LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\

Data File : BF090963.D

Aca On : 1 Nov 2016 20:54 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
a?ggle i H5491-02 SBJ&OEJ%
ALS Vial : 17 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-BF102616.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.144 3 5 14 rVB3 60008 189352 3.23% 0.305%
2 3.550 123 128 130 rBvV 29118 74442 1.27% 0.120%
3 3.721 139 143 149 rVB 59030 143500 2.45% 0.231%
4 4.007 163 168 170 rBvV 31233 59561 1.02% 0.096%
5 4.258 183 190 198 rBv2 117370 267738 4 _.56% 0.431%
6 4.899 244 246 253 rBV 762646 1344956 22.93% 2.166%
7 5.299 277 281 282 rBV 68348 87370 1.49% 0.141%
8 5.333 282 284 287 rBVY 4114386 5243809 89.39% 8.445%
9 5.470 293 296 303 rVB2 53763 112569 1.92% 0.181%
10 5.630 303 310 313 rVB3 88563 149222 2.54% 0.240%

11 6.384 373 376 379 rBV 4058704 5091712 86.80% 8.200%
12 6.510 384 387 389 rBV 4931533 5866099 100.00% 9.447%
13 6.739 405 407 409 rBvV 982472 1065345 18.16% 1.716%
14 6.887 418 420 423 rBV 3043345 4238163 72.25% 6.825%
15 7.310 454 457 459 rBV 2723778 3702822 63.12% 5.963%

16 7.413 463 466 468 rvv 132462 138893 2.37% 0.224%
17 8.019 517 519 522 rBV 1391806 1465109 24.98% 2.359%
18 8.316 541 545 546 rBV3 38079 66639 1.14% 0.107%
19 8.373 549 550 552 rBvV 42535 67351 1.15% 0.108%
20 8.453 5565 557 562 rBV3 81695 177040 3.02% 0.285%

21 8.567 565 567 571 rBV 111913 147109 2.51% 0.237%

22 8.682 573 577 579 rVvv5 29876 80937 1.38% 0.130%
23 8.762 583 584 586 rBV 49865 63213 1.08% 0.102%
24 8.910 595 597 598 rBvV 63714 67281 1.15% 0.108%
25 9.013 604 606 607 rBvV 91246 71159 1.21% 0.115%

26 9.059 607 610 611 rVB 120421 148527 2.53% 0.239%
27 9.105 611 614 616 rBV 5816437 5590975 95.31% 9.004%
28 9.185 618 621 624 rBvV 170386 249886 4._.26% 0.402%
29 9.505 645 649 651 rBvY 970931 1490478 25.41% 2.400%
30 9.653 660 662 664 rBv2 107043 186770 3.18% 0.301%

31 9.688 664 665 666 rvv 211910 159310 2.72% 0.257%
32 9.722 666 668 669 rvv 162213 167375 2.85% 0.270%
33 9.779 669 673 674 rVvV 1490636 1837177 31.32% 2.959%
34 9.802 674 675 679 rVB3 78054 186172 3.17% 0.300%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\

Data File : BF090963.D

Aca On : 1 Nov 2016 20:54 Instrument :
Operator : UM/SJ gmgigamleM'
a?zgle i H5491-02 sa#&osa%
ALS Vial : 17 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.939 685 687 689 rBv2 84768 141697 2.42% 0.228%

36 10.042 694 696 697 rBvV 222727 222418 3.79% 0.358%
37 10.110 700 702 703 rBV2 104636 141142 2.41% 0.227%
38 10.179 706 708 710 rBvV2 141235 162914 2.78% 0.262%
39 10.213 710 711 715 rBV 171531 337424 5.75% 0.543%
40 10.442 728 731 733 rBV 361564 389436 6.64% 0.627%

41 10.568 739 742 744 rBV 3132357 3334235 56.84% 5.370%
42 10.625 744 747 748 rVB2 138021 194657 3.32% 0.313%
43 10.705 751 754 757 rVvV 565526 1013983 17.29%% 1.633%
44 11.139 791 792 793 rBV 307388 281111 4._.79% 0.453%
45 11.173 793 795 797 rVB 397145 460902 7.86% 0.742%

