LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 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-BF050916_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 1.736 11 13 48 rVB 2963305 5635957 100.00% 13.168%
2 4.742 273 276 290 rBV 284641 425481 7 .55% 0.994%
3 5.199 314 316 329 rBV 1754350 2494534 44 _.26% 5.828%
4 5.599 350 351 358 rvB 47290 83193 1.48% 0.194%
5 6.285 409 411 418 rBV 1187786 1651501 29.30% 3.858%
6 6.387 418 420 422 rBV 4077084 4147064 73.58% 9.689%
7 6.605 437 439 445 rBV 864562 1026153 18.21% 2.397%
8 6.765 450 453 456 rVvV 3536263 3291263 58.40% 7.690%
9 6.867 460 462 469 rvv2 26692 76536 1.36% 0.179%
10 7.153 484 487 488 rBV2 33561 70949 1.26% 0.166%
11 7.188 488 490 492 rBV 3135820 3147322 55.84% 7.353%
12 7.325 499 502 505 rVvB3 33279 61716 1.10% 0.144%
13 7.702 532 535 539 rBv4 22953 62297 1.11% 0.146%
14 7.839 543 547 550 rBvV2 38888 83420 1.48% 0.195%
15 7.896 550 552 556 rBV 1389955 1333829 23.67% 3.116%
16 8.285 582 586 588 rBv4 26746 71134 1.26% 0.166%
17 8.376 592 594 597 rVvB3 70247 91294 1.62% 0.213%
18 8.639 612 617 620 rBV5 41813 127892 2.27% 0.299%
19 8.868 634 637 638 rBv2 42944 61545 1.09% 0.144%
20 8.891 638 639 641 rBV2 43463 58104 1.03% 0.136%

21 8.925 641 642 644 rBvV 99968 104003 1.85% 0.243%
22 8.982 644 647 649 rBV 4890444 5021330 89.09% 11.732%
23 9.153 660 662 665 rVvB3 95905 123775 2.20% 0.289%
24 9.302 672 675 678 rBv2 105505 228018 4._05% 0.533%
25 9.382 680 682 684 rvVv 84836 122858 2.18% 0.287%

26 9.451 687 688 691 rvv2 60587 80729 1.43% 0.189%
27 9.508 691 693 695 rvv3 82179 100475 1.78% 0.235%
28 9.645 702 705 707 rBV 1531393 1426115 25.30% 3.332%
29 9.771 713 716 717 rBV2 60332 85145 1.51% 0.199%
30 10.011 735 737 740 rBV3 55038 110639 1.96% 0.258%

31 10.091 742 744 745 rVB2 58445 68656 1.22% 0.160%
32 10.262 757 759 761 rBV2 48980 114555 2.03% 0.268%
33 10.342 764 766 769 rBV3 77356 184095 3.27% 0.430%
34 10.399 769 771 772 rBv2 188142 181255 3.22% 0.423%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 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-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.434 772 774 777 rBV2 2251666 2821700 50.07% 6.592%

36 10.559 783 785 788 rBV3 94054 169247 3.00% 0.395%
37 10.776 803 804 807 rBV3 84002 132280 2.35% 0.309%
38 10.994 821 823 825 rVvB3 136350 172978 3.07% 0.404%
39 11.119 832 834 837 rBv2 939699 1168936 20.74% 2.731%
40 11.199 837 841 844 rVB5 37064 118769 2.11% 0.277%

41 11.371 855 856 859 rvB 178289 214447 3.80% 0.501%
42 11.679 881 883 886 rvB2 261894 283696 5.03% 0.663%
43 12.182 925 927 930 rBV 474408 701528 12.45% 1.639%
44 12 .457 950 951 954 rBv2 152209 177713 3.15% 0.415%
45 12.708 970 973 976 rBV 2893285 2796489 49.62% 6.534%

46 13.062 1002 1004 1007 rVB 114563 177672 3.15% 0.415%
47 13.165 1011 1013 1014 rBV 62324 56678 1.01% 0.132%
48 13.622 1050 1053 1057 rBV 145664 214725 3.81% 0.502%
49 13.748 1062 1064 1067 rVB 841401 802317 14.24% 1.874%
50 15.108 1181 1183 1189 rVB 687119 839681 14.90% 1.962%

Sum of corrected areas: 42801688
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF051416\

BF087053.D

15 May 2016  7:17

UM/SsJ

H3052-07

73 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
4000000
3000000 174

2000000

1000000

N

TIC: BF087053.D

6.39

6.76

5.20

6.60

4.74

E§7 7.

