LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/1Z

Sample - G4527-09

Misc :

ALS Vial : 20 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:\HPCHEMI1\BNA_F\METHODS\8270-BF112115.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 2.273 23 25 32 rvB 49166 103463 1.47% 0.134%
2 3.324 113 117 121 rVB 36149 86950 1.24% 0.113%
3 4.101 177 185 194 rBV4 35613 178914 2.55% 0.232%
4 4.753 240 242 252 rVB 2013172 3769368 53.69% 4.891%
5 5.142 272 276 281 rBV2 134677 231613 3.30% 0.301%
6 5.222 281 283 296 rBV 4754768 5686023 80.99% 7.378%
7 5.416 296 300 303 rBvY 176725 230421 3.28% 0.299%
8 6.022 348 353 356 rBV5 32072 106593 1.52% 0.138%
9 6.205 368 369 373 rBV 59896 106154 1.51% 0.138%
10 6.285 373 376 383 rVV 4361492 6112040 87.05% 7.931%

11 6.387 383 385 388 rvv 5807621 5939920 84.60% 7.707%
12 6.433 388 389 391 rvv 185951 198975 2.83% 0.258%
13 6.479 391 393 395 rvv 118497 202011 2.88% 0.262%
14 6.525 395 397 400 rvB 76746 113793 1.62% 0.148%
15 6.605 402 404 407 rVB 1085342 1132224 16.13% 1.469%

16 6.673 407 410 411 rBV 102688 101435 1.44% 0.132%
17 6.765 416 418 421 rBV 4496004 4263669 60.73% 5.532%
18 6.845 423 425 429 rVB4 55433 111265 1.58% 0.144%
19 6.902 429 430 432 rBvV 139145 143563 2.04% 0.186%
20 6.947 432 434 435 rBV2 67600 95568 1.36% 0.124%

21 6.970 435 436 439 rVB 142011 119829 1.71% 0.155%
22 7.027 439 441 443 rBV2 123948 193217 2.75% 0.251%
23 7.062 443 444 451 rVB 325239 500820 7.13% 0.650%
24 7.176 451 454 457 rBV 2815591 4047998 57.66% 5.252%
25 7.325 461 467 468 rBV5 61011 212563 3.03% 0.276%

26 7.347 468 469 472 rVB2 87011 86254 1.23% 0.112%
27 7.462 476 479 481 rVB2 71641 110709 1.58% 0.144%
28 7.496 481 482 483 rBvV 68670 72189 1.03% 0.094%

29 7.588 487 490 493 rBV2 877840 1790423 25.50% 2.323%
30 7.645 493 495 497 rVB 197935 210287 3.00% 0.273%

31 7.725 497 502 505 rVB2 1089345 2013852 28.68% 2.613%
32 7.782 505 507 509 rBvV 413638 469348 6.69% 0.609%
33 7.839 510 512 514 rBV 194515 159490 2.27% 0.207%
34 7.896 514 517 519 rBV 1725662 2052063 29.23% 2.663%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/1Z

Sample - G4527-09

Misc :

ALS Vial : 20 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.965 519 523 527 rVvB4 285641 819368 11.67% 1.063%

36 8.056 527 531 533 rBv2 1559781 2495449 35.54% 3.238%
37 8.159 538 540 541 rBV 466086 471548 6.72% 0.612%
38 8.193 541 543 547 rVV3 161474 247505 3.53% 0.321%
39 8.285 548 551 556 rvv 727573 886823 12.63% 1.151%
40 8.388 556 560 565 rvB2 574191 1186720 16.90% 1.540%

41 8.479 565 568 571 rBv2 185343 353696 5.04% 0.459%
42 8.605 577 579 581 rVB3 126286 180216 2.57% 0.234%
43 8.650 581 583 584 rBv2 112129 124419 1.77% 0.161%
44 8.708 586 588 592 rvv4 108693 182481 2.60% 0.237%
45 8.776 592 594 595 rvv 73348 101149 1.44% 0.131%

