LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 height area % max. total
1 5.041 238 241 246 rBV 1219298 1557004 10.24% 1.693%
2 5.464 275 278 280 rBV 3657440 4197182 27.60% 4.563%
3 6.493 365 368 370 rBvY 3851233 4301137 28.29%  4.676%
4 6.630 377 380 382 rBV 4100161 4105424 27.00% 4.463%
5 6.859 398 400 403 rVvB 1259075 1072857 7.06% 1.166%
6 7.019 411 414 416 rVB 3417166 3008062 19.78% 3.270%
7 7.133 422 424 427 rBV 177061 210276 1.38% 0.229%
8 7.293 436 438 440 rBvV2 98756 176745 1.16% 0.192%
9 7.385 444 446 447 rBvV2 149381 232884 1.53% 0.253%
10 7.419 447 449 451 rVV 1899794 2332084 15.34% 2.535%

11 7.453 451 452 455 rVB2 181242 265710 1.75% 0.289%
12 7.682 470 472 475 rBV2 132867 247675 1.63% 0.269%
13 7.739 475 477 480 rBV3 190957 377241 2.48% 0.410%
14 7.796 480 482 486 rVB2 189383 396709 2.61% 0.431%
15 7.887 486 490 491 rBV3 200957 544683 3.58% 0.592%

16 7.910 491 492 494 rBvV2 211710 330705 2.18% 0.359%
17 7.990 497 499 500 rBv2 171851 298610 1.96% 0.325%
18 8.036 500 503 505 rBv3 287713 645714 4._.25% 0.702%
19 8.150 510 513 515 rBV 1712656 2103152 13.83% 2.286%
20 8.207 515 518 519 rBV 421743 626952 4.12% 0.682%

21 8.242 519 521 524 rBV3 775349 1467040 9.65% 1.595%
22 8.322 524 528 529 rBv3 761351 1697954 11.17% 1.846%
23 8.367 529 532 533 rBvV 2355225 2483647 16.33% 2.700%
24 8.447 535 539 541 rBV2 1184791 2803859 18.44% 3.048%
25 8.528 543 546 547 rBV 793512 1679780 11.05% 1.826%

26 8.608 551 553 556 rvB2 2171300 2984582 19.63% 3.244%
27 8.665 556 558 559 rBvV 997736 1071020 7.04% 1.164%
28 8.710 559 562 564 rBV 4082967 5106131 33.58% 5.551%
29 8.768 565 567 568 rBvV 753497 771742 5.08% 0.839%
30 8.825 570 572 573 rBV2 1014869 1170779 7.70% 1.273%

31 8.905 577 579 581 rBv2 1988397 3176082 20.89% 3.453%
32 9.053 590 592 593 rBV2 1283774 1694260 11.14% 1.842%
33 9.168 599 602 606 rBv2 2303170 5148963 33.86% 5.597%
34 9.236 606 608 613 rBV 3411247 4781225 31.45% 5.197%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.339 613 617 620 rBV2 5502590 15204769 100.00% 16.529%
36 9.659 641 645 647 rBv2 2815210 6583534 43.30% 7.157%
37 12.997 935 937 945 rVB 2409264 4141240 27.24% 4.502%
38 14.025 1025 1027 1032 rVB 833364 1437475 9.45% 1.563%
39 14.322 1051 1053 1057 rVB2 409101 556251 3.66% 0.605%
40 15.454 1149 1152 1155 rVB 689403 809601 5.32% 0.880%

41 16.300 1223 1226 1232 rVB2 91086 190479 1.25% 0.207%

Sum of corrected areas: 91991219
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF091411.D

5.46

0
Time-->

5.00

5.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0~

TIC: BF091411.D

Time-->

10.00

10.50 11.00 11.50

9.50 12.00 12.50

13.00

13.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

14.32
15.45

TIC: BF091411.D

14.03

16.30

Time-->

T
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\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.04 29.03 ng 1557000 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 241 (5.041 min): BF091411.D (-238) (-) m/z 43.00 100.00%
43
59
5000
101 PSSR SARRE AR AL
4.80 5.00 5.20 5.40
e 3l B3l eo 8 | "m/z 59.00  54.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS UL L UL AR
59 480 500 520 540
m/z 58.00 14 .96%
25 3 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 14.21%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T e
59 480 5.00 5.20 5.40
m/z 41.05 8.48Y%
5000 41
31
| T
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' EE L SR L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.63 Concentration Rank 1