5.60

7.

19

157.32

0

Time-->

T
6.50

7.00

T
4.00

T
5.50

I
6.00

I
2.00

T
2.50

I
3.00

T T
3.50 4.50 5.00

T T
7.50

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BF087053.D

8|98

12.71

10.43

Time-->

12.50 13.00

I I I
8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

5000000
4000000
3000000

2000000

1000000

TIC: BF087053.D

13.75

T

15.11

Time-->

17.00 17.50

16.00 16.50

14.00 14.50

15.00 15.50

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.74 8.29 ng 425481 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H10 000106-97-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 276 (4.742 min): BF087053.D (-273) (-) m/z 43.10 100.00%
43
5000 59 A\‘
101 rrprrTrTyTTT T T TT T T T
37 53, | 83 4.40 4.60 4.80 5.00

oSS &8 Tm/z 59.10  45.78%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

440 4.60 4.80 5.00
59 m/z 58.05 13.38%

101
21 37| 53 ‘ 67 77 83 o1
T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43

4.40 4.60 4.80 5.00

5000 57 m/z 101.10 12.73%
29
101
37 50 78

A B e A B e B

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate Emmmaa e o R m

43 440 460 4.80 5.00

m/z 41.05 9.17%

5000
58
15 27 37, ?2 100

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 3 unknown6.39 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
" 6.39 80.83ng 4147060  1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3—Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27

2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 420 (6.387 min): BF087053.D (-418) (-) m/z 132.10 100.00%
132
5000 68
40 96 NSRRI RAAE SRS SRR
54 6.00 6.20 6.40 6.60 6.80
7
fe lsus o n/z 68.05  47.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SNSRI RAARE NS SRR N
6.00 6.20 6.40 6.60 6.80
21 51 78 m/z 134.10 33.46%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 97 m/z 66.05 33.03%
70
31
44 60 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B R RAR
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 19.91%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 5 unknown9.30 Concentration Rank 11

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

9.30 3.20 ng 228018 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Dimethyl-1-adamantanol 180 C12H200 000707-37-9 46
2 Tricyclo[4.3.1.1(3,8)]Jundecane, ... 180 C12H200 021898-95-3 43
3 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 35
4 2-Hydrazinopyridine 109 C5H7N3 004930-98-7 30
5 Phenol, 3-amino- 109 C6H7NO 000591-27-5 30