46 8.799 595 596 597 rvv 148651 198338 2.82% 0.257%
47 8.833 597 599 601 rvv2 286529 468780 6.68% 0.608%
48 8.902 604 605 607 rvv2 202574 208441 2.97% 0.270%
49 8.982 609 612 614 rvV 6450783 7020897 100.00% 9.110%
50 9.051 614 618 624 rvv2 730563 1293482 18.42% 1.678%

51 9.142 624 626 628 rvv2 144156 256084 3.65% 0.332%
52 9.176 628 629 632 rvv2 191406 251651 3.58% 0.327%
53 9.233 632 634 636 rvv3 94402 207254 2.95% 0.269%
54 9.302 638 640 645 rvB4 188563 359786 5.12% 0.467%
55 9.393 645 648 650 rBv4 64650 156063 2.22% 0.202%

56 9.553 660 662 664 rVB3 60595 79315 1.13% 0.103%
57 9.599 664 666 668 rvv3 80685 132575 1.89% 0.172%
58 9.645 668 670 673 rvv 1819101 1731880 24.67% 2.247%
59 9.725 674 677 680 rVB3 67928 140665 2.00% 0.183%
60 9.896 689 692 697 rVB3 74558 156617 2.23% 0.203%

61 10.022 701 703 706 rBv4 77514 159822 2.28% 0.207%
62 10.079 706 708 712 rVB4 41211 87052 1.24% 0.113%
63 10.251 721 723 725 rVB 77003 84936 1.21% 0.110%
64 10.434 736 739 742 rVB 3585844 4075108 58.04% 5.288%
65 10.571 749 751 756 rVB4 65981 111802 1.59% 0.145%

66 10.662 756 759 761 rBV 69120 106975 1.52% 0.139%
67 11.119 797 799 802 rBV 1882347 1679390 23.92% 2.179%

68 11.176 802 804 810 rVvB3 37286 70315 1.00% 0.091%
69 11.679 846 848 852 rBv2 319116 429959 6.12% 0.558%
70 12.377 906 909 912 rBV3 30851 91950 1.31% 0.119%

71 12.457 914 916 923 rBV 369723 421681 6.01% 0.547%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/1Z

Sample - G4527-09

Misc :

ALS Vial =: 20 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 - 0 Peak Location: TOP

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

Method
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF112115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 12.708 935 938 941 rBV 5367485 6403255 91.20% 8.309%
73 13.622 1016 1018 1022 rVB2 63752 95995 1.37% 0.125%
74 13.748 1026 1029 1031 rBV 1507619 1508562 21.49% 1.957%
75 15.097 1145 1147 1150 rBV 738769 1077492 15.35% 1.398%

Sum of corrected areas: 77068500
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF112415\

BF083257.D

25 Nov 2015 1:06

umsiz

G4527-09

20 Sample Multiplier: 1

> Z:\HPCHEMI\BNA_F\METHODS\8270-BF112115.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

2.

TIC: BF083257.D

6.39

5.22

6.24 6.76

4.75

27 3.32 4.10 514 542 6.026.9

7.18

Time--> 2.00

T T
5.00 5.50

T
2.50

3.00

T
3.50

4.00 4.

ores
50 6.00

I
7.50 8.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF083257.D

8/98

12.71

10.43

11.12

11.68

12.46
12. |

1015766 .18

13.75

13.6

Time-->

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

13.50

14.00 14.50

Abundance

6000000

5000000

4000000

3000000

2000000

10000005.10

0

TIC: BF083257.D

Time-->

15.50 16.00 16.50 17.00 17.50 18.00

18.50 19.00 19.50

20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 1 Butanoic acid Concentration Rank 20

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

4.10 3.16 ng 178914 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 64
2 Pentanoic acid 102 C5H1002 000109-52-4 9
3 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 9
4 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9
5 Benserazide 257 C10H15N305 000322-35-0 9