46 11.253 800 802 805 rBvV 948121 1377359 23.48% 2.218%
47 12.854 940 942 945 rBV 2940981 3096048 52.78% 4._.986%
48 15.974 1212 1215 1223 rVB 1556958 4332987 73.86% 6.978%
49 16.363 1246 1249 1256 rVB 2001899 4075329 69.47% 6.563%
50 16.877 1292 1294 1297 rVV 653536 1099344 18.74% 1.770%

51 16.945 1298 1300 1308 rVB2 668330 1435958 24.48% 2.313%

Sum of corrected areas: 62095005
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF090963.D
6000000

5000000

5.33

4000000

3000000

2000000

1000000 4.90

p.14 355372 4.01 4.26 5@5.475.63

6.51

6.38

6.89

6.74

7.41
A

e L i = M

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

S
I

7.00 7.50

Abundance TIC: BF090963.D
6000000 9,10

5000000

4000000

3000000

2000000

1000000

O B e B e e e o e e I e T e e e e IR S s e o e

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00 12.50

13.00 13.50

Abundance TIC: BF090963.D
6000000

5000000

4000000

3000000

2000000

1000000

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

o

18.00

18.50

19.00

8270-BF102616.M Wed Nov 02 17:03:33 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Heptane Concentration Rank 14

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

2.14 3.55 ng 189352 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 72
2 1-Heptene 98 C7H14 000592-76-7 43
3 Cvclobutanone. 2.2-dimethvl- 98 C6H100 001192-14-9 43
4 1-Hexene. 3.4.5-trimethvl- 126 C9H18 056728-10-0 43
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 42

Abundance Scan 5 (2.144 min): BF090963.D (-3) (-) m/z 43.10 100.00%
43
71
57
5000 /j/\\\‘\J\»~\&,_\\ﬂ__\,,~g\
sl sl | = 100 220 2.30 2.40 250 2.60
) < 1 N T N B m/z 41.10 76.50%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3893: Heptane
43
57
5000 & USRI UL IR I
2.20 2.30 2.40 2.50 2.60
29 100 m/z 71.10 65.78%
| g5
e R A IS RN RS RS RS RARRS RS RARRS SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
41 56
29 HRUN R UL IR L
2.20 2.30 2.40 2.50 2.60
5000 0 m/z 57.10 57.64%
98
0 2 15 50 63 77 83 01
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3196: Cyclobutanone, 2,2-dimethyl- Y A
a4 0 2.20 2.30 2.40 2.50 2.60
56 m/z 56.10 41.74%
5000 o8
98
S NS RS RN s AR R RES RAR S AR SSRARAS U U U I I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 2 Heptane, 3-methyl- Concentration Rank 18

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

3.72 2.69 ng 143500 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 83
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
3 Pentane. 3-ethvl-2.4-dimethvl- 128 C9H20 001068-87-7 53
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 53
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 50

Abundance Scan 143 (3.721 min): BF090963.D (-139) (-) m/z 43.10 100.00%

48
57
5000

340 360 380 4.00
0 "'I""I""I""I""ll!"'l""I""I""I""I""I""I""I""I'" m/z 57.10 72.45%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7430: Heptane, 3-methyl-
43
57
85

5000 ..,....,....,....,”..,
3.40 3.60 3.80 4.00

m/z 85.10 51.03%

O T T T e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43

57 N
3.40 3.60 3.80 4.00
5000 85 m/z 41.10 48.30%
29
71
b 2 99 114
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12335: Pentane, 3-ethyl-2,4-dimethyl- R
43 340 360 380 4.00

m/z 56.10 39.53%

5000 g5
57
69
0 \\ 1 99 113 128

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 3 Octane Concentration Rank 10

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

4.26 5.03 ng 267738 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 78
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 72
3 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 59
4 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 53
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53