Abundance Scan 675 (9.302 min): BFO87053.D (-672) (-) m/z 109.10 100.00%
109

5000

9.00 9.20 9.40 9.60
m/z 95.10 70 .34%

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

Abundance #42617: 3,5-Dimethyl-1-adamantanol
109 123
5000 LI L L L L B L L B BN |
180 9.00 9.20 9.40 9.60
Al 165 m/z 156.10 37.81%
29 ‘ 67 79
SIS Y P e Y S Y S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109
9.00 9.20 9.40 9.60
5000 m/z 41.10 35.96%
41 55 67 79 93 128 137 149 165
L o e o A L e e e o e L B AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24133: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)- R mE e ARA RS R
109 9.00 9.20 9.40 9.60
67 m/z 55.10 31.82%
43
5000
55 81 137
|
SN Y ST P OO S R NSO [ PO —
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Tricyclo[7.3.0.0(2,6)]-8-do... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.34 2.58 ng 184095 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricyclo[7.3.0.0(2,6)]-8-dodecen... 178 C12H180 1000099-25-3 70
2 2,3,4,5-Tetramethylbenzoic acid 178 C11H1402 002529-39-7 59
3 Hydrazinecarboxamide, 2-(1-pheny... 177 C9H11N30 002492-30-0 41
4 Ethanal, 2-methyl-2-[4-(1-methyl... 176 C12H160 1000131-87-5 30
5 Ethanone, 1-(2,4-dimethylphenyl)- 148 C10H120 000089-74-7 25
Abundance Scan 766 (10.342 min): BF087053.D (-764) (-) m/z 133.10 100.00%
133 178
91
41 79 105 117 160 V/V\M/\/\AJLM
5000 3
148
65 192 RUNNUMUNSESR BURSN SUNLRE
205 10.00 10.20 10.40 10.60
m/z 178.10 95.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41294: Tricyclo[7.3.0.0(2,6)]-8-dodecen-3-0l, (3R,S)-tran...
91
119131
79
5000 41 160 UMM SABRAUUARRE
178 10,00 1020 10.40 10.60
‘ ‘ 105 m/z 91.10 72.59%
M H M\ M‘I ‘H ‘H\ \‘M\H‘ w“ "I""" SEME
m/z--> 120 140 160 180 200
Abundance
178
13 160 10.00 10.20 10.40 10.60
5000 m/z 160.10 65.98%
o1 117
17 27 39 51 65 80 105 145
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #40771: Hydrazinecarboxamide, 2-(1-phenylethylidene)- R R RAEEE E A
133 10.00 10.20 10.40 10.60
m/z 177.20 64.18%
77
5000 119
.”,...W.H:N‘F”J“...Jﬁ..,.”h,..}$9.”,...w...  EEBRAREamE e
m/z--> 20 40 60 80 100 120 140 160 180 200 10,00 1020 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 7 5-Ethyldecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.90 ng 169247 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethyldecane 170 C12H26 017302-36-2 64
2 Dodecane 170 C12H26 000112-40-3 58
3 Eicosane 282 C20H42 000112-95-8 49
4 1-lodo-2-methylundecane 296 C12H251 073105-67-6 49
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 49

Abundance Scan 785 (10.559 min): BF087053.D (-783) (-) m/z 57.10 100.00%

43 97

5000

122 14045, 175190 209 10.20 10.40 10.60 10.80
m/z 43.10 84 .58%

108

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36160: 5-Ethyldecane
57
43
5000 71 LA L L L L L LB L L B
10.20 10.40 10.60 10.80
85 140 m/z 71.10 47 .22%
112
NSNS T N { S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIII
10.20 10.40 10.60 10.80
5000 1 m/z 41.10 40.03%
85
29
14 99 113]_27141 170
m@mﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane R e EEaE L
43 57 10.20 10.40 10.60 10.80
m/z 55.10 30.07%
71
5000
85
‘ \\ L %9113127141155169 282
e e e e e e e e e e R LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 unknownl0.78 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.78 2.26 ng 132280 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hexadecen-6-yne, (2)- 220 C16H28 074744-54-0 49
2 4-Hexadecen-6-yne, (E)- 220 C16H28 074744-51-7 46
3 5-Pentadecen-7-yne, (2)- 206 C15H26 074744-50-6 43
4 3-Methylenecyclohexene 94 C7H10 001888-90-0 38
5 Tricyclo[3.3.0.0(2,8)]octan-3-on... 136 C9H120 1000150-71-8 30

Abundance Scan 804 (10.776 min): BF087053.D (-803) (-) m/z 41.10 100.00%

94

5000

10.40 10.60 10.80 11.00
m/z 94.10 87.04%

179 194 57

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69644: 4-Hexadecen-6-yne, (2)-