Abundance Scan 185 (4.101 min): BF083257.D (-177) (-) m/z 60.05 100.00%
6o
5000
42 3
| ||| | o | 83 380 400 420 440
T Y A — m/z 73.10 31.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1989: Butanoic acid
60
5000
73 3.80 4.00 4.20 4.40
27 41 m/z 42.10  27.28%
8 L larss er | e 88
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
60
380 400 420 440
5000 73 m/z 41.10 23.94%
29 41
15 47 53 87 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #20912: Propanedioic acid, propyl- UL AL L R I
44 60 3.80 4.00 4.20 4.40
m/z 43.10 22.15%
5000 73
29
Ty .,.w.“h...ﬁﬁ ﬂ"'I??M' T '|""|"§Z|""| T A R A L R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.75 66 .58 ng 3769370 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 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 242 (4.753 min): BF083257.D (-240) (-) m/z 43.10 100.00%
a3
59 /\_
5000
101 DEASEDE SRS RN
440 460 480 5.00
i Bt B30 778 | s U89 10 53.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 15.68%
15 31 101
\ 25 7 37 53, 83
miz--> R P I NS N N N
Abundance
43
- 440 460 480 500
5000 m/z 58.05 13.69%

29 101
15 37 51 73 83 o5
T LA I e e o B LA e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

440 4.60 4.80 5.00
m/z 41.10 9.50%

5000
41
29 101
[yl 1 LI ‘ I 53 | 73 86 ‘

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:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 6 Benzene, 1,3,5-trimethyl- Concentration Rank 18

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

6.43 3.51 ng 198975 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87

Abundance Scan 389 (6.433 min): BF083257.D (-388) (- m/z 105.10 100.00%
105
5000 120
39 51 59 g 91 6.00 6.20 6.40 6.60 6.80
e prrreprrer e e et PO el e m/z 120.10 41.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105
120
5000
6.00 6.20 6.40 6.60 6.80
m/z 119.10 12.10%
27 3 Slgges 19
I L L. A | N il
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
120 6.00 6.20 6.40 6.60 6.80
5000 m/z 77.10 11.41%
15 21 3 5lges 1 9
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9135: Benzene, 1-ethyl-4-methyl-
105 6.00 6.20 6.40 6.60 6.80
m/z 91.10 9.15%
5000
120
15 27 39 515865 7 gy gg | 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 7 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 17

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

6.48 3.57 ng 202011 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 74
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
3 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 39
4 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 36
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 33

Abundance Scan 393 (6.479 min): BF083257.D (-391) (-) m/z 45.10 100.00%
45
5000
59
72
| | g7 103 6.20 6.40 6.60 6.80
'W”'W””P'”WL'P”Jh'ﬁlhl””P”'P”W'”W””I””P'”P” m/z  59.10 26.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14589: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 DRSS R
31 59 6.20 6.40 6.60 6.80
72 m/z 72.05 16.40%
SN RO o TS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
6.20 6.40 6.60 6.80
5000 m/z 43.10 13.94%
5 72
31 89
15 103 119 148
Wmﬂmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8558: Ethane, 1,2-diethoxy- L B B e e e
il 59 6.20 6.40 6.60 6.80
m/z 73.10 11.22%
5000 45 74
1w5‘ ‘\ H‘ I : Il 84 97 118
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 9 Phenol, 3,5-dimethyl- Concentration Rank 5

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

7.72 19.63 ng 2013850 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 96
2 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 90
3 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 87
4 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 87
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 87

Abundance Scan 502 (7.725 min): BF083257.D (-497) (-) m/z 107.10 100.00%
107 122
5000
55 77
39 69 91
|| 47”| | || | 133 152 7.40 7.60 7.80 8.00
11 P YA AN S A m/z 122.05 86.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9620: Phenol, 3,5-dimethyl-
107 122
5000
77 7.40 7.60 7.80 8.00
— 91 m/z 77.10 34 .46%
65
"I']'-'S'I"2"'7I""‘I""'“""'I""*'I""‘I""I"‘*"I""'ll""l""I""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107 122
740 7.60 7.80 8.00
5000 m/z 121.10 33.05%
39 L
15 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9617: Phenol, 2,3-dimethyl-