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

6.63 76 .53 ng 4105420 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 380 (6.630 min): BF091411.D (-377) (-) m/z 132.00 100.00%
132
5000 68
96 [Trrrprrr T T T T
40 54 J 6.20 6.40 6.60 6.80 7.00
g8 lewr Y h/z 68.10  43.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 AL LS LA A
620 6.40 6.60 6.80 7.00
33 44 . 105 m/z 134.00 33.37%
---.---‘-.--‘--GAQ-T‘--.0----‘.-“-1-1-5.-- I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 29.51%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl RS S e S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 17 .34%
5000 g °
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SO FY | G
m/z--> 20 40 100 120 140 160 180 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\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.04 Concentration Rank 19

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

8.04 6.14 ng 645714 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3-Dimethyl-8-0xo0-non-2-enal 182 C11H1802 1000186-82-6 38
2 (-)-10-Camphorsulfonyl chloride 250 C10H15CI03S 039262-22-1 35
3 Silane, tetra-2-propenyl- 192 C12H20Si 001112-66-9 35
4 Acetamide, N-(2-hydroxyphenyl)- 151 C8HONO2 000614-80-2 22
5 Ethanone, 1-(1,3-dimethyl-3-cycl... 152 C10H160 051733-68-7 22

Abundance Scan 503 (8.036 min): BF091411.D (-500) (-) m/z 43.10 100.00%
43 57
5000 v\,AA,V\,V/J*’J\AJJ\/AN/JAV/V/\
R LR U LR I
7.80 8.00 8.20 8.40
e e m/z 57.10 87.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43843: 2,3-Dimethyl-8-oxo-non-2-enal
109
43
5000 AR UL I UL I
95 124 7.80 8.00 8.20 8.40
8l 182 m/z 41.10 78.25%
29 67 139 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109
151 780 800 8.20 8.40
5000 81 123 m/z 109.10 75.75%
67
41 g 95
27 137 | 167 186 215 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50471: Silane, tetra-2-propenyl- R EEmEE B e
95 109 123 7.80 8.00 8.20 8.40
43 69 151 m/z 55.10 61.87%
- M
,,4,# D S L — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 780 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 5 unknown8.21 Concentration Rank 20

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

8.21 5.96 ng 626952 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 22
2 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 22
3 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 18
4 Cyclohexene, 3-methyl-6-(l1-methy... 138 C10H18 005256-65-5 14

5 Divinylbis(cyclopropyl)silane 164 C10OH16Si 1000109-95-2 14

Abundance Scan 518 (8.207 min): BF091411.D (-515) (-) m/z 149.10 100.00%
149 A
5000
7.80 8.00 8.20 8.40 8.60
m/z 95.10 52.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22520: 7-Methylthieno[3,2-b]pyridine
149
5000 NI L L L L L L
7.80 8.00 8.20 8.40 8.60
m/z 41.10 39.97%
4453 63 77 9 110 1ﬁ2 134 |
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
149
RN I e S
7.80 8.00 8.20 8.40 8.60
5000 m/z 109.10 38.61%
69 108
45 82
58 93 121
L L B I o o e o L R N NN o e o o o
m/z--> 20 40 80 100 120 140 160 180
Abundance #31980: Adamantane, 1,3-dimethyl- e
149 7.80 8.00 8.20 8.40 8.60
m/z 93.10 37.31%
5000 93
41 107
27 55 ‘
67 164
— %?,.L‘..h‘ .¢L, ﬂﬁ.jh‘..hm ,ur..lf%.%%S,..L e Eam e R AR RAREE R
m/z--> 20 40 60 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60

8270-BF112916.M Mon Dec 05 12:33:48 2016

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.24 Concentration Rank 14

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

8.24 13.95 ng 1467040 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Muurolane-B 208 C15H28 1000121-63-7 38
2 2-Propenal, 3-(2,6,6-trimethyl-1.__. 178 C12H180 004951-40-0 38
3 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 38
4 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 35
5 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 35