67 79

41 93

55

I I I I
10.40 10.60 10.80 11.00
“ ‘m i M‘ h A
et el S N TN M L

5000 29 107 R BB S S B
121 149 m/z 55.10  64.76%

| 163177 191590p 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
67 79
41 93 R RRERE B
55 10.40 10.60 10.80 11.00
5000{ 29 m/z 95.10 63.22%
107
121
135 149
163 177 191 204 220
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60296: 5-Pentadecen-7-yne, (2)- A REaRE RS
67 79 10.40 10.60 10.80 11.00
a1 93 m/z 67.10 59.84%
5000 o5
29 107
121
135 149 163 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Bicyclo[5.1.0]Joctane, 8-(1-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.99 2.96 ng 172978 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[5.1.0]Joctane, 8-(l-methy... 150 C11H18 054166-47-1 50
2 p-Menth-8-ene, 3-methylene- 150 C11H18 1000151-25-7 47
3 Cyclopentene,1-(2-propenyl)- 108 C8H12 037689-19-3 38
4 Spiro[4.4]nonane, 1l-methylene- 136 C10H16 019144-06-0 38
5 Cyclohexane, 4-methyl-2-methylen... 150 C11H18 056763-62-3 27
Abundance Scan 823 (10.994 min): BF087053.D (-821) (-) m/z 93.10 100.00%

lilg

5000
145

160 IIIIIIIIIIIIIIIIIIIIIII
175187 001 217 232 10.60 10.80 11.00 11.20 11.40

m/z 41.10 65.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22917: Bicyclo[5.1.0]octane, 8-(1-methylethylidene)-
4 67 79 107
93
27
5000 55 135 IS L L L
150 10.60 10.80 11.00 11.20 11.40
‘ m/z 80.10 60.66%
15
£ B1FIT RS E—
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
93 135
79 107 R i BEEaEe e
10.60 10.80 11.00 11.20 11.40
5000 a4 e 121 m/z 94.10 54.95%
27 55
150
B A s e A o AmA A o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5341: Cyclopentene,1-(2-propenyl)- A B s IS e
67 10.60 10.80 11.00 11.20 11.40

m/z 67.10 50.35%

5000

~
©

()

w

39 108
27

53 ‘ ‘
15 7 \‘ A, h\ \‘ L L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 60 10. 80 11. OO 11. 20 11.40

8270-BF050916.M Mon May 16 19:16:21 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 unknownl1l1.20 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.20 2.03 ng 118769 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 2-methoxy- 109 C6H7NO 001628-89-3 49
2 2-Pyridinamine, N-methyl- 108 C6H8N2 004597-87-9 43
3 7-Propylidene-bicyclo[4.1.0]heptane 136 C10H16 082253-09-6 30
4 1H-Pyrrole-2-carboxaldehyde, 1-m... 109 C6H7NO 001192-58-1 27
5 1H-Pyrrole-2-carboxaldehyde, 5-m... 109 C6H7NO 001192-79-6 27
Abundance Scan 841 (11.199 min): BF087053.D (-837) (-) m/z 79.10 100.00%
70
67 109
5000
179 196 218 39 LI PN SRR BRI B
66 10.80 11.00 11.20 11.40 11.60
m/z 109.10 79.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5429: Pyridine, 2-methoxy-
79 108
5000 AR BRI SR BN B
10,80 11.00 11.20 11,40 11.60
29 m/z 108.10 79.08%
"'P"W"”I§§”I'2%I”"P"W"”I'”' BEEBY SRRBY SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
79 108
10.80 11.00 11.20 11.40 11.60
5000 m/z 67.10 72 .86%
52
30 67
15 92
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15247: 7-Propylidene-bicyclo[4.1.0]heptane RS SRR ey n e
79 10.80 11.00 11.20 11.40 11.60
m/z 121.10 49.16%
67 3 121
107
5000
136
W A S
m/z--> 80 100 120 140 160 180 200 220 240 10,80 11.00 11.20 11,40 11.60

