LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample : H2802-07

Misc :

ALS Vial : 11 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-BF050416_.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 4.041 169 171 174 rBV 78847 133109 2.29% 0.221%
2 4.247 187 189 196 rVB 39423 63347 1.09% 0.105%
3 4_.750 231 233 244 rBVY 275215 612680 10.52% 1.017%
4 4.899 244 246 250 rvv 102139 175006 3.00% 0.291%
5 5.013 254 256 261 rVB 44275 71615 1.23% 0.119%
6 5.241 274 276 279 rBV 39602 73909 1.27% 0.123%
7 5.310 280 282 292 rVV 1939655 2335232 40.09% 3.877%
8 5.493 295 298 303 rvv 283156 388338 6.67% 0.645%
9 5.573 303 305 308 rvv 56071 87334 1.50% 0.145%
10 5.676 312 314 316 rBvY 121436 158994 2.73% 0.264%

11 5.722 316 318 326 rvB2 117630 280810 4.82% 0.466%
12 5.893 331 333 338 rBV 247324 326002 5.60% 0.541%
13 5.962 338 339 344 rBV3 64595 108731 1.87% 0.180%
14 6.122 351 353 354 rBV 64974 84702 1.45% 0.141%
15 6.144 354 355 360 rvB 565741 659223 11.32% 1.094%

16 6.236 360 363 366 rBv3 357139 765729 13.15% 1.271%
17 6.293 366 368 372 rBVv3 125265 224989 3.86% 0.373%
18 6.373 372 375 378 rBV 1406965 1597400 27.42% 2.652%
19 6.442 378 381 382 rvv2 468929 692590 11.89% 1.150%
20 6.487 382 385 387 rvVV 3867942 4718519 81.01% 7.833%

21 6.556 390 391 393 rBvV2 63156 67812 1.16% 0.113%
22 6.590 393 394 399 rvB3 118047 178576 3.07% 0.296%
23 6.670 399 401 402 rBV 91258 92775 1.59% 0.154%

24 6.704 402 404 407 rVB 1200686 1132607 19.44% 1.880%
25 6.762 407 409 413 rBV2 245725 393921 6.76% 0.654%

26 6.864 415 418 420 rVV 4070621 4449089 76.38% 7.386%
27 6.956 422 426 429 rBvY 206311 421957 7.24% 0.700%
28 7.013 429 431 432 rBvY 225136 216726 3.72% 0.360%
29 7.059 432 435 437 rVB2 213539 332941 5.72% 0.553%
30 7.139 437 442 446 rBV4 364825 1170889 20.10% 1.944%

31 7.207 446 448 451 rVB3 140682 221693 3.81% 0.368%
32 7.276 451 454 457 rBV 2618549 4328966 74.32% 7.186%
33 7.367 460 462 464 rVB 152960 193638 3.32% 0.321%
34 7.413 464 466 469 rvB2 190199 234023 4.02% 0.388%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample : H2802-07

Misc :

ALS Vial : 11 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-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.470 469 471 475 rVB5 47692 125149 2.15% 0.208%

36 7.562 475 479 481 rBV3 93123 220539 3.79% 0.366%
37 7.607 481 483 485 rBV3 65527 91162 1.57% 0.151%
38 7.665 486 488 491 rVB2 160756 194543 3.34% 0.323%
39 7.722 491 493 495 rBvV 303683 346543 5.95% 0.575%
40 7.802 495 500 503 rBV2 482343 987806 16.96% 1.640%

41 7.927 508 511 514 rBV3 69203 181905 3.12% 0.302%
42 7.996 514 517 519 rVB 1311734 1499480 25.74% 2.489%
43 8.087 523 525 526 rVB 74322 98230 1.69% 0.163%
44 8.133 528 529 531 rBvV2 75579 114379 1.96% 0.190%
45 8.179 531 533 535 rvB3 121175 149703 2.57% 0.249%

46 8.225 535 537 538 rvB2 84929 114327 1.96% 0.190%
47 8.282 539 542 544 rBV 166244 231315 3.97% 0.384%
48 8.316 544 545 548 rVB 122435 97786 1.68% 0.162%
49 8.396 548 552 555 rBvV2 465004 975396 16.75% 1.619%
50 8.453 5565 557 559 rvB3 93584 121212 2.08% 0.201%