Abundance Scan 521 (8.242 min): BF091411.D (-519) (-) m/z 163.20 100.00%
143

5000

=

123 137

178 8.00 820 8.40 8.60
m/z 95.10 56.62%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61698: Muurolane-B
109
95
41 55
5000 81 165 LN L L L
69 8.00 8.20 8.40 8.60
‘ 123 m/z 109.10 50-78%
S R S R .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163
R s e A mE
8.00 8.20 8.40 8.60
5000 m/z 165.15 48.77%
41 93 109

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61727: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl)

1

9 109 8.00 8.20 8.40 8.60
5 m/z 41.10 48.70%
41 55
5000 81 165
69
29 ‘ 123

ST S R . U N> -

m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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

Peak Number 7 unknown8.32

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.32 16.15 ng 1697950 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclopentene, 5-hexyl-3,3-dimethyl- 180 C13H24
2 Bicyclo[2.2.1]heptane-2,3-dione, ... 166 C10H1402
3 Neopentylidenecyclohexane 152 C11H20

4 Ethanone,

1-(1-cyclohexen-1-yl)- 124 C8H120

061142-66-3 43
010334-26-6 27
039546-80-0 22
000932-66-1 18

5 Cyclopentane, 3-dimethyl-2-(1-... 138 C10H18 061142-30-1 14
Abundance Scan 528 (8.322 min): BF091411.D (-524) (-) m/z 95.10 100.00%
5000 J”wvapvaﬁfJJVV/JVfﬂﬁﬁAx/v
R e e met SRS
8.00 820 8.40 8.60
m/z 55.10 95.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42748: Cyclopentene, 5-hexyl-3,3-dimethyl-
95
81
5000 TT [T T I T [T T T T[T T T T[T TTT]
8.00 820 8.40 8.60
41 55 67 109 165 m/z 41.10 94.42%
29 ‘ ‘
S Y I8
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 95
55 B e o e me SRS
69 8.00 8.20 8.40 8.60
5000 27 83 m/z 57.10 88.78%
138
15 110 12 166
e e o A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24311: Neopentylidenecyclohexane e e
69 8.00 8.20 8.40 8.60
81 m/z 81.10 75.08%
41 109
5000 o5 137
152
m/z--> 40 80 100 120 140 160 180 200 8.00 820 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 9

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

8.37 23.62 ng 2483650 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 94
2 6-Tridecene, (2)- 182 C13H26 006508-77-6 80
3 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 64
4 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 58
5 Cyclodecane, methyl- 154 C11H22 013151-43-4 58

Abundance Scan 532 (8.367 min): BF091411.D (-529) (-) m/z 69.10 100.00%
55 6p
5000 ﬁh‘LA%ArwJ\/jm/vabAy~AJ&ﬁ»
800 820 840 8.60 880
o’ m/z 55.10 87.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44161: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
41 55
5000 AN AR RS LR
29 83 97 8.00 820 8.40 8.60 8.80
112 126 182 m/z 56.10 73.90%
‘ ‘ 167
IIIIIIII‘I‘III‘\lel‘l‘lll\\l\llwl‘l ‘ H 139||||||‘||||‘||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 55
69 SNSRI RAE RE
- 8.00 820 8.40 8.60 8.80
5000 83 m/z 41.10 59.88%
97
182
15 M1 925 139 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17371: Cyclooctane, 1,4-dimethyl-, cis- R B
55 8.00 820 8.40 8.60 8.80
41 69 m/z 57.10 58.35%
29
97
112 125
SN | S S .+ S St
m/z--> 20 40 60 80 100 120 140 160 180 800 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.45 Concentration Rank 8

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

8.45 26.66 ng 2803860 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Tridecene, (2)- 182 C13H26 041446-53-1 30
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 30
3 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 25
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 22
5 4-Nonene, 5-methyl- 140 C10H20 015918-07-7 22