Abundance Scan 190 (4.258 min): BF090963.D (-183) (-) m/z 43.10 100.00%
43 L/L
5000
57
t T U R UL UL R
112 4.00 4.20 4.40 4.60
0..,....,....,....|,.|.-..5,0.-.|.|.,...-.'!....,.'!..,....,....,::..,....,.... m/z 41.10 50.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7423: Octane
43
5000 U R UL U R
29 57 a5 4.00 4.20 4.40 4.60
71 m/z 57.10 38.66%
0"I'%?'I'”'I'"'I"'?P“"I""I"“I""I""P'"I%%?'I""P'"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
4.00 4.20 4.40 4.60
5000 m/z 85.10 32.29%
85
27 57 71
0 36 50 64 78 99 113 128
B IR DU L UL I UL UL IR L L L L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12283: Heptane, 2,3-dimethyl- MBS D CHNED N V.
43 4.00 4.20 4.40 4.60
m/z 71.10 25.72%
5000
- 84
27 71 ‘
o ] 35“\ 50 H‘ A 99 113 128
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8IO 9'0 1(')0 110 120 13"0 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 25.25 ng 1344960 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 246 (4.899 min): BF090963.D (-244) (-) m/z 43.10 100.00%
a3
59
5000
1o o a5 5ho 8% |
oth b 088 27 n77 89.10 58.3%%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R IR AL N
59 460 480 500 520
m/z 101.10 17.28%
15 4 ‘ 101
0"J'PWh'I"”I""F%"J"'W""I'”'I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520
5000 m/z 58.10 15.95%
41
73 86
e L L I S L S S B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8114: 3-Hexanol, 4-methyl- TR ,
50 460 480 500 520

m/z 41.10 8.78%

5000 41
ZT &7
15 M I HH 0 | e

ot A RERES RaE BT

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 5 Nonane Concentration Rank 16

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

5.63 2.80 ng 149222 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 Octane 114 C8H18 000111-65-9 64
3 Decane 142 C10H22 000124-18-5 64
4 Octane. 4-methvl- 128 C9H20 002216-34-4 52
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 50

Abundance Scan 310 (5.630 min): BF090963.D (-303) (-) m/z 43.10 100.00%
48 57
5000
71 8 S
| ” | ‘ 99 128 520 540 5.60 5.80 6.00
1 S S m/z 57.10 88.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12253: Nonane
43 57
5000
520 540 5.60 5.80 6.00
29 1 8 m/z 41.10 45 _.97%
0"|""v"kh"““l'"|'A‘|"'”H“"l'J"v"%?"“l""v'%%?"“l""v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
5.0 540 560 580 600
5000 m/z 85.10 29.84%
57
29 71 85
0 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18419: Decane
43 57 520 540 5.60 5.80 6.00
m/z 71.10 25.14%
5000
71
29 85
ol 15 \W L ‘J % us 142
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 12'0 13'0 14'10 ' 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknown6.51 Concentration Rank 1

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

6.51 110.13 ng 5866100 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 387 (6.510 min): BF090963.D (-384) (-) m/z 132.00 100.00%
132
5000 68
40 % 620 640 6.60 680
54 - - - -
ol 82 1alis 281 m/z 68.10 41.85%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A AR R LRSS LA
o7 6.20 6.40 6.60 6.80
117 m/z 134.00 35.38%
0 I""I""I""I""I"" ..H. R B R B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
9 620 640 6.60 680
5000 m/z 66.05 26 .57%
31 51
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- AR R
132 6.20 6.40 6.60 6.80
m/z 69.10 16.48%
117
5000
91
el b
0 II\“I‘III\‘I\IIH‘I“‘II”II\I\”l\ |l“| R B R B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80

8270-BF102616.M Wed Nov 02 17:03:38 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 20

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

8.45 2.42 ng 177040 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
3 Hexadecane 226 C16H34 000544-76-3 59
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 59
5 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 53