51 8.499 559 561 562 rvB2 50625 68588 1.18% 0.114%
52 8.590 565 569 573 rvB4 127773 284804 4._.89% 0.473%
53 8.659 573 575 576 rBV 55857 82313 1.41% 0.137%

54 8.705 576 579 581 rVB2 127547 232025 3.98% 0.385%
55 8.785 581 586 587 rBv3 127439 251954 4_.33% 0.418%

56 8.888 591 595 597 rBv4 100995 245348 4.21% 0.407%
57 8.945 597 600 603 rBv2 296667 516948 8.87% 0.858%
58 9.002 603 605 607 rvv2 259325 427894 7.35% 0.710%
59 9.070 607 611 614 rVB 4475766 5824887 100.00% 9.670%
60 9.173 617 620 623 rBV5 83912 165071 2.83% 0.274%

61 9.230 623 625 627 rBV 1011429 1066855 18.32% 1.771%
62 9.322 631 633 634 rBv2 88601 149303 2.56% 0.248%
63 9.436 641 643 645 rvV 72523 82155 1.41% 0.136%
64 9.470 645 646 649 rvB2 188948 185153 3.18% 0.307%
65 9.573 654 655 658 rBv 123806 110174 1.89% 0.183%

66 9.619 658 659 660 rBvV 120026 89425 1.54% 0.148%
67 9.688 663 665 667 rBv2 143175 228446 3.92% 0.379%
68 9.745 667 670 672 rVB 1829810 1709759 29.35% 2.838%
69 9.825 675 677 681 rVB5 72365 97045 1.67% 0.161%
70 9.905 681 684 687 rBv4 109848 278756 4._.79% 0.463%

71 9.973 688 690 693 rBv2 143837 248797 4.27% 0.413%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample : H2802-07

Misc :

ALS Vial : 11 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-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 10.179 705 708 709 rvB 462001 548197 9.41% 0.910%
73 10.236 709 713 714 rVB3 46179 58930 1.01% 0.098%
74 10.533 735 739 742 rVB2 3222977 3941224 67.66% 6.543%
75 10.648 747 749 751 rBv2 102252 118648 2.04% 0.197%

76 10.751 756 758 760 rBV3 86593 112056 1.92% 0.186%
77 10.911 770 772 776 rBV 149290 203797 3.50% 0.338%
78 11.105 787 789 792 rVB2 69319 110618 1.90% 0.184%
79 11.219 797 799 802 rVV 1546471 1541512 26.46% 2.559%
80 11.265 802 803 808 rvB2 99038 147991 2.54% 0.246%

81 11.345 808 810 814 rBV3 39921 63063 1.08% 0.105%
82 11.768 845 847 853 rvB2 598990 603320 10.36% 1.002%
83 12.099 873 876 878 rBvV 36643 68093 1.17% 0.113%

84 12.476 906 909 913 rVB5 49764 133900 2.30% 0.222%
85 12.545 913 915 921 rBV 502340 538984 9.25% 0.895%

86 12.808 935 938 940 rBV 4400239 4414581 75.79% 7.328%
87 12.842 940 941 946 rVB 417063 365676 6.28% 0.607%
88 13.699 1015 1016 1020 rVB 116810 125383 2.15% 0.208%
89 13.848 1026 1029 1032 rBV 1319382 1249872 21.46% 2.075%
90 14.922 1121 1123 1128 rBV2 38936 61310 1.05% 0.102%

91 15.231 1147 1150 1158 rBV 708965 943321 16.19% 1.566%

Sum of corrected areas: 60239523
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086736.D

6.86

4000000 6.49

3000000 708

5.31

2000000

1000000
4.04 4,25 ;

(0 B e e e e e e e e e e e e e B L B s e B e e L B e e e e e e o R BRI s
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086736.D

9|07 12.81
4000000
10.53
3000000

9.74
2000000 11.22

1000000
1255 43 84

12.10 13.7

O e e L e s e e e e e T L e L B e e e e e e e L B e B ) s e e e LA e

T
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: BF086736.D

4000000
3000000

2000000
13.85

1000000 15.23

14.92 I\

= ———

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Furfural Concentration Rank 7