Abundance Scan 539 (8.447 min): BF091411.D (-535) (-) m/z 55.10 100.00%

41

107 121

5000

8.20 8.40 8.60 8.80
m/z 177.15 82.72%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44131: 3-Tridecene, (2)-
41
55
5000 29 69
83 8.20 8.40 8.60 8.80
97 m/z 69.10 77.89%
111 182
— }?,.J...h‘..ﬂt ,.hk s .ﬁ,. .H.,lg?.%%g..%sﬁl.. NN .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 I R B e
8.20 8.40 8.60 8.80
5000 97 m/z 41.10 77.30%
27 83 126
111
17
e B B e LR B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6574: 3-Heptene, 2-methyl-, (E)- R AR RRRES T
5 69 8.20 8.40 8.60 8.80
41 m/z 57.10 56.19%
5000
27
112
AR,
B ) S e —
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF112916.M Mon Dec 05 12:33:51 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Cyclohexane, 1,1,4,4-tetram... Concentration Rank 12

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

8.53 15.97 ng 1679780 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 53
2 3-Ethyl-6-heptafluorobutyryloxyo... 354 C14H21F702 1000215-97-4 35
3 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 30
4 Cyclohexane, 1,3,5-trimethyl-2-0... 378 C27H54 055282-34-3 27
5 1-Propanone, 1-[2-(1,1-dimethyle... 182 C12H220 035606-03-2 25

Abundance Scan 546 (8.528 min): BF091411.D (-543) (-) m/z 69.10 100.00%
125
5000
T s 550 a0 oo 880
182 : : : :
- .|'; e 20 A Ta/z 55,10 75.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17376: Cyclohexane, 1,1,4,4-tetramethyl-
69
4 125
55
5000 AR RN RSN AR
8.20 8.40 8.60 8.80
83 m/z 125.10 75.51%
“ ‘ ‘ “L 95 109 | 140
m/z--> 40 ' 85 100 120 140 160 180 200
Abundance
69
43 e e
s 820 840 860 880
5000 84 m/z 41.10 60.93%
111
100 o150 169
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11211: 1-Hexene, 3,3,5-trimethyl- R R ma AR
69 8.20 8.40 8.60 8.80
m/z 57.10 59.09%
41
5000 55
83
2 ) L) e 16
m/z--> 20 4'0 60 80 100 150 140 160 180 200 820 840 860 880

8270-BF112916.M Mon Dec 05 12:33:51 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 7

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

8.61 28.38 ng 2984580 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 53
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 50
3 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 43
4 4-Octene, 2,3,6,7-tetramethyl- 168 C12H24 063830-66-0 43
5 4-Decene, 3-methyl-, (E)- 154 C11H22 062338-47-0 38

Abundance Scan 553 (8.608 min): BF091411.D (-551) (-) m/z 69.10 100.00%
6p
83
55 125
5000 41
149 A ——
93 109 139 163 181 104 8.20 8.40 8.60 8.80 9.00
0 SRS L N L . m/z 83.10 72.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17401: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69
125
83
5000 55 IR I AR IR I
41 8.20 840 860 880 9.00
m/z 125.10 62.05%
29
s T o erae | w0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69 125
" o 820 840 8.60 880 9.00
5000 55 m/z 55.10 59.96%
27
97 113 140
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17376: Cyclohexane, 1,1,4,4-tetramethyl- RERE SRR e S
69 8.20 8.40 8.60 8.80 9.00
m/z 41.10 44 _94%
41 125
55
5000
83
Tl |
m/z--> 20 40 ' 80 100 120 140 160 180 200 8.20 840 8.60 8.80 9.00

8270-BF112916.M Mon Dec 05 12:33:52 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,1,6,6-Tetramethylspiro[4.... Concentration Rank 16

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

8.66 10.18 ng 1071020 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 58
2 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 46
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 41
4 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 41
5 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 38