Abundance Scan 557 (8.453 min): BF090963.D (-555) (-) m/z 57.10 100.00%
57
71
43
5000
85 97 T T LT T
113 8.20 8.40 8.60 8.80
Ol 126 123165 m/z 71.10 72.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64586: Dodecane, 2,6,11-trimethyl-
57
a3 | 1
5000 R LR I L
8.20 8.40 8.60 8.80
85 m/z 43.10 54 _09%
o ‘\ L Ly ‘ 99 113127 141 155 169 182 197
m/z--> 20 Jo éo éo 160 150 140 160 180 200 220
Abundance
57
& HEREE R L R
8.20 8.40 8.60 8.80
5000 43 m/z 41.10 30.69%
29 113
0 8 99 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73967: Hexadecane Al BAR T S S
57 8.20 8.40 8.60 8.80
34 m/z 56.10 22.76%
5000 85
29 99
ol 14 N -4 141 155 169 183 107 226
m/z--> 20 40 60 80 100 150 140 160 180 200 220 8.20 840 8.60 8.80

8270-BF102616.M Wed Nov 02 17:03:39 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Isotridecanol- Concentration Rank 17

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

9.18 2.72 ng 249886 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isotridecanol- 200 C13H280 027458-92-0 72
2 Cvclododecanol. 1l-ethenvl- 210 C14H260 006244-49-1 49
3 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 47
4 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 46
5 Cyclooctane, 1,2-dimethyl- 140 C10H20 013151-94-5 43

Abundance Scan 621 (9.185 min): BF090963.D (-618) (-) m/z 57.10 100.00%
4
5000
880 9.00 920 9.40 9.60
Oy m/z 69.10 99.54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56261: Isotridecanol-
5000 SSLESERERE AR RRERE N
8.80 9.00 9.20 9.40 9.60
m/z 55.10 75.68%
125 154171 g5
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
71 880 9.00 920 9.40 9.60
5000 29 m/z 43.10 70.85%
9 111

135152147183 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115549: Octadecane, 1-(ethenyloxy)- R AR B
43 8.80 9.00 9.20 9.40 9.60
m/z 41.10 67.76%
5000 69

0 h L M6 154 180106 224 252 281206
el bl MMM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.80 9.00 9.20 9.40 9.60

8270-BF102616.-M Wed Nov 02 17:03:40 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 10 Tritetracontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.04 2.42 ng 222418 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 80
2 Pentadecane 212 C15H32 000629-62-9 64
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 58
4 Nonadecane 268 C19H40 000629-92-5 53
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 52
Abundance Scan 696 (10.042 min): BF090963.D (-694) (-) m/z 57.10 100.00%
57
5000
o7 133 " '9.80 10.00 10.20 10.40
I 13222 m/z 71.10 81.86%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57
5000 LR RIS BN BRI B
9. 80 10 00 10. 20 10 40
97 m/z 43.10 69.26%
0 ‘L$M\\}41 183 225 267 323 379 421 463 505 547 604
miz--> 0 §o 160 1éo 200 250 300 350 400 450 560 séo 660
Abundance
57
" '9.80 10.00 10.20 10.40
5000 m/z 85.10 49 .65%

26 99 141 182212

L A U L
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #45605: Decane, 2,3,5-trimethyl- A B Rmman ma
57 9.80 10.00 10.20 10.40
m/z 55.10 45.66%
5000
141
99

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 980 10 00 10. 20 10 40

8270-BF102616.M Wed Nov 02 17:03:41 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.21 3.67 ng 337424 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tetracosane 338 C24H50 000646-31-1 72
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
4 Heptacosane 380 C27H56 000593-49-7 64
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
Abundance Scan 711 (10.213 min): BF090963.D (-710) (-) m/z 57.10 100.00%
57
5000
85

9.80 10.00 10.20 10.40 10.60

3 113 209
Obrrrrrfr b bt d L 108 188 A e || M7z 43.10  64.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73965: Hexadecane
57
5000 LA L L L L L L L LB

g5 9.80 10.00 10.20 10.40 10.60
29 m/z 71.10 55.09%

‘\ Ll ) 113 141 169 197 226

O e e e T R T e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R ENEEEEE RS E R
9.80 10.00 10.20 10.40 10.60
5000 a5 m/z 41.10 29.73%

29 113
141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #138012: Bacchotricuneatin ¢ A o
1 112 9.80 10.00 10.20 10.40 10.60
% m/z 85.10  29.35%
5000
0 H\ \m 17319 216 245 312 342
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9. 80 10. 00 10. 20 10. 40 10 60