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

4.75 21.64 ng 612680 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furfural 96 C5H402 000098-01-1 97
2 3-Furaldehyde 96 C5H402 000498-60-2 91
3 2H-Pyran-2-one 96 C5H402 000504-31-4 50
4 1H-Imidazole, 1,4-dimethyl- 96 C5H8N2 006338-45-0 43
5 Cyclopropene 40 C3H4 002781-85-3 42

Abundance Scan 233 (4.750 min): BF086736.D (-231) (-) m/z 39.10 100.00%
39 95
5000 L
L!'!‘1-|'|-|-|-|-|-|'|''v—|—v—v—v—v—|—v—v—v—v-|—r
| 50 67 84 4.40 4.60 4.80 5.00
o Y W Y NSNS - S N m/z 95.00 90.80%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2681: Furfural
39 96
5000 IS AR N AR AR
29 4.40 4.60 4.80 5.00
m/z 96.00 87.14%

0 :\L\4 24\\‘ ‘\\ 59 60 67 " |
L B L e o e IR e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance

95

4.40 4.60 4.80 5.00

5000 39 m/z 38.10 33.14%
29 67
14 50 55
O e e o B L e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2687: 2H-Pyran-2-one T
39 68 4.40 4.60 4.80 5.00
96 m/z 37.00 20.50%
5000
29
0---|----|--llh---‘-|‘----|----|----‘|----|----|---‘-|--- B B
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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-Heptanone Concentration Rank 12

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

5.49 13.71 ng 388338 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 72
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 64
3 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 50
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 45
5 2-Nonanone 142 C9H180 000821-55-6 45

Abundance Scan 298 (5.493 min): BF086736.D (-295) (-) m/z 43.05 100.00%
43
5000 %8 I k
| s T o 114 520 540 560 580
Obrrrrrrrrprrrr b e bt e 22 vt || M7z 58.05  51.22%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7236: 2-Heptanone
43
58

5000
520 540 560 580
m/z 41.05 13.52%

71
15
Mw\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43

5.20 5.40 5.60 5.80

5000 58 m/z 71.10 11.37%
15 27 51 1 g1 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12094: 2-Heptanone, 6-methyl-
43 5.20 5.40 5.60 5.80

m/z 39.05 9.43%

58
5000

o.”,””,”.w”.q.”.“”.“.”“.”,””,”.w”.w.”.“”.“.”  ARRasa ST A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Ethanone, 1-(2-furanyl)- Concentration Rank 18

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

5.72 9.92 ng 280810 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 64
2 trans,trans-3,5-Heptadien-2-one 110 C7H100 018402-90-9 53
3 Ethanone, 1-(1H-pyrazol-4-yl)- 110 C5H6N20 025016-16-4 53
4 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 40
5 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 40

Abundance Scan 318 (5.722 min): BF086736.D (-316) (-) m/z 95.00 100.00%
95
43
5000 73 110
55
3 ‘ 84 5.40 5.60 5.80 6.00
o..,....,....,...'Ti'.'..‘.‘9;'..'..,6.22..,....,.!..,....,~....,-..'..,.. m/z 43.05 74.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5624: Ethanone, 1-(2-furanyl)-
5000 RN RN AR
%9 110 540 560 580 600
. m/z 73.10 43.56%
0 N | H‘ 5\\1\ 1 6\? 81 |
RSN IO UL U IO IR SRR SV SO S I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
95
67 5.40 5.60 5.80 6.00
5000 m/z 110.10 41.65%
41 110
o 15 27 g 51 @1 77 83 g9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5572: Ethanone, 1-(1H-pyrazol-4-yl)-
g5 5.40 5.60 5.80 6.00
m/z 39.10 33.84%
5000
110
28 39 68
1\5 \‘\ ‘ 52 81 |
I R R RN IS UL R IR RS RN SARRN SRS B AR BARRE AR RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2,5-Hexanedione Concentration Rank 16

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

5.89 11.51 ng 326002 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,5-Hexanedione 114 C6H1002 000110-13-4 83
2 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 25
3 2,3-Pentanedione, 4-methyl- 114 C6H1002 007493-58-5 9
4 2,3-Hexanedione 114 C6H1002 003848-24-6 9
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9