7.40 7.60 7.80 8.00
m/z 55.10 26.05%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 10 Phenol, 2,3-dimethyl- Concentration Rank 13

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

7.78 4_.57 ng 469348 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 93
2 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 86
3 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 83
4 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 83
5 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 81

Abundance Scan 507 (7.782 min): BF083257.D (-505) (-) m/z 107.10 100.00%
107
122
5000 77 91
59
39 ‘
7.40 7.60 7.80 8.00 8.20
134
..,....,....,....|,'.|.-..'|" --'E.,....i....-,.'|.|..9"- !,....|, et | m/z 122.10  76.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9611: Phenol, 2,3-dimethyl-
107 122
5000
77 7.40 7.60 7.80 8.00 8.20
39 ‘ m/z 91.10 45_73%
'W'jﬁ'fi'“m'”db“WJhw'“h'“ﬂ”“ﬂﬂh“'“'l“'P”'P“'P“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107 122
7.40 7.60 7.80 8.00 8.20
5000 77 m/z 77.10 41 _49%
39 91
27 51 65
15
mmwmmmmﬁwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9614: Phenol, 2,5-dimethyl- e e A R RE R
107 122 7.40 7.60 7.80 8.00 8.20
m/z 79.10 36.20%
5000
5 3 ‘
'W}?P”HP”M””mh”N”W”JI””PMWJL“””I”'P”W””P'” A RARRE AR LR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 11 unknown8.06 Concentration Rank 4

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

8.06 24 .32 ng 2495450 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 38
2 Bicyclo[3.1.1]heptan-2-one, 3,6,... 152 C10H160 016022-08-5 35
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 35
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 30
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 30

Abundance Scan 531 (8.056 min): BF083257.D (-527) (-) m/z 83.10 100.00%
55
95
5000 41
er 109
123 137 152 40, 7.80 8.00 8.20 8.40
L m/z 55.10 68.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5823: Cyclohexene, 3,5-dimethyl-
95
67
39 7.80 8.00 8.20 8.40
110 m/z 95.10 53.71%
27
'W}?P”W“”P”W””P”W””P”W“”P”W””P”'””P”W””P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
83
7.80 8.00 8.20 8.40
5000 55 m/z 41.10 41.94%
95
41 109
27 69 152
18 103 137
Wmmmmmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3281: Cyclohexane, methyl- LA R as Bt
55 83 7.80 8.00 8.20 8.40
m/z 67.10 32.70%
5000 M
98
27
”P”W”LL”Mm”P“W”JW”Wh”P”W””P“W””'”W“”P”W””P EERRRERAREE AR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 12 Phenol, 4-ethyl-3-methyl- Concentration Rank 12

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

8.16 4.60 ng 471548 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 95
2 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 91
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
4 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 91
5 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 91

Abundance Scan 540 (8.159 min): BF083257.D (-538) (-) m/z 121.10 100.00%
5000
136
9 51 65 7|7 9|1 o0 107 ‘ o 7.80 8.00 820 8.40
S WU NS NN PPt LA SN PR m/z 136.10 29.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15853: Phenol, 4-ethyl-3-methyl-
121
5000
136 7.80 8.00 8.20 8.40
7 o1 m/z 91.10 14 ._.70%
39 51 65
'W””P”W”Jﬁ”¢“”P“W”AP”J””H?W””J“W””P”W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
7.80 800 820 840
5000 m/z 77.05 13.75%
136

28 39 51 65 /7 91 105;;5
wrwwwmmmmm
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #15877: Phenol, 2-(1-methylethyl)- R L R
121 7.80 8.00 8.20 8.40
m/z 122.10 9.68%
5000
136
103
77
27 9 s ||
T T e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 13 Phenol, 3-ethyl-5-methyl- Concentration Rank 8

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

8.28 8.64 ng 886823 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 87
2 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 83
3 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 83
4 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 74
5 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 72