8270-BF102616.M Wed Nov 02 17:03:42 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.44 4.24 ng 389436 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Tetracosane 338 C24H50 000646-31-1 80
3 Heptacosane 380 C27H56 000593-49-7 78
4 Heptadecane 240 C17H36 000629-78-7 78
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 731 (10.442 min): BF090963.D (-728) (-) m/z 57.10 100.00%
57
5000
85 e
113 169 10.20 10.40 10.60 10.80
o34 4 .J.J', i P2 s  m/z 71.10 56.33%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 U SN B BRI B
85 10.20 10.40 10.60 10.80
29 m/z 43.10 39.46%
ol M aee e
m/z--> 50 100 150 200 250 300 350
Abundance
57
'~ 10.20 10.40 10,60 10.80
5000 P m/z 85.10 26 .74%
29
o 113 141 169 197 205 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane e RARREEE RS
57 10.20 10.40 10.60 10.80
m/z 41.10 18.43%
5000
85
o 290 /113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10.60 10.80

8270-BF102616.M Wed Nov 02 17:03:42 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 13 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.62 2.83 ng 194657 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 89
2 1-Dodecanol. 3.7.11-trimethvl- 228 C15H320 006750-34-1 86
3 Cvclopropane. 1.2-dimethvl-1-pen... 140 C10H20 062238-04-4 43
4 1-Tridecene 182 C13H26 002437-56-1 42
5 2-Heptene, 4-methyl-, (E)- 112 C8H16 066225-17-0 38

Abundance Scan 747 (10.625 min): BF090963.D (-744) (-) m/z 57.10 100.00%

5000

173 R B
187 203 218 237 252 10.40 10.60 10.80 11.00

(o} m/z 69.10 94 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44161: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
41 55

10.40 10.60 10.80 11.00
m/z 55.10 52.74%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
R B
70 10.40 10.60 10.80 11.00
5000 83 m/z 43.10 50.40%
29 97 125
112
140
oL 15 154167 182195 210 208
e L et e RS T e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17387: Cyclopropane, 1,2-dimethyl-1-pentyl- R B EREE R
69 10.40 10.60 10.80 11.00
55 m/z 56.10 49.71%
41
5000
84
97
0 T \‘ g4 ) 112125140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10. 60 10. 80 11. OO

8270-BF102616.M Wed Nov 02 17:03:43 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 14 Tridecane, 5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.70 14.72 ng 1013980 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 90
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
4 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 78
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78

Abundance Scan 754 (10.705 min): BF090963.D (-751) (-) m/z 57.10 100.00%

57 71

5000

10.40 10.60 10.80 11.00
m/z 71.10 83.17%

99 113

o 127141 163 183 199 215 231244 258
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #73971: Tridecane, 5-propyl-
57
43 71
5000 LA L L L L L L L
8 10 40 10 60 10 80 11. 00
& m/z 43.10 46.35%
112
o \‘ i w 9 |~ 127141154168 183197 226
.“.“,”.w.”.“.”,”.W.H.P.”,”...”......”.“.”,”
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71 e
43 10.40 10.60 10.80 11.00
5000 m/z 85.10 29.06%
29 85 112
99 154
0 126 140 168 184
A B o e A R e B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64587: Dodecane, 2,7,10-trimethyl- AR e R ERE m
57 10.40 10.60 10.80 11.00
71 m/z 41.10 19.78%
43
5000
o L1 ‘ 99 113127141 155 169 183197
A B B o e B R L R AR e R ERE m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10 60 10 80 11. 00

8270-BF102616.-M Wed Nov 02 17:03:44 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 16 Tridecane, 1-i1odo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.17  6.69 ng 460902  Phenanthrene-di0 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 86