Abundance Scan 333 (5.893 min): BF086736.D (-331) (-) m/z 43.10 100.00%
43
5000
71 % 560 580 600 6.20
57 : : : :
o...,....,....,..??,.'...5,0...'.,....,'....??...,....L....,H‘.‘.,.. m/z 99.10 18.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6989: 2,5-Hexanedione
43
5000 S RN AN RAASE SRR
560 5.80 6.00 6.20
- 99 m/z 71.10 8.46%
0 15 27 37 | 50 % 65 [ 81 114
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
560 5.80 6.00 6.20
5000 72 m/z 42.10 4 _45Y%
o 29 > 63 79 85 99 114
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7033: 2,3-Pentanedione, 4-methyl-
43 560 5.80 6.00 6.20
m/z 57.10 4.38%
5000
27 71
0 1\5 I, 37\‘\‘ 51 58 64 | 85 114
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 wunknown6.14 Concentration Rank 6

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

6.14 23.28 ng 659223 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, l-propoxy- 144 C9H200 053685-78-2 27
2 Pyrrolidine, 3-methyl- 85 C5H11IN 034375-89-8 22
3 Octane, 3,4-dimethyl- 142 C10H22 015869-92-8 17
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 16
5 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 16

Abundance Scan 355 (6.144 min): BF086736.D (-354) (-) m/z 43.10 100.00%
a3
56
5000
85 ES e A AC e A
71 9% 110 5.80 6.00 6.20 6.40
o...,....,....,....|,-!.--..,.-.'.'.-,....;'....,....,..'..,....;....,..1.2.?....,...., m/z 56.05 59.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20230: Hexane, 1-propoxy-
43
5000
5.80 6.00 6.20 6.40
56 73 85 m/z 41.10 45.06%
o il | w‘
R I N IR UL LI I I UL AN SRR RS RS SRS BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
5.80 6.00 6.20 6.40
5000 m/z 58.05 44 _40%
28 85
o 15 55 68
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18441: Octane, 3,4-dimethyl-
43 5.80 6.00 6.20 6.40
m/z 85.05 26.17%
5000 57
29 85
71
o LT 08 113 142
R I IR IR UL LI I IR UL LIS SN LS BRI SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 2(3H)-Furanone, dihydro-5,5... Concentration Rank 5

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

6.44 24 .46 ng 692590 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone, dihydro-5,5-dime... 114 C6H1002 003123-97-5 70
2 2(3H)-Furanone, dihydro-4,4-dime... 114 C6H1002 013861-97-7 38
3 Hexanoyl chloride 134 C6H11CIO 000142-61-0 37
4 Pentanedioic acid, monoamide, N-... 229 C10H19N303 1000263-87-8 37
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 35

Abundance Scan 381 (6.442 min): BF086736.D (-378) (-) m/z 43.10 100.00%
43
5000 55 99 110
3 | 6.20 6.40 6.60 6.80
o...,....,....,...'.,'...‘.‘?-.'.']l.',‘??.' o 239,10 54,820
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7109: 2(3H)-Furanone, dihydro-5,5-dimethyl-
55
39
5000 70 RSN SR
99 6.20 6.40 6.60 6.80
m/z 55.10 52.36%
0 \‘ \ Il ‘\ \‘ ‘ 8l 114
L I I I UL ULIL ULIULE IULIAS IS IS R S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
% 620 6.40 6.60 6.80
5000 55 m/z 110.05 51.97%
70
85
77 91 114
e R R R R AL IS AN AR R ARR BARRN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14560: Hexanoyl chloride
3 6.20 6.40 6.60 6.80
27 55 99 m/z 99.10 50.61%
5000 71 78
0...,.%?.,....,..??, ..??....,....,.. dnh..,kh..;.%??,....,..
m/z--> 10 20 30 50 60 70 80 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 unknown6.49 Concentration Rank 1

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

6.49 166.64 ng 4718520 1,4-Dichlorobenzene-d4 6.70
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 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 385 (6.487 min): BF086736.D (-382) (-) m/z 132.10 100.00%
132
5000 68
0 5 ‘ 75 % 103 620 6.40 6.60 6.80
Obrrprrrrprrrr e AL SRl 87 L i 118 Wl Tm/z 68.10  45.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IESE NSRS LR
6.20 6.40 6.60 6.80
3 78 m/z 134.10 33.10%
1 33 ‘
0 "I""I""I""l‘l'l"I""I"'ll""l""l""l""l'"'I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 97 m/z 66.10 31.82%