Abundance Scan 558 (8.665 min): BF091411.D (-556) (-) m/z 165.20 100.00%
o5 165
81 109
5000 a %5
24 g | 1900, o0 850 850 S0
NP RS Nl M R SN m/z 95.10 78.93%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #42749: 1,1,6,6-Tetramethylspiro[4.4]nonane
95 109
5000 M 69 81 165 LN UL IR I
55 8.40 8.60 8.80 9.00
m/z 109.10 64.91%
29 123 137 180
- .“l‘..“l‘. -“ih--‘-“-‘. , ,L, S RN P -~ Y A
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
95
6 " 840 8.60 8.80 9.00
5000 m/z 81.10 59.19%
55
4l 82 110

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

S

Abundance #5826: 1,3-Dimethyl-1-cyclohexene AR mEa T S

9% 8.40 8.60 8.80 9.00
m/z 55.10 44 _.03%

5000 67
110
27 82

,.‘.‘..‘,‘...“.,.‘l‘..“,“..‘.‘l,....,....,....,....,....,. N

m/z--> 20 80 100 120 140 160 180 200 8.40 860 880 9.00

8270-BF112916.M Mon Dec 05 12:33:53 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 6-Tridecene, 7-methyl- Concentration Rank 3

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

8.71 48 .56 ng 5106130 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 81
2 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 64
3 2-Heptene, 2,6-dimethyl- 126 C9H18 005557-98-2 62
4 3-Tetradecene, (E)- 196 C14H28 041446-68-8 58
5 Tridecane, 7-methylene- 196 C14H28 019780-80-4 58

Abundance Scan 562 (8.710 min): BF091411.D (-559) (-) m/z 69.10 100.00%
¢
5000
126 SN
196 8.40 8.60 8.80 9.00
181
ol o151 168 m/z 55.10 66.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53652: 6-Tridecene, 7-methyl-
55 69
5000 4 83 AR RS AR RSN R
8.40 8.60 8.80 9.00
111 m/z 56.10 65.83%
‘ ‘h 9( ‘ 126 196
1Y T A Y |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 69
41 840 860 880 9.00
5000 m/z 57.10 61.84%
27 83 126
15 98 111
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11188: 2-Heptene, 2,6-dimethyl- R o R
a4 8.40 8.60 8.80 9.00
56 69 m/z 41.10 51.56%
5000
27
126
"'I'tk"w"ijl'uy '5?"??'%%¥|""'|""|' TrryTTr T IR SRR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF112916.M Mon Dec 05 12:33:53 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Zinc, bis[2-(1,1-dimethylet... Concentration Rank 15

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

8.82 11.13 ng 1170780 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 53
2 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 53
3 Cyclopropane, 1,1-dimethyl-2-nonyl- 196 C14H28 041977-38-2 46
4 Cyclohexane, (1,2-dimethylbutyl)- 168 C12H24 061142-37-8 35
5 Cyclohexane, 1,2-diethyl-1-methyl- 154 C11H22 061141-79-5 30

Abundance Scan 572 (8.825 min): BF091411.D (-570) (-) m/z 69.10 100.00%
69

5000

8.40 8.60 8.80 9.00 9.20
m/z 55.10 62 .09%

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

Abundance #124962: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcyclo...
69 125
5000 41 BRI LI L L L L L L
8.40 8.60 8.80 9.00 9.20
95 m/z 125.10 57.86%
2 “ | 1. | 140 161 190205 237 257273 299314
"“v'“v'“v'“v“'v“'v“"“"“"“"“"“"“"“"“w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69
R
8.40 8.60 8.80 9.00 9.20
5000 125 m/z 57.10 43.18%
41
26 8 110 154

mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53663: Cyclopropane, 1,1-dimethyl-2-nonyl- A B
8.40 8.60 8.80 9.00 9.20
m/z 41.10 42.03%

5000

196

111 140 168
e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.40 860 880 9.00 9.20

8270-BF112916.M Mon Dec 05 12:33:54 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 7-Tetradecyne Concentration Rank 5

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

8.90 30.20 ng 3176080 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Tetradecyne 194 C14H26 035216-11-6 55
2 Cyclopropane, 1,1-dimethyl-2-(1-... 124 C9H16 074779-84-3 30
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 27
4 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 27
5 Muurolane-B 208 C15H28 1000121-63-7 27

Abundance Scan 579 (8.905 min): BF091411.D (-577) (-) m/z 179.20 100.00%
55 69 179