Abundance Scan 551 (8.285 min): BF083257.D (-548) (-) m/z 121.10 100.00%
21
5000 136
107
7 91
39 51 g5 | 150 8.00 820 8.40 8.60
rerrrrrprrrrrrre e e e b el eeeee || M/ 136.10 50 26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15860: Phenol, 3-ethyl-5-methyl-
121
136 R
5000 RS R IR
8.00 820 8.40 8.60
77 o1 m/z 107.10 35.09%
15 2\7 3\9 5\1 6\5 ‘ 1(\)7 | il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
8.00 820 8.40 8.60
5000 m/z 77.10 24 _.31%
136
39 79
65 107
WWWWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15856: Phenol, 2-ethyl-4-methyl- A A B
121 8.00 8.20 8.40 8.60
m/z 91.10 21.63%
5000 136
77 91
15 27 39 51 65 PG
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 800 820 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 14 Ethanol, 2-[2-(2-ethoxyetho... Concentration Rank 7

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

8.39 11.57 ng 1186720 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 80
2 Ethane, l-isothiocyanato-2-methoxy- 117 C4H7NOS 038663-85-3 53
3 Ethanol, 2,2"-[oxybis(2,1-ethane... 194 C8H1805 000112-60-7 50
4 2-Propanol, 1-bromo- 138 C3H7BroO 019686-73-8 47
5 Ethane, 1,1"-oxybis[2-ethoxy-] 162 C8H1803 000112-36-7 42

Abundance Scan 560 (8.388 min): BF083257.D (-556) (-) m/z 45.05 100.00%
45
5000
59 121 e T T T T
2 g 103 136 149 162 800 820 840 8.60 8.80
of m/z 121.10 21.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #41639: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45
5000
8.00 820 8.40 8.60 8.80
31 59 72 oo m/z 59.10 18.84%
5 ‘ | 103 119 148
mz-> 10 20 30 4 5 60 70 80 90 100 110 130 130 140 10 160
Abundance
45
8.00 820 840 8.60 8.80
5000 m/z 136.10 15.37%
29
58 89 oo 117
WWWWWWWTWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #52370: Ethanol, 2,2'-[oxybis(2,1-ethanediyloxy)]bis-
45 8.00 820 8.40 8.60 8.80

m/z 72.10 15.36%

5000
89
31 ! 58 757 101 119 133 163

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 820 840 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 15 Cyclopentene, 3-ethylidene-... Concentration Rank 19

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

8.48 3.45 ng 353696 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 3-ethylidene-1-met... 108 C8H12 062338-00-5 87
2 Cyclopentadiene, 2,5,5-trimethyl- 108 C8H12 007086-15-9 55
3 1,7,7-Trimethylbicyclo[2.2.1]hep... 150 C10H140 022516-10-5 55
4 Camphenone, 6- 150 C10H140 055659-42-2 53
5 1-Methyltricyclo[2.2.1.0(2,6)]he... 108 C8H12 004601-85-8 49

Abundance Scan 568 (8.479 min): BF083257.D (-565) (-) m/z 107.10 100.00%
93 107
5000 a 153
135
| || | || TEEE 168 820 840 8.60 8.80
.,....,....;....,'.:.-. et el Mt b | mZZ 93.100  94.20%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #5377: Cyclopentene, 3-ethylidene-1-methyl-
93
108
5000 LA L L L L LN
o 8.20 8.40 8.60 8.80
m/z 108.10 87.72%
7 39 53 65 ‘
ST WS S NS A 18- | Y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
93
8.20 8.40 8.60 8.80
5000 77 m/z 91.10 48.60%
108
39
51 65
27 85

mmmmmmmwmwﬁ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22780: 1,7,7-Trimethylbicyclo[2.2.1]hept-5-en-2-one TR
3 108 8.20 8.40 8.60 8.80
m/z 153.10 45_70%

5000

2 H St 8 M [l 122 13 150

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 Bicyclo[3.1.0]hexane, 6-iso... Concentration Rank 10