70

31 445 60 7 g 105 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methyl-
132 6.20 6.40 6.60 6.80
m/z 69.10 18.93%
5000
63
s oz @ ow GBm 2 1,
R IR R B L s B o e i e o e e R R LR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 3,6-Heptanedione Concentration Rank 11

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

6.76 13.91 ng 393921 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,6-Heptanedione 128 C7H1202 001703-51-1 78
2 2(3H)-Furanone, 5-ethyldihydro-5... 128 C7H1202 002865-82-9 72
3 Hexanoic acid, anhydride 214 C12H2203 002051-49-2 50
4 4-Piperidinone 99 C5H9NO 041661-47-6 37
5 2,5-Pyrrolidinedione 99 C4H5NO02 000123-56-8 32

Abundance Scan 409 (6.762 min): BF086736.D (-407) (-) m/z 43.10 100.00%
a3
99
57
5000
it 6.40 6.60 680 7.00
120 : : -
ob it b B8 Lt /7 09.10  71.92%
m/iz--> 20 40 60 80 100 120 140 160 180
Abundance #11787: 3,6-Heptanedione
43
57
99
so00] 27

6.40 6.60 6.80 7.00
m/z 57.00 63.72%

71
| ully mh 85 .
O T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
99
T T T T T T T
6.40 6.60 6.80 7.00
5000 43 m/z 71.10 16.21%
56 73
27 113
84 128
O T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65423: Hexanoic acid, anhydride
99 6.40 6.60 6.80 7.00
m/z 105.10 8.50%
43
5000
71
55
0 ‘H | | 8089 | 115 127 143 158 183
T T e e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 unknown6.96 Concentration Rank 10

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

6.96 14.90 ng 421957 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 47
2 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 38
3 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 37
4 2,9-Decanedione 170 C10H1802 016538-91-3 36
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 35

Abundance Scan 426 (6.956 min): BF086736.D (-422) (-) m/z 43.10 100.00%
a3
5000
¥on % 660 680 7.00 7.20
85 . . . .
0..,....,....,.?.6.|,|.'."..5,0..|.'.|,....',l.':..,..'..,..'..,.19.5.,1.1.3..,1.2.3..,1.:.)".".,. m/z 58.10 17.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12094: 2-Heptanone, 6-methyl-
43
58
5000
6.60 6.80 7.00 7.20
7 m/z 71.10 14.16%
ok 2 2 s 85 % U0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
72 660 680 7.00 7.20
5000 m/z 55.10 13.03%
55
o 15 2 65 85 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7326: 2-Pentanone, 3-ethyl- R I T
43 6.60 6.80 7.00 7.20
m/z 41.05 11.14%
5000 2
27 55
o Ll Te | 8 e 14
LRI IR LRI R VLRI NN R LR IS SRS RSN SRS SRR R R S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 15

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

7.06 11.76 ng 332941 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H100 001193-18-6 91
2 2-Cyclopenten-1-one 82 C5H60 000930-30-3 59
3 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 50
4 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 43
5 Azeleonitrile 150 C9H14N2 001675-69-0 42

Abundance Scan 435 (7.059 min): BF086736.D (-432) (-) m/z 82.05 100.00%
8p
5000 39 54 110
67 6.80 7.00 7.20 7.40
o it 96 A 126 2T m/z 39.10 40.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5704: 2-Cyclohexen-1-one, 3-methyl-
82
5000 39 g, R LN LS LR AR
110 6.80 7.00 7.20 7.40
27 m/z 54.05 39.18%
67
0:||1|5||“l||‘i“||”ﬁ“:||“|||‘|‘|||||||‘|||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
82
39 6.80 7.00 7.20 7.40
5000 o m/z 110.10 35.99%
28
14 68
G L I S U S S B SR SN R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34510: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethyl)-3-...
8 6.80 7.00 7.20 7.40
m/z 53.05 12.31%
5000 a3 110
54
27
o ] “m W\M o7 1 95 | 122135 150
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 unknown7.21 Concentration Rank 20

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

7.21 7.83 ng 221693 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-Butadiene 54 C4H6 000590-19-2 49
2 2-Butyne 54 C4H6 000503-17-3 49
3 1-Butyne 54 C4H6 000107-00-6 47
4 2,5-Dihydrothiophene sulfone 118 C4H602S 000077-79-2 47
5 2-Oxazolidinone, 3-ethenyl- 113 C5H7NO2 004271-26-5 46