2 Heptadecane 240 C17H36 000629-78-7 64
3 Heptacosane 380 C27H56 000593-49-7 64
4 Decane. 2.3.8-trimethvl- 184 C13H28 062238-14-6 64
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 59
Abundance Scan 795 (11.173 min): BF090963.D (-793) (-) m/z 57.10 100.00%
g7
5000 85
10.80 11.00 11.20 11.40
141 177
ol ”, b ".J. 20238 263 "m/z 71.10 89.53%
m/z--> 50 100 150 200 250 300 350
Abundance #122578: Tridecane, 1-iodo-
57
5000 85 UM SRR B B B
10,80 11.00 11.20 11.40
183 m/z 85.10 48.61%
oL g ‘l‘.“.“ll.]‘-%‘. I]|.§|5| T ———t 3:!-0. T
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.80 11.00 11.20 1140
5000 o m/z 43.10 40.90%
29
o 113 141 169 196 240
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane T
57 10.80 11.00 11.20 11.40
m/z 41.10 20.77%
5000
85
o 290 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 1080 11.00 11.20 1140 '

8270-BF102616.

M Wed Nov 02 17:03:45 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 17 unknownl15.97 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.97 20.00 ng 4332990 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. 1.3-decadivnvltrimethvl- 206 C13H22Si 084751-17-7 35
2 Propanamide. N-(2.3-dihvdro-3-me... 220 C11H12N20S 332413-15-7 35
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 32
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 27
5 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16CIFN2S 1000298-18-2 25
Abundance Scan 1215 (15.974 min): BF090963.D (-1212) (-) m/z 191.15 100.00%
191
5000 w
L NI RN SRR DU I
383 15.60 15.80 16.00 16.20
ol 217 245 287313 342 428 472 m/z 177.10 45 61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60167: Silane, 1,3-decadiynyltrimethyl-
191
5000 73 L DA PR SRS B
15. 60 15. 80 16 00 16.20
8 g - m/z 95.10 28.71%
O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
15,60 15.80 16.00 1620
5000 m/z 81.10 26.73%
57 109 150 220 yqur\"/\\J\/\\u\\/\vﬁ/\\ﬂ
33 82
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4éo
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen R EERE RS B
191 15.60 15.80 16.00 16.20
m/z 123.10 25.96%
5000 M
43 123149
Ouuu‘l‘luu”uu:mh‘uuﬂutluu::‘l‘uuuu||||||||||||||||||||||||| e
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20

8270-BF102616.-M Wed Nov 02 17:03:46 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 18 _beta.-iso-Methyl ionone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.36 18.81 ng 4075330 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 52
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 50
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 47
4 1-Cvclohexene. 1.3.3-trimethvl-2_... 206 C14H220 1000197-08-4 42
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 40
Abundance Scan 1249 (16.363 min): BF090963.D (-1246) (-) m/z 191.15 100.00%
191
e % m
Pl e RAPRAPRPAY
41 . . . .
218 397
o 259 301327 369397420 456482 m/z 95.10 37 .13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60190: .beta.-iso-Methyl ionone
191
50001 28 UV BRSNS
16.00 16.20 16.40 16.60
g5 135163 m/z 81.10 30.52%
0|”||||||||||||’|| |‘....|....|....|....|....|....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
16.00 16.20 16.40 16.60
5000 m/z 123.10 24 .62%
109, 4
398
163 | 217 g0 308 355
-7
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R R RREEEEa
191 16.00 16.20 16.40 16.60
m/z 69.10 22 .99%
5000 57 /A/\\J‘“f\v“}\g“VNf\xv\ﬂ~\/
107 149
??”ﬁL%{MMJWHE“““ AR S B WU DU L UNNUDUNSUSA BSURER SUNLRE
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60

8270-BF102616.M Wed Nov 02 17:03:47 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknownl6.88 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.88 5.07 ng 1099340 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 49
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
3 47-Diethvlaminoacetanilide 206 C12H18N20 005326-57-8 35
4 Silane. T4-(1.1-dimethvlethvph... 206 C13H22Si 018412-68-5 27
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 27
Abundance Scan 1294 (16.877 min): BF090963.D (-1292) (-) m/z 191.10 100.00%
191
95
5000
69 137 163
41 T L
219245 211 16.60 16.80 17.00 17.20
ol 273 313337 369 436 465 m/z 95.10 64.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191
50001 43 AR SRR BN L
16.60 16.80 17.00 17.20
123149 m/z 81.10 50.97%
69 %0 ‘ ‘
0.‘.‘.‘|“.”‘.H.‘.Ml“‘.‘.“.‘HH.‘ﬁ.‘.“. |‘....|....|....|....|....|....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
'16.60 16.80 17.00 17.20
5000 m/z 205.20 41.47%
43 5 91 123149
L U L L L UL WL LI S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59971: 4'-Diethylaminoacetanilide e Al Eama s R S
191 16.60 16.80 17.00 17.20
m/z 69.10 37.05%
5000
43 65 93 1%9 163
mz-> 50 100 150 200 250 300 350 400 450 '16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090963.D