8270-BF050916.M Mon May 16 19:16:24 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 1-Pentadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.37 3.67 ng 214447 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 91
2 1-Hexadecanol 242 C16H340 036653-82-4 90
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 83
4 Cyclopentadecane 210 C15H30 000295-48-7 81
5 1-Pentadecanol 228 C15H320 000629-76-5 74
Abundance Scan 856 (11.371 min): BF087053.D (-855) (-) m/z 55.10 100.00%
| N\J\wu
5000
1 167172 105 p13 ggg || 1500 1120 1140 1160
m/z 43.10 98 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63048: 1-Pentadecene
43 55
69 83
5000 29 97 AR UL B SUUREE
11,00 11.20 11.40 11.60
11 m/z 41.10 85.67%
LI O Rt PO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 55
69 83 RSN SRR B SUNI I
11.00 11.20 11.40 11.60
5000 97 m/z 57.10 74.19%
29 111
125 140 154 168 132 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #153508: Pentafluoropropionic acid, hexadecy! ester e e R ma e
B3 5 11.00 11.20 11.40 11.60
m/z 69.10 61.48%
5000 69
29 8 97
\ 1
e 120140 155167 181 106 224 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11,00 11.20 11.40 11.60

8270-BF050916.M Mon May 16 19:16:25 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.68 4.85 ng 283696 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 883 (11.679 min): BF087053.D (-881) (-) m/z 43.10 100.00%
48
60 44
5000
97 115 e 185, 213 11,40 11,60 11.80 12.00
157171 227 256 - - : -
I 143 1% m/z 41.10 83.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43 60 73
29
5000 L BRI B B SULRA
242 nmumnmnm
129 0
109 m/z 60.00 77.06%
3 115 143
WAL H\ P U s Pong |

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

43 o 73

l%

11.40 11.60 11.80 12.00
5000{ 29 m/z 73.05 72.23%

129
o 256
%8 115 143157171185199213227239

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

%

Abundance #75071: Tetradecanoic acid e
60 78 11.40 11.60 11.80 12.00
43 m/z 57.10 70.81%
5000 129
185 228
8 115 | 143 171 ‘
T | - ‘I\I il ‘ H‘ ‘ M‘ ?‘ H‘ HI\ | 157 199 213

m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00

8270-BF050916.M Mon May 16 19:16:26 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.18 12.00 ng 701528 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
Abundance Scan 927 (12.182 min): BF087053.D (-925) (-) m/z 43.05 100.00%
43
57
83
5000
H 11:80 12.00 12.20 12.40 1260
125 : . . . .
Obr b 140154168182 198 224 241 262 m/z 55.10 98 _38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72491: Cyclohexadecane
55
41 69 83
97
5000 LRI SR SR B
11 11/80 12.00 12.20 12.40 12.60
) m/z 41.10 81.39%
L ‘ ‘ ‘\ | 139153167181 196 224

m/z--> 20 40 0 80 100 120 140 160 180 200 220 240 260
Abundance

%

41 55 69

83 I
97 11.80 12.00 12.20 12.40 12.60

5000 m/z 57.10 77.43%
111

27 125
139154168182196209224 252

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

%

Abundance #89757: E-15-Heptadecenal T
pic) 11.80 12.00 12.20 12.40 12.60
7 m/z 69.10 58.38%
83
97
5000 0
111
125
I 1 M | L) 139 154168 182 196 210 224 238 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40 12 60

8270-BF050916.M Mon May 16 19:16:27 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 14 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.46 4.43 ng 177713 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecane, 1-chloro- 232 C14H29cClI 002425-54-9 20
Abundance Scan 951 (12.457 min): BF087053.D (-950) (-) m/z 43.10 100.00%
43
57 g
5000

129

185 241 12.20 12.40 12.60 12.80
143 171 199 227 256 284
157 213 m/z 41.10 76.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73

F

50001 29 256 LA L L L L LB
12.20 12.40 12.60 12.80
[T T

m/z 57.10 74 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

21
143157171185, g9

!

73

43 R e e  EERsEEEs
57 12.20 12.40 12.60 12.80

m/ 55.10 T1.77%
5000 129 z 0

29 185 228
87 101115 | 143171
157

199513
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

?