Abundance Scan 448 (7.207 min): BF086736.D (-446) (-) m/z 54.10 100.00%
4 6 124
39
5000
gs 97 112
H |h‘ | 77 I| I L 134 6.80 7.00 7.20 7.40 7.60
0 ...,....,....,....,...'.',.... el e bl rern | | M/z 124.10  98.04%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #144: 1,2-Butadiene
54
5000
6.80 7.00 7.20 7.40 7.60
m/z 69.10 78.70%
0"W%'W}?I”LI””P'”H‘”P”'P”'P”W'”W'”W”'W”'W””I”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
54
6.80 7.00 7.20 7.40 7.60
5000 27 m/z 39.10 66.67%
39
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #l33:l—Butyne LS N L LN LN N L
54 6.80 7.00 7.20 7.40 7.60
39 m/z 41.10 42 .82%
5000 27
115 !
0 ”W'”W'”'P“'P”'P“""P”'P”'P”'P'”P'”P'”I”“I””I” I UL UL IR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 2(3H)-Furanone, dihydro-5-p... Concentration Rank 19

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

7.72 9.24 ng 346543 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 83
2 1-Bromo-7-(tetrahydro-2-pyranylo... 278 C12H23Br02 010160-25-5 72
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 64
4 2-(1-Methylpropoxy)-tetrahydropyran 158 C9H1802 032767-69-4 64
5 Thiazole 85 C3H3NS 000288-47-1 59

Abundance Scan 493 (7.722 min): BF086736.D (-491) (-) m/z 85.05 100.00%
85
5000
41 56

71 | 100 7.40 7.60 7.80 8.00
,.”.W.Jh”uwu”.“.ﬂf”F??”...“ e || M7z 56.10  19.86%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11872: 2(3H)-Furanone, dihydro-5-propyl-
85
5000 TT [T T I T [T T T T[T T T T[T TTT]

7.40 7.60 7.80 8.00
29 m/z 41.10 17.02%

43 56
0 “ oyt 100 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
85
R REaE e e R
7.40 7.60 7.80 8.00
5000 m/z 57.10 11.90%
55
41
o 69 | 101345 148 177 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1519: 2-Pyrrolidinone R R mEEE
85 7.40 7.60 7.80 8.00
m/z 55.05 11.56%
41
5000
56
0 69 |
- IIII IIIIIIIIIIIIIIIIIIIIIIII TTTT TTTT TTTT IIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 unknown8.40 Concentration Rank 3

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

8.40 26.02 ng 975396 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 43
2 Hexanoic acid 116 C6H1202 000142-62-1 35
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 35
4 Ether, hexyl isopropyl 144 C9H200 018636-65-2 35
5 Oxirane, (2-methylbutyl)- 114 C7H140 053229-42-8 30

Abundance Scan 552 (8.396 min): BF086736.D (-548) (-) m/z 60.00 100.00%
6p 85

41

73

5000

_;::::==_

8.00 8.20 8.40 8.60 8.80

0 m/z 85.00 88.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28744: Nonanoic acid
60 73
41
5000 TrrTrrrrrrTprrrT T T
29 8.00 8.20 8.40 8.60 8.80
H 115 59 m/z 41.10 76.48%
87 98 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
R e R
8.00 8.20 8.40 8.60 8.80
5000 73 m/z 57.10 74.23%
27 a1 87
0 18 99 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4193: Butanoic acid, 3-methyl- A B R I
60 8.00 8.20 8.40 8.60 8.80
m/z 73.00 69.50%
5000 M
27
87
o ‘m Ul 51, | 6977 100
”P”qnnpnq””p”.””.”.””p”.””P”qunpnquupuq”. AR R R e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 n-Decanoic acid Concentration Rank 14

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

8.94 12.09 ng 516948 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 64
2 Octanoic Acid 144 C8H1602 000124-07-2 52
3 8-Chlorocapric acid 178 C8H15CI02 001795-62-6 50
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 50
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47