41

5000

ji 2

194 506 8.60 880 9.00 9.20
Mﬁ m/z 55.10 90.76%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52064: 7-Tetradecyne
67 8
54 95
5000 41 109 LA L L L L L L LB L
8.60 8.80 9.00 9.20
29 13 m/z 69.10 83.60%
165
..1.5,.\.‘. M Al L BT T e aes
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 68
e B
8.60 8.80 9.00 9.20
5000 m/z 109.10 75.98%
27 55 81 109
95 124
L I a2 A o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24245: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... e Al Eama s R S
41 55 69 8.60 8.80 9.00 9.20
m/z 41.10 74.70%
83
5000
27 95
110 152
S S | 0 T O S 2 —— S —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8. 80 9. OO 9.20

8270-BF112916.M Mon Dec 05 12:33:55 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 unknown9.17 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
" 9.17 15.64ng 5148960  Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Thujone 152 C10H160 000546-80-5 38

2 trans-(2-Ethylcyclopentyl)methyl._.. 170 C10H1802

3 Cyclohexene,
4 Cyclohexene,
5 Zinc,

3-ethyl-
l-ethyl-

bis[2,2-dimethyl-3-

110 C8H14
110 C8H14
(2-meth... 310 C18H30Zn

1000099-13-9 27
002808-71-1 25
001453-24-3 25
074810-57-4 22

Abundance

5000

Scan 602 (9.168 min):

BF091411.D (-599) (-)

m/z 81.10 100.00%

8.80 9.00 9.20 9.40 9.60

m/z--> 20

40

60

80 100 120 140 160 180 200

Abundance

5000
27

41

68

#23917: Thujone

110

95

M ‘ 124 152
[ ! !

55
‘\‘ \H\ M‘
LI

m/z 179.20

82.73%

880 9.00 920 9.40 960

m/z 123.10

57.23%

m/z--> 20 40 60 80 100

120 140 160 180 200

Abundance
81

5000 110
43 o

55 67

128 141152 170

m/z--> 20 40 60 80 100

120 140 160 180 200

Abundance

#5788: Cyclohexene, 3-ethyl-

8.80 9.00 9.20 9.40 9.60

m/z 109.10 50.10%

81 8.80 9.00 9.20 9.40 9.60
m/z 69.10 49 _83%
5000
110
AL
.,.a..,...‘”.‘,.“..‘,...‘.,....,....,....,....,....,...., R e
m/z--> 20 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF112916.M Mon Dec 05 12:

33:56 2016

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 18 unknown9.34 Concentration Rank 4

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

9.34 46.19 ng 15204800 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 43
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 30
3 1-(P-FLUOROPHENYL)-4-PIPERIDONE 193 C11H12FNO 1000238-56-7 30
4 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 27
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 27

Abundance Scan 617 (9.339 min): BF091411.D (-613) (-) m/z 193.20 100.00%
69 193
55
5000
151 208 9.00 9.20 9.40 9.60
o 162 179 222 m/z 69.10  98.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61614: 6,11-Dimethyl-2,6,10-dodecatrien-1-ol
69
41
5000 L A AR I AL B
81 9.00 9.20 9.40 9.60
m/z 55.10 76 .99%
27
A L= P S P
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
123 '9.00 920 940 9.60
5000 69 95 109 m/z 41.10 53.84%
T i T M
1 165 179 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51056: 1-(P-FLUOROPHENYL)-4-PIPERIDONE i e e
193 9.00 9.20 9.40 9.60
m/z 123.10 53.51%
123
5000
150
95
1527 4255 75 | 109 | 135 | 164 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

8270-BF112916.M Mon Dec 05 12:33:56 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.66 Concentration Rank 10

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

9.66 20.00 ng 6583530 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 43
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
3 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 37
4 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 33
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 30