Abundance #83686: Pentadecanoic acid .
43 5 73 12.20 12.40 12.60 12.80
m/z 60.00 69.14%
129
5000 29

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF050916.M Mon May 16 19:16:28 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 1,4-Bis[(trimethylsilyl)eth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.06 4.43 ng 177672 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Bis[(trimethylsilyl)ethynyl]... 270 C16H22Si2 073392-23-1 58
2 S-Indacene-1,7-dione, 2,3,5,6-te... 270 C18H2202 055591-16-7 53
3 2-(4-t-Butylphenoxy)benzoic acid 270 C17H1803 069737-65-1 40
4 Iron, (.eta.-5-cyclohexadienyl)(... 270 C16H22Fe 1000162-99-3 40
5 2-Phenyl-6-benzothiazolecarboxyl... 255 C14H9NO2S 019989-69-6 38
Abundance Scan 1004 (13.062 min): BF087053.D (-1002) (-) m/z 255.25 100.00%
235
5000 171 /\
270 e TP
1851991 2997 12.80 13.00 13.20 13.40
ol Gl m/z 171.10 43.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100573: 1,4-Bis[(trimethylsilyl)ethynyllbenzene
255
5000 12.80 13.00 13.20 13.40
43
3 120 210 m/z 270.25  23.18%
15 58 | 91 1?6 143 167 ¥§3197211225239 L,
m/z--> 20 Jo 60 86 160 150 140 160 180 200 220 240 260
Abundance
255
270 12.80 13.00 13.20 13.40
5000 m/z 256.30 21.23%

128
13 27 41 55 77 91105 153 171185 211 227241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance #100611: 2-(4-t-Butylphenoxy)benzoic acid
255 12.80 13.00 13.20 13.40
m/z 43.10 13.72%
5000
135 270
77 105 121 ‘ 237 ‘
S N % V0 O N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 80 13. 00 13. 20 13. 40

8270-BF050916.M Mon May 16 19:16:29 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 16 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.62 5.35 ng 214725 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1053 (13.622 min): BF087053.D (-1050) (-) m/z 43.10 100.00%
4B
i \/\’\”\\—\/JL\/\\./,M
5000
6 T
139 13.40 13.60 13.80 14.00
— 162 183 207223240257 282 m/z 57.10 97_.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
5000 RIS BRI BN SRR B
13.40 13.60 13.80 14.00
m/z 55.10 95.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 JN\AA\./\¢~,~ﬂLMJ\\,VV\A,~\
Abundance
43
83 RIS UL BN SRR B
13.40 13.60 13.80 14.00
5000 m/z 41.10 68.79%

111

o7 68

%

139154 182 210

mmmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106400: 3-Eicosene, (E)- R  RREEEEES e
13.40 13.60 13.80 14.00
m/z 83.10 68.25%

5000

%

139154 182 210 252 280
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00

8270-BF050916.M Mon May 16 19:16:30 2016 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087053.D

Acq On : 15 May 2016 7:17

Operator : UM/SJ

Sample - H3052-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.74 8.3 ng 425481 1 6.60 1026150 20.0
unknown6 .39 6.39 80.8 ng 4147060 1 6.60 1026150 20.0
unknown9 .30 9.30 3.2 ng 228018 3 9.64 1426120 20.0
Tricyclo[7.3.0.0(-.. 10.34 2.6 ng 184095 3 9.64 1426120 20.0
5-Ethyldecane 10.56 2.9 ng 169247 4 11.12 1168940 20.0
unknown10.78 10.78 2.3 ng 132280 4 11.12 1168940 20.0
Bicyclo[5.1.0]Joct... 10.99 3.0 ng 172978 4 11.12 1168940 20.0
unknownl1l.20 11.20 2.0 ng 118769 4 11.12 1168940 20.0
1-Pentadecene 11.37 3.7 ng 214447 4 11.12 1168940 20.0
Pentadecanoic acid 11.68 4.8 ng 283696 4 11.12 1168940 20.0
Cyclohexadecane 12.18 12.0 ng 701528 4 11.12 1168940 20.0
n-Hexadecanoic acid 12.46 4.4 ng 177713 5 13.75 802317 20.0
1,4-Bis[(trimethy... 13.06 4.4 ng 177672 5 13.75 802317 20.0
1-Docosene 13.62 5.3 ng 214725 5 13.75 802317 20.0
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