Abundance Scan 600 (8.945 min): BF086736.D (-597) (-) m/z 59.95 100.00%
60
41

5000

8.60 8.80 9.00 9.20

0 m/z 41.10 80.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #37190: n-Decanoic acid
60
41
5000 LA L L L L L L B LN |
8.60 8.80 9.00 9.20
g7 129 m/z 43.10 78.48%
112
ol-2a ML ALl L 155172 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
60
R RS R
8.60 8.80 9.00 9.20
5000/ 57 43 m/z 73.10 78.08%
85101
0 127144
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #41607: 8-Chlorocapric acid
60 8.60 8.80 9.00 9.20
m/z 55.10 60.24%
5000
41

' 119
M \‘\ u ]'Nn 161178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.60 8.80 9. 00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 2(3H)-Furanone, 5-butyldihy... Concentration Rank 17

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

9.00 10.01 ng 427894 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone, 5-butyldihydro- 142 C8H1402 000104-50-7 72
2 2(3H)-Furanone, dihydro-5-pentyl- 156 C9H1602 000104-61-0 64
3 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 64
4 2(3H)-Furanone, 5-heptyldihydro- 184 C11H2002 000104-67-6 56
5 2(3H)-Furanone, 5-hexyldihydro- 170 C10H1802 000706-14-9 53

Abundance Scan 605 (9.002 min): BF086736.D (-603) (-) m/z 85.00 100.00%
86
5000
43
55 %9 860 880 9.00 9.20 9.40
71 117 146
0 63 109117 128 138146 155164 n/z 43.10 29_.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #18954: 2(3H)-Furanone, 5-butyldihydro-
85
5000 IR AR VAR AR A
8.60 8.80 9.00 9.20 9.40
o7 m/z 41.10 16.32%
o fo4 86 g0 100 134104 142
mzs 20 3 4 0 80 70 8 90 100 110 150 130 140 1% 160 170
Abundance
85
860 880 9.00 9.20 9.40
5000 m/z 55.10 12.44%
29
41 56
0 69 77 100 114 129138 156
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11872: 2(3H)-Furanone, dihydro-5-propyl- A RREEE RS E ST
85 8.60 8.80 9.00 9.20 9.40
m/z 99.10 11.39%
5000
o w o 190 110119127
m/z--> 20 30 4'0 50 6|0 7'0 80 90 100 110 120 130 140 150 160 170 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Vanillin Concentration Rank 4

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

9.23 24.96 ng 1066860 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 vanillin 152 C8H803 000121-33-5 97
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H303 000621-59-0 95
3 3-Hydroxy-4-methoxymandelic acid 198 C9H1005 003695-24-7 91
4 4-Hydroxy-2-methoxybenaldehyde 152 C8H803 018278-34-7 87
5 Vanillin lactoside 476 C20H28013 1000129-94-7 72

Abundance Scan 625 (9.230 min): BF086736.D (-623) (-) m/z 151.10 100.00%
191
5000 a1
53 109 123 I""I""I""I""I'A%
39 65 o5 137 167 8.80 9.00 9.20 9.40 9.60
o 1| | m/z 152.10 96.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24646: Vanilin
151
5000
81 8.80 9.00 9.20 9.40 9.60
‘ 109123 m/z 81.10 33.40%
s m® P e |
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
151
880 9.00 920 9.40 9.60
5000 81 m/z 109.10 21.38%
53
109
15 29 59 o5 123
93 137
S S L S S WL WL B B B I
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #55305: 3-Hydroxy-4-methoxymandelic acid T T
151 8.80 9.00 9.20 9.40 9.60
m/z 53.10 18.92%
5000
81
‘ 109 123
0""w"'|'NM|‘“'W""|AM'|"”‘" j ”"I'”%%q' RN R U I
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 18 Ethanone, 1-(4-hydroxy-3-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.18 12.83 ng 548197 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1-(4-hydroxy-3-methoxy... 166 C9H1003 000498-02-2 64
2 2,4"-Dihydroxy-3*"-methoxyacetoph... 182 C9H1004 018256-48-9 59
3 .alpha.-Amino-3"-hydroxy-4--meth... 181 C9H11NO3 090765-44-9 45
4 Ethanone, 1-(2-hydroxy-4-methoxy... 166 C9H1003 000552-41-0 42
5 Benzaldehyde, 2-hydroxy-4-methoxy- 152 C8H803 000673-22-3 33
Abundance Scan 708 (10.179 min): BF086736.D (-705) (-) m/z 151.10 100.00%
1%1
5000
T w08 T 9.80 10,00 10.20 1040
85 . ) . )
ol 2 196 ger 177 194 1 hnsz 43.10  23.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33816: Ethanone, 1-(4-hydroxy-3-methoxyphenyl)-
151
5000 166 AR AR BARAN R R
9.80 10.00 10.20 10.40
43 123 m/z 123.10 19.22%
L1527 5565 71 o3 18 | 13 |
miz--> B o @ @ o 1o o ik o %
Abundance
151
9.80 10.00 10.20 1040
5000 m/z 57.10 17 .89%
182
123
. 41 52 65 77 g3 108 136 166
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #43635: .alpha.-Amino-3'-hydroxy-4'-methoxyacetophenone e ma E e AR
151 9.80 10.00 10.20 10.40
m/z 52.10 10.68%
5000
123 181
o 41 52 65 77 93 108 | 137 | 17
m/z--> 20 40 6|O 8|0 100 120 14'10 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.77 15.66 ng 603320 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 847 (11.768 min): BF086736.D (-845) (-) m/z 43.10 100.00%
P 60 73
5000
I 1571711851002 57 25 || 1140 1160 1180 1200
Ot m/z 73.10 78.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 44
5000 LR B U DU MUURRR
11.40 11.60 11.80 12.00
m/z 60.00 78 .54%
. I “\ f }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 160 180 200 220 240 260
Abundance
60 73
43 11.40 11.60 11.80 12.00
5000 29 129 m/z 41.10 78.31%
87 15 oh 214
101 143157 | 185
O A R L R BEARNSEEESE
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid R e EEaE L
60 73 11.40 11.60 11.80 12.00
43 m/z 55.10 70.75%
5000 129
29
oL 15
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:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample - H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.55 17.25 ng 538984 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 915 (12.545 min): BF086736.D (-913) (-) m/z 43.10 100.00%
43
57 73
5000