Abundance Scan 645 (9.659 min): BF091411.D (-641) (-) m/z 193.20 100.00%
193
123
RS R I UL SUN
9.40 9.60 9.80 10.00
188
. ',|- '|'| I A “ | .%..1.?,7.?.7.3.. S e M/Z 69.10  41.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61446: 4H-1,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methyl-6-...
193
95
5000 43 R R R LN U
151 9.40 9.60 9.80 10.00
‘ m/z 83.10 35.80%
H\ T N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
193
e 123 RS R I LN SUN
a1 9.40 9.60 9.80 10.00
5000 95 m/z 123.10 33.53%
138
25 165 208
WWTWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #118595: S-Phenyl 5-(phenylthio)pentanethioate B Al M
193 9.40 9.60 9.80 10.00
m/z 41.10 25.06%
5000 165
123
149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 unknownl4.32 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.32 7.74 ng 556251 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthro[3,4-c]furan-1,3-dione 248 C16H803 005723-54-6 30
2 2,4,6-Triisopropylphenetole 248 C17H280 032246-45-0 18
3 4,4,57,5"-Tetramethyl-bicyclohex... 248 C16H2402 010517-07-4 15
4 1-(3-Methoxy-2-nitrobenzyl)isoqu... 294 C17H14N203 053055-08-6 14
5 2-lIsopropyl-3-phenylquinoxaline 248 C17H16N2 010130-27-5 14
Abundance Scan 1053 (14.322 min): BF091411.D (-1051) (-) m/z 176.10 100.00%
116 262
005 233
5000
88
A K 02 ot so1ees | 10100 1420 1040 14D
ol el b L g m/z 262.10 80.72%
m/z--> 50 100 150 200 250 300 350
Abundance #87307: Phenanthro[3,4-c]furan-1,3-dione
176 248
5000 14.00 14.20 14.40 14.60
8 150 220 m/z 233.10 71.48%
I W B
m/z--> 50 100 150 200 250 300 350
Abundance
205 248
14.00 14.20 14.40 14.60
5000 m/z 247.10 69.70%
43 177
91 135
15 69 | 115 = 57
m/z--> " 50 100 150 200 250 300 350
Abundance #87290: 4,4,5',5"-Tetramethyl-bicyclohexyl-6-ene-2,3-dione e ma e S
248 14.00 14.20 14.40 14.60
m/z 205.10 63.91%
5000 41 191
83 109 149 215
‘%ﬂh 1 1‘-L' HELER WAL SRR LA SR B U
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091411.D

Acq On - 3 Dec 2016 1:24

Operator : UM/SJ

Sample - H5825-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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]
2-Pentanone, 4-hy... 5.04 29.0 ng 1557000 1 6.86 1072860 20.0
unknown6 .63 6.63 76.5 ng 4105420 1 6.86 1072860 20.0
unknown8 .04 8.04 6.1 ng 645714 2 8.15 2103150 20.0
unknown8.21 8.21 6.0 ng 626952 2 8.15 2103150 20.0
unknown8.24 8.24 13.9 ng 1467040 2 8.15 2103150 20.0
unknown8.32 8.32 16.1 ng 1697950 2 8.15 2103150 20.0
Cyclohexane, 2-bu... 8.37 23.6 ng 2483650 2 8.15 2103150 20.0
unknown8 .45 8.45 26.7 ng 2803860 2 8.15 2103150 20.0
Cyclohexane, 1,1,... 8.53 16.0 ng 1679780 2 8.15 2103150 20.0
Cyclohexane, 1,1,... 8.61 28.4 ng 2984580 2 8.15 2103150 20.0
1,1,6,6-Tetrameth... 8.66 10.2 ng 1071020 2 8.15 2103150 20.0
6-Tridecene, 7-me... 8.71 48.6 ng 5106130 2 8.15 2103150 20.0
Zinc, bis[2-(1,1-... 8.82 11.1 ng 1170780 2 8.15 2103150 20.0
7-Tetradecyne 8.90 30.2 ng 3176080 2 8.15 2103150 20.0
unknown9 .17 9.17 15.6 ng 5148960 3 9.93 6583530 20.0
unknown9 .34 9.34 46.2 ng 15204800 3 9.93 6583530 20.0
unknown9 .66 9.66 20.0 ng 6583530 3 9.93 6583530 20.0
unknownl14 .32 14.32 7.7 ng 556251 5 14.04 1437480 20.0
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