LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample : H2802-06

Misc :

ALS Vial : 10 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 3.516 121 125 129 rVB 78354 145413 2.51% 0.205%
2 4.041 169 171 174 rVv 160568 282237 4._86% 0.399%
3 4.247 187 189 196 rVB 56438 88864 1.53% 0.126%
4 4.750 231 233 242 rBVY 637865 1126433 19.41% 1.592%
5 4.899 244 246 250 rvv 97959 191013 3.29% 0.270%
6 5.013 253 256 261 rvv2 77766 147867 2.55% 0.209%
7 5.093 261 263 265 rvv 53646 75195 1.30% 0.106%
8 5.241 274 276 279 rVV 100156 174112 3.00% 0.246%
9 5.310 281 282 288 rVV 1496826 2190617 37.74% 3.096%
10 5.493 295 298 303 rvv 515822 690414 11.89% 0.976%

11 5.573 303 305 308 rvv 96262 139413 2.40% 0.197%
12 5.630 308 310 312 rvv 72543 72900 1.26% 0.103%
13 5.676 312 314 316 rvV 194864 257229 4.43% 0.363%
14 5.722 316 318 326 rVB3 196140 512471 8.83% 0.724%
15 5.893 331 333 338 rBV 426117 530916 9.15% 0.750%

16 5.962 338 339 340 rBV 119728 113668 1.96% 0.161%
17 6.144 353 355 360 rvv 800744 1209146 20.83% 1.709%
18 6.236 360 363 366 rvv3d 789392 1343017 23.14% 1.898%
19 6.293 366 368 372 rvv3 211928 538273 9.27% 0.761%
20 6.373 373 375 378 rvv 1120972 1608600 27.71% 2.273%

21 6.442 378 381 383 rvv 989505 1380439 23.78% 1.951%
22 6.487 383 385 388 rvv 3781526 4519768 77.87% 6.387%
23 6.533 388 389 390 rvv 110585 106100 1.83% 0.150%
24 6.556 390 391 393 rvv2 159284 218199 3.76% 0.308%
25 6.590 393 394 399 rvB3 137295 244689 4.22% 0.346%

26 6.670 399 401 402 rBV 143172 137918 2.38% 0.195%
27 6.704 402 404 407 rVB 1285900 1175860 20.26% 1.662%
28 6.762 407 409 413 rBvV 420050 578085 9.96% 0.817%
29 6.830 413 415 416 rBV2 129096 184500 3.18% 0.261%
30 6.864 416 418 420 rVV 3967519 4322939 74.48% 6.109%

31 6.956 422 426 429 rBvV 293645 663775 11.44% 0.938%
32 7.013 429 431 432 rVV 439475 408559 7.04% 0.577%
33 7.059 434 435 438 rVB 352204 279440 4._.81% 0.395%
34 7.127 438 441 443 rBV2 506254 1177516 20.29% 1.664%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample : H2802-06

Misc :

ALS Vial : 10 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 7.162 443 444 446 rVV2 471631 426188 7.34% 0.602%

36 7.207 446 448 451 rVB3 253227 374327 6.45% 0.529%
37 7.276 451 454 456 rBV 2542751 4170309 71.85% 5.893%
38 7.310 456 457 460 rvB2 228368 207634 3.58% 0.293%
39 7.367 460 462 463 rVB 160224 170473 2.94% 0.241%
40 7.413 463 466 469 rVB2 263775 381264 6.57% 0.539%

41 7.482 469 472 475 rVB5 92447 216467 3.73% 0.306%
42 7.562 475 479 481 rBv4 151994 331557 5.71% 0.469%
43 7.607 481 483 485 rBV2 94056 145631 2.51% 0.206%
44 7.665 486 488 491 rVB2 244117 311990 5.37% 0.441%
45 7.722 491 493 495 rBvV 493152 533014 9.18% 0.753%

46 7.813 495 501 504 rBv4 664322 1522299 26.23% 2.151%
47 7.882 505 507 508 rvB 122619 120632 2.08% 0.170%
48 7.927 508 511 514 rBV3 164428 421700 7.27% 0.596%
49 7.996 514 517 519 rVB 1491602 1629149 28.07% 2.302%
50 8.042 519 521 523 rVB3 76765 75773 1.31% 0.107%

