175 20284 327 39 m/z 95.10 37.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000 28 LI SULLLN UL UL B
16,20 16.40 16.60 16.80
g5 135 163 m/z 81.10 34.76%
69
0...|.. # "‘|“" ‘.“\.“‘.‘i.‘.“. P ——T ——T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
' 16.20 16.40 16.60 16.80
5000 m/z 69.10 27 .74%
43 69 91 123 149 f}\N‘AA/\\W\W\/\A
Oy e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R B B B S
191 16.20 16.40 16.60 16.80
m/z 123.10 26.19%
- il M\\/\/\A\/\/
107 149
Olzlg\lw\\‘\‘l‘\lwlllllll T— ——rT ——rT T i R
m/z--> 50 100 150 200 250 300 350 400 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087879.D

Aca On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample : H3426-12 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 11 unknownl16.97 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.97 2.88 ng 84491 Perylene-di12 15.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 38
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 30
3 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 27
4 Silane. diethvlethoxy(2-isopropv... 266 C15H2602Si 1000363-84-5 27
5 3-Fluoro-4-trifluoromethylbenzoi... 250 C11H10F402 1000357-93-2 22

Abundance Scan 1346 (16.971 min): BF087879.D (-1343) (-) m/z 191.15 100.00%
191
95
5000
69 123 163
41 1 219 244 257 287303 327 16.60 16.80 17.00 17.20
0 m/z 95.10 63.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 LA L L L L L LB L L B
16.60 16.80 17.00 17.20
43 149 m/z 81.10 47 .86%
0 27 69 I 9\\\ 1\(\)7 ‘ \‘ \‘\ il 17‘5 297
R B A AR LB N E s B N L L e aa s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
191
R R RS
16.60 16.80 17.00 17.20
5000 57 m/z 205.15 47 .58%
29
93 149
o K 14 173 | 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66152: 3-Buten-2-one, 4-(2,5,6,6-tetramethyl-1-cyclohexen... T
191 16.60 16.80 17.00 17.20
m/z 109.10 36.63%
5000
41
149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 60 16 80 17. OO 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061016\
Data File : BF087879.D

Acq On : 10 Jun 2016 17:25

Operator : UM/SJ

Sample - H3426-12 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
unknown6 .57 6.57 23.9 ng 1241720 1 6.97 1037520 20.0
unknown11.93 11.93 2.4 ng 91129 4 11.32 764433 20.0
Trichloroacetic a... 13.81 2.2 ng 116715 5 13.95 1071430 20.0
Benzo[e]pyrene 15.25 5.1 ng 150605 6 15.36 586745 20.0
unknown15.50 15.50 3.3 ng 95733 6 15.36 586745 20.0
28-Nor-17.alpha.(... 16.02 10.1 ng 297596 6 15.36 586745 20.0
-beta.-iso-Methyl... 16.43 8.7 ng 253875 6 15.36 586745 20.0
unknownl16.97 16.97 2.9 ng 84491 6 15.36 586745 20.0
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