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

8.83 5.41 ng 468780 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.0]hexane, 6-isopropy... 122 C9H14 024524-58-1 53
2 2(3H,4H)-Cyclopenta[b]furanone, ... 124 C7H802 1000197-37-2 38
3 2-Methyl-1-octen-3-yne 122 C9H14 017603-76-8 32
4 E,Z-4-Ethylidenecyclohexene 108 C8H12 016631-66-6 27
5 Spiro[cyclopropane-1,6"-[3]Joxatr... 136 C9H120 107079-37-8 25

Abundance Scan 599 (8.833 min): BF083257.D (-597) (-) m/z 79.10 100.00%
70
41 123
5000
\‘ | || ST 240 6k 3B 5b0 850
el | '-.:!!'.'J.,:.~|.".~i..|.'|lli':~!..~,|....,...'.,....,-...1.?9..., m/z 41.10 59.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9739: Bicyclo[3.1.0]hexane, 6-isopropylidene-
» 107
91 SRS EEEEEEEEES e
5000 a1 122 840 860 880 9.00 9.20
‘ 53 67 m/z 123.10 58.80%
|

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
79

8.40 8.60 8.80 9.00 9.20

5000 m/z 122.10 46.12%
39 6
27 51 7 95 124
106
mwﬂmmwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9704: 2-Methyl-1-octen-3-yne . RS A m e
79 840 860 880 900 920

m/z 43.10 44 _56%

000 122
51 93 107
M H\ mu i

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 840 8.60 880 900 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 17 3-Cyclohexene-1-methanol, 5... Concentration Rank 6

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

9.05 14.94 ng 1293480 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cyclohexene-1-methanol, 5-hydr... 170 C10H1802 032226-54-3 86
2 trans-2-Caren-4-ol 152 C10H160 004017-82-7 45
3 Cyclohexene, 3-acetoxy-4-(1-hydr... 212 C12H2003 1000196-01-7 43
4 2-Hydrazinopyridine 109 C5H7N3 004930-98-7 38
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 27

Abundance Scan 618 (9.051 min): BF083257.D (-614) (-) m/z 59.10 100.00%
59
109
43 29
5000
95
l‘ | 6|9 | 119 137 15 164 8.80 9.00 9.20 9.40
o S 1 PR A et e || M7z 109.10  74.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36018: 3-Cyclohexene-1-methanol, 5-hydroxy-.alpha.,.alpha...
43 59 109
79
5000
95 8.80 9.00 9.20 9.40
69 137 152 m/z 43.10 60.55%
.|....|....|....|....|...].-1|9....|....|....,....,..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
880 9.00 920 9.40
5000 - 41 m/z 79.10 53.49%
91
53 67 77 119
137 152
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64145: Cyclohexene, 3-acetoxy-4-(1-hydroxy-1-methylethyl)... B I EREEE R SRR R S
59 8.80 9.00 9.20 9.40
43 m/z 41.10 29.35%
79
5000
109
137
.,.‘.%.1.‘,‘.‘..“.}.‘(‘.3‘9..1:.‘;“:,..‘.1.},9;..‘.‘,..1?2. ,1.6.6..,..1.%,.. e o N B
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 18 unknown9.30 Concentration Rank 14

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

9.30 4_.15 ng 359786 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan, 2-methoxy- 98 C5H602 025414-22-6 38
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 38
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 38
4 3-Hexen-2-one 98 C6H100 000763-93-9 38
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 38