Aca On : 1 Nov 2016 20:54

Operator : UM/SJ

Sample = H5491-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 20 unknownl16.95 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.95 6.63 ng 1435960 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 37
3 3-Indolethanamine. N-acetvl-5-fl... 250 C13H15FN202 1000116-27-1 35
4 47 -Diethvlaminoacetanilide 206 C12H18N20 005326-57-8 35
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 30
Abundance Scan 1300 (16.945 min): BF090963.D (-1298) (-) m/z 191.10 100.00%
191
T ”MA\U\J/AAK,J\\_/\/
5000
® 137163 LA P B SR I
41
219945 a1l 16.60 16.80 17.00 17.20
o 274299 342369 436460 77 95 10 54 8%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #60237: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191
5000 AU A SRR B
57 1660 16.80 17.00 17.20
29 m/z 81.10 39.82%
93 121 149
0 ”\‘\‘HMHH HHMM b “‘.‘.‘. ‘,‘....,....,....,....,....,....
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance
191
16,60 16.80 17.00 17.20
5000 28 m/z 205.15  32.08%
135 163
69 95
L L s U B S WL UL UL S
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #88202: 3-Indolethanamine, N-acetyl-5-fluoro-6-methoxy- R AEma T L
191 16.60 16.80 17.00 17.20
m/z 109.10 30.91%
5000 ‘JN/\WA\‘~f‘/\/\~_\/~\\,\/\\f
43 163 250
. 72 107135 | | 5y
miz—-> 0 50 100 150 200 250 300 350 400 450 1660 16,80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\

Data File : BF090963.D

Acq On : 1 Nov 2016 20:54 Instrument :
Operator : UM/SJ BNA_F

Sample - H5491-02 ClientSampleld :
Misc : SB-78-0.5-1.0
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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]
Heptane 2.14 3.5 ng 189352 1 6.74 1065350 20.0
Heptane, 3-methyl- 3.72 2.7 ng 143500 1 6.74 1065350 20.0
Octane 4.26 5.0 ng 267738 1 6.74 1065350 20.0
2-Pentanone, 4-hy... 4_.90 25.3 ng 1344960 1 6.74 1065350 20.0
Nonane 5.63 2.8 ng 149222 1 6.74 1065350 20.0
unknown6.51 6.51 110.1 ng 5866100 1 6.74 1065350 20.0
Dodecane, 2,6,11-... 8.45 2.4 ng 177040 2 8.02 1465110 20.0
Isotridecanol- 9.18 2.7 ng 249886 3 9.78 1837180 20.0
Tritetracontane 10.04 2.4 ng 222418 3 9.78 1837180 20.0
Hexadecane 10.21 3.7 ng 337424 3 9.78 1837180 20.0
Eicosane 10.44 4.2 ng 389436 3 9.78 1837180 20.0
Cyclohexane, 2-bu... 10.62 2.8 ng 194657 4 11.25 1377360 20.0
Tridecane, 5-propyl- 10.70 14.7 ng 1013980 4 11.25 1377360 20.0
Tridecane, l1l-iodo- 11.17 6.7 ng 460902 4 11.25 1377360 20.0
unknownl15.97 15.97 20.0 ng 4332990 6 15.32 4332990 20.0
-beta.-iso-Methyl... 16.36 18.8 ng 4075330 6 15.32 4332990 20.0
unknownl16.88 16.88 5.1 ng 1099340 6 15.32 4332990 20.0
unknownl16.95 16.95 6.6 ng 1435960 6 15.32 4332990 20.0
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