185 241 12.20 12.40 12.60 12.80

199 284
| 23 e 222 m/z 41.10 69.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid
43

284

73

S

5000 LA L L L L L L L L
12.20 12.40 12.60 12.80
m/z 57.10 69.59%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 e AR
12.20 12.40 12.60 12.80
5000 129 m/z 60.00 69.14%
185
29 87 115 228
15 59 157 199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid EEaREE L e L
43 12.20 12.40 12.60 12.80
m/z 55.05 67.88%
29
5000
OFrrrrrr i AR RS e o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086736.D

Acq On : 6 May 2016 21:01

Operator : UM/SJ

Sample : H2802-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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]
Furfural 4.75 21.6 ng 612680 1 6.70 1132610 40.0
2-Heptanone 5.49 13.7 ng 388338 1 6.70 1132610 40.0
Ethanone, 1-(2-fu... 5.72 9.9 ng 280810 1 6.70 1132610 40.0
2 ,5-Hexanedione 5.89 11.5 ng 326002 1 6.70 1132610 40.0
unknown6 .14 6.14 23.3 ng 659223 1 6.70 1132610 40.0
2(3H)-Furanone, d... 6.44 24.5 ng 692590 1 6.70 1132610 40.0
unknown6 .49 6.49 166.6 ng 4718520 1 6.70 1132610 40.0
3,6-Heptanedione 6.76 13.9 ng 393921 1 6.70 1132610 40.0
unknown6 .96 6.96 14.9 ng 421957 1 6.70 1132610 40.0
2-Cyclohexen-1-on. .. 7.06 11.8 ng 332941 1 6.70 1132610 40.0
unknown7 .21 7.21 7.8 ng 221693 1 6.70 1132610 40.0
2(3H)-Furanone, d... 7.72 9.2 ng 346543 2 8.00 1499480 40.0
unknown8 .40 8.40 26.0 ng 975396 2 8.00 1499480 40.0
n-Decanoic acid 8.94 12.1 ng 516948 3 9.74 1709760 40.0
2(3H)-Furanone, 5... 9.00 10.0 ng 427894 3 9.74 1709760 40.0
Vanillin 9.23 25.0 ng 1066860 3 9.74 1709760 40.0
Ethanone, 1-(4-hy... 10.18 12.8 ng 548197 3 9.74 1709760 40.0
n-Hexadecanoic acid 11.77 15.7 ng 603320 4 11.22 1541510 40.0

5

Octadecanoic acid 12.55 17.3 ng 538984 13.85 1249870 40.0
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