51 8.087 523 525 526 rVB 135398 122771 2.12% 0.173%
52 8.133 528 529 531 rBV 77883 142437 2.45% 0.201%
53 8.179 531 533 535 rvB2 230698 239476 4._.13% 0.338%
54 8.225 535 537 538 rvB 164716 157790 2.72% 0.223%
55 8.282 540 542 544 rBV 228408 291296 5.02% 0.412%

56 8.316 544 545 547 rVB 219929 181514 3.13% 0.256%
57 8.396 547 552 556 rBv3 593624 1425179 24 .55% 2.014%
58 8.465 556 558 559 rvv2 135646 139591 2.40% 0.197%
59 8.590 565 569 573 rvB5 192789 425016 7.32% 0.601%
60 8.659 573 575 576 rBV 78464 105241 1.81% 0.149%

61 8.693 576 578 581 rvB3 158913 278230 4._.79% 0.393%
62 8.750 581 583 584 rBV 85847 104114 1.79% 0.147%
63 8.785 584 586 587 rBV 117775 109077 1.88% 0.154%
64 8.876 591 594 597 rBv4 130027 376293 6.48% 0.532%
65 8.956 597 601 602 rvv3 419525 610483 10.52% 0.863%

66 8.990 602 604 607 rvv2 409187 831564 14.33% 1.175%
67 9.070 607 611 614 rVB 4080486 5804515 100.00% 8.202%
68 9.116 614 615 618 rVB 101223 110140 1.90% 0.156%
69 9.173 618 620 623 rBv4 119994 263871 4 _55% 0.373%
70 9.230 623 625 627 rBV 1354328 1253451 21.59% 1.771%

71 9.322 631 633 634 rBv2 129307 215008 3.70% 0.304%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample : H2802-06

Misc :

ALS Vial : 10 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 9.390 638 639 641 rBv2 75049 141535 2.44% 0.200%
73 9.482 645 647 648 rBvV 239914 289667 4._.99% 0.409%
74 9.573 654 655 658 rvB 112334 126083 2.17% 0.178%
75 9.619 658 659 662 rBv3 163267 205628 3.54% 0.291%

76 9.688 662 665 668 rBv3 193846 320589 5.52% 0.453%
77 9.745 668 670 672 rVB 1889716 1708565 29.44% 2.414%
78 9.825 676 677 681 rvB4 118335 139596 2.40% 0.197%
79 9.905 681 684 687 rBv3 199094 434269 7.48% 0.614%
80 9.985 689 691 693 rBv2 223405 242858 4.18% 0.343%

81 10.145 703 705 706 rBV 67908 114554 1.97% 0.162%
82 10.179 706 708 710 rVB 701821 637957 10.99% 0.902%
83 10.236 710 713 714 rBV3 69308 116034 2.00% 0.164%
84 10.533 736 739 742 rVB3 2746861 3754302 64.68% 5.305%
85 10.648 747 749 751 rBv2 117815 147115 2.53% 0.208%

86 10.762 757 759 761 rBV3 101344 161682 2.79% 0.228%
87 10.911 770 772 776 rBVv3 169830 255963 4.41% 0.362%
88 11.219 797 799 802 rBV 1358952 1517173 26.14% 2.144%
89 11.265 802 803 808 rvB2 114062 205647 3.54% 0.291%
90 11.768 845 847 852 rvB2 800401 826585 14.24% 1.168%

91 12.099 874 876 879 rBvV 49625 78495 1.35% 0.111%
92 12.305 892 894 899 rVvB 56960 80269 1.38% 0.113%
93 12.476 905 909 913 rvv4 71704 218820 3.77% 0.309%
94 12.557 913 916 918 rvVv 640825 965340 16.63% 1.364%
95 12.808 935 938 940 rBV 4276151 4374322 75.36% 6.181%

96 12.842 940 941 946 rVB 217752 212648 3.66% 0.300%
97 13.699 1014 1016 1021 rBV2 131798 162774 2.80% 0.230%
98 13.848 1027 1029 1032 rBV 1307619 1263785 21.77% 1.786%
99 14.922 1121 1123 1127 rBV 45721 71121 1.23% 0.101%
100 15.231 1147 1150 1158 rVB 703256 931484 16.05% 1.316%

Sum of corrected areas: 70765909
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086735.D
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4000000
3000000

2000000
13.85

1000000 15.23

14.92 A

r

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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 Furfural Concentration Rank 5

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

4.75 38.32 ng 1126430 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 64
4 Furan, 2,4-dimethyl- 96 C6H80 003710-43-8 50
5 1-Propyne, 3-chloro- 74 C3H3CI 000624-65-7 36