Abundance Scan 640 (9.302 min): BF083257.D (-638) (-) m/z 83.10 100.00%
43 83
69
5000
55 98
1S 12'4133 147156 9.00 9.20 9.40 9.60
NN OOTREN 10 e m/z 43.10 83.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3033: Furan, 2-methoxy-
83 98
5000 27 55 900 920 9.40 960
m/z 69.10 63.77%
T }?I JJ' f?- T |'§9"|l L U U U
m/z--> 20 40 60 80 100 120 140 160
Abundance
55 83
900 920 9.40 960
5000 41 m/z 71.05 49.34%
98
27
15 67
miz--> 20 40 60 80 100 120 140 160
Abundance #3341: 2-Pentene, 4,4-dimethyl-, (E)- R EE e ARA mE TS
83 9.00 9.20 9.40 9.60
55 m/z 41.10 39.17%
5000
41 o8
i %
mz-> 20 40 60 80 100 120 140 160 900 920 940 960
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 19 Tridecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.68 5.12 ng 429959 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Undecane 156 C11H24 001120-21-4 11
Abundance Scan 848 (11.679 min): BF083257.D (-846) (-) m/z 43.10 100.00%
43 60 7B Nw\-WAM“F~vAL¥MMN~WV~N%U
5000 129
7 213 rrryrrrryrrrrrrrrrTTT
Ll“ 01115 152 171185199 | 507 256 1140 11.60 11.80 12.00
AR R L m/z 73.10 98.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid
60 78
43
129 11.40 11.60 11.80 12.00
29 ‘ .15 1 214 m/z 60.10 91.87%
185
sl L e e e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
s 11,40 11.60 11.80 12.00
5000 m/z 57.10 77.78%
129 242
87 199
101115 143157171185 213226
m/z--> ﬁo 45 éo 86 160 150 150 160 180 200 220 240 2éo
Abundance #75070: Tetradecanoic acid R B o B S
60 78 11.40 11.60 11.80 12.00
m/z 41.10 73.99%
5000 29 129
185 208
143, ..,171
,,,I,\,,,\I\,\,H\M‘H\H B el I I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/I1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.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 20 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.46 5.59 ng 421681 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 59
Abundance Scan 916 (12.457 min): BF083257.D (-914) (-) m/z 43.10 100.00%
43
5 73
5000
SR BN BRI BN B
12.20 12.40 12.60 12.80
— 255 24 m/z 73.10 81.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid
43
73 284
12.20 12.40 12.60 12.80
m/z 60.05 79.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
- 12.20 12,40 1260 12.80
5000 m/z 57.10 74 .94%
o 129 242
59 115 157 185199213
WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid T e T
73 12.20 12.40 12.60 12.80
43 m/z 55.10 71.31%
- ﬁv/kA\//\\,v
miz--> 112.20 12,40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083257.D

Acq On : 25 Nov 2015 1:06

Operator : UM/1Z

Sample - G4527-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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]
Butanoic acid 4.10 3.2 ng 178914 1 6.60 1132220 20.0
2-Pentanone, 4-hy... 4.75 66.6 ng 3769370 1 6.60 1132220 20.0
Benzene, 1,3,5-tr... 6.43 3.5 ng 198975 1 6.60 1132220 20.0
Ethanol, 2-(2-eth... 6.48 3.6 ng 202011 1 6.60 1132220 20.0
Phenol, 3,5-dimet. .. 7.72 19.6 ng 2013850 2 7.90 2052060 20.0
Phenol, 2,3-dimet. .. 7.78 4.6 ng 469348 2 7.90 2052060 20.0
unknown8.06 8.06 24_.3 ng 2495450 2 7.90 2052060 20.0
Phenol, 4-ethyl-3... 8.16 4.6 ng 471548 2 7.90 2052060 20.0
Phenol, 3-ethyl-5.._. 8.28 8.6 ng 886823 2 7.90 2052060 20.0
Ethanol, 2-[2-(2-... 8.39 11.6 ng 1186720 2 7.90 2052060 20.0
Cyclopentene, 3-e... 8.48 3.5 ng 353696 2 7.90 2052060 20.0
Bicyclo[3.1.0]hex. .. 8.83 5.4 ng 468780 3 9.64 1731880 20.0
3-Cyclohexene-1-m... 9.05 14.9 ng 1293480 3 9.64 1731880 20.0
unknown9 .30 9.30 4.2 ng 359786 3 9.64 1731880 20.0
Tridecanoic acid 11.68 5.1 ng 429959 4 11.12 1679390 20.0
Octadecanoic acid 12.46 5.6 ng 421681 5 13.75 1508560 20.0
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