Abundance Scan 233 (4.750 min): BF086735.D (-231) (-) m/z 39.10 100.00%
9 95
5000 F
h!‘r‘|‘v—v—|‘1‘|—v—v—r
50 67 207 4.40 4.60 4.80 5.00
(o} sty e e e e m/z 95.00 89.86%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #2683: Furfural
96
39
5000 IS A L R A
4.40 4.60 4.80 5.00
m/z 96.00 88.19%
0142W5°6779
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
95
440 460 480 500
5000 39 m/z 38.10 33.13%
67
14 26 50
G L I S U S S B S S R
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #2687: 2H—Pyran—2—0ne LI L B L L L L L
39 68 4.40 4.60 4.80 5.00
96 m/z 37.10 20.62%
5000
il
0'"'|"""|""|'”"l"'"|""l""l""l""l""l"" ISR AR N RN AR
m/z--> 200 40 60 80 100 120 140 160 180 200 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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-Hexanone, 5-methyl- Concentration Rank 9

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

5.49 23.49 ng 690414 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 80
2 2-Heptanone 114 C7H140 000110-43-0 72
3 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 50
4 8-Hydroxy-2-octanone 144 C8H1602 025368-54-1 50
5 2-Hexanone 100 C6H120 000591-78-6 45

Abundance Scan 298 (5.493 min): BF086735.D (-295) (-) m/z 43.05 100.00%
43 A
5000 %8
a0 o1 71 85 o 99 114 520 540 5.60 5.80
Ol S0l SLa L 859299 U4 h/z 58.10 51.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7305: 2-Hexanone, 5-methyl-
43
5000
58 520 5.40 5.60 5.80
15 27 - m/z 41.10 12.61%
o |, 3 st [ 81 9 114
miz--> A A
Abundance
43
e 520 540 560 580
5000 m/z 71.10 11.02%
27
71
0 5 51 78 85 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12094: 2-Heptanone, 6-methyl-
43 520 5.40 5.60 5.80
58 m/z 39.10 9.28%
5000
15 27 | g Toes B 10 gy
0:::||||||||‘||||‘l||||||‘|||||‘||||||‘|||||||||||||||||||||| T T —rT T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 3 Ethanone, 1-(2-furanyl)- Concentration Rank 15

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

5.72 17.43 ng 512471 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 62
2 1-(3H-Imidazol-4-yl)-ethanone 110 C5H6N20 061985-25-9 38
3 Ethanone, 1-(1H-pyrazol-4-yl)- 110 C5H6N20 025016-16-4 37
4 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H10N2 000931-36-2 12
5 2(5H)-Furanone 84 C4H402 000497-23-4 11

Abundance Scan 318 (5.722 min): BF086735.D (-316) (-) m/z 95.00 100.00%
9%
55
5000 43 110
8 84
3 540 5.60 5.80 6.00
o..,....,....,...'T;'!..‘.‘?-.-.:.,..6.6.,.|...,.I..,....,....,-....,.. m/z 55.00 69.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5624: Ethanone, 1-(2-furanyl)-
5000 % 110 540 560 580 600
o7 m/z 43.10 50.60%
0 i | H‘ ?\1\ 61 6\? 81 |
HRJUNISUNI SR IULLIL UL I UL LRI UL S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
95
110 5.40 5.60 5.80 6.00
5000 m/z 110.00 39.93%
40 67
0 28 34 52 58 81 104
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5572: Ethanone, 1-(1H-pyrazol-4-yl)-
95 540 5.60 5.80 6.00
m/z 39.05 39.74%
5000
110
28 39
0 1\5 A m‘\“ 5? ! 81 | A
HRJUNISUNIS S IULILL LRI I UL UL UL S B B IR BARRE AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 4 2,5-Hexanedione Concentration Rank 14

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

5.89 18.06 ng 530916 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,5-Hexanedione 114 C6H1002 000110-13-4 59
2 2,3-Hexanedione 114 C6H1002 003848-24-6 40
3 2(3H)-Furanone, dihydro-4,4-dime... 114 C6H1002 013861-97-7 32
4 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 25
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9

Abundance Scan 333 (5.893 min): BF086735.D (-331) (-) m/z 43.05 100.00%
4B
5000
71 % 560 5.80 6.00 6.20
57 . . . .
0..,....,....,..?7.-,.'.-.?,0...'.,....,'....?.1...,....|,....,H‘.".,.. m/z 99.10 18.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6989: 2,5-Hexanedione
43
5000 T T 'A*Tl' T T
560 5.80 6.00 6.20
- 99 m/z 71.10 8.40%
oL 15 27 37 | 50 5 65 | 81 114
mz> 10 % % 4b 50 80 20 8 80 100 110 130
Abundance
43
560 5.80 6.00 6.20 ]
5000 m/z 57.10 4.62%
27
71
37 53 114
I R R R UL LA R IS IS IR SARRN RSN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7108: 2(3H)-Furanone, dihydro-4,4-dimethyl- R E S EAREamass
48 560 5.80 6.00 6.20
99 m/z 42.10 4 _.35%
5000 55
[
0'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”
m/z--> 10 20 30 40 50 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 5 unknown6.14 Concentration Rank 4

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

6.14 41.13 ng 1209150 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 38
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 37
3 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 37
4 Pentanal, 2-methyl- 100 C6H120 000123-15-9 35
5 3,5-Dimethyl-1,6-heptadien-4-ol 140 C9H160 019549-66-7 32

Abundance Scan 355 (6.144 min): BF086735.D (-353) (-) m/z 43.10 100.00%
a3
56
5000
85
R
71 ‘ 95 110 5.80 6.00 6.20 6.40
o..,....,....,..3.6.|,.':-..,.~.|.|.,‘?.3..;'...7.8,....,..'..,....-....,..%??.... m/z 56.10 68.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3908: Pentane, 2,4-dimethyl-
43 57
5000
85 580 6.00 620 6.40
29 m/z 41.10 50.04%
ol 15 \‘ 36‘ 50 | 69 77 100
mz-> 10 20 % 40 50 60 70 8 90 100 110 130 130
Abundance
43
580 6.00 620 640
5000 58 m/z 58.10 42 .54%
21 85 100
0 34 51 67 74
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #19208: 2-Heptanone, 4,6-dimethyl-
43 5.80 6.00 6.20 6.40
m/z 85.05 28 .99%
58
5000
69 85
0 1\5 ‘H “ MH \‘\ \‘ 99 109 127
m/z--> 10 20 30 40 5'0 60 70 80 90 100 ﬁo 120 130 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 unknown6.44 Concentration Rank 3

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

6.44 46.96 ng 1380440 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 38
2 Hexanoyl chloride 134 C6H11CIO 000142-61-0 37
3 2(3H)-Furanone, dihydro-5,5-dime... 114 C6H1002 003123-97-5 30
4 3-Pentenoic acid, 4-methyl- 114 C6H1002 000504-85-8 27
5 1-Pyrrolidinecarboxaldehyde 99 C5H9NO 003760-54-1 25

Abundance Scan 381 (6.442 min): BF086735.D (-378) (-) m/z 43.10 100.00%
a3
55
o T omo v\A_/Au/k/\ﬁJAA\ﬂﬂwA/ﬂ\““f
0 IEESE NSRS LR
37| | 6.20 6.40 6.60 6.80
o...,....,....,...'.',|...‘.‘?-.'!]l.',‘??.n,'....,!...,....,....,....,.. m/z 55.10 55.53%
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance #565: Cyclopropane, l,l dimethyl-
55
5000 39 70 RSN SR
27 6.20 6.40 6.60 6.80
15 ‘ m/z 99.10 48.58%
"W"”I'”'I”"I'”I'”'I”"P"W'”'I”"P"W"”I”
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance
43
27 55 99
6.20 6.40 6.60 6.80
5000 71 78 m/z 39.10 48.48%
91
15 37 a9 O 106
s S R RS RS AR ARSI LR LRSS RRRSS RS R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7109: 2(3H)-Furanone, dihydro-5,5-dimethyl- e mE e Bt
55 6.20 6.40 6.60 6.80
m/z 110.10 40.36%
39
5000
70 9
Oy ""I""I""I""I""I""?%"'I""I""I%%é'l"
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 unknown6.49 Concentration Rank 1

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

6.49 153.75 ng 4519770 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 385 (6.487 min): BF086735.D (-383) (-) m/z 132.05 100.00%
132
5000 68
40 96 RS NULSE RAREE SRS U
54 6.20 6.40 6.60 6.80
7
ol Jrer [ eua W o Wiz 68.10 47.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 SRR AR LR
6.20 6.40 6.60 6.80
70 m/z 66.10 33.65%
31 44 60 86
Oty 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 104 6.20 6.40 6.60 6.80
5000 m/z 134.10 32.81%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A mmma L
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 20.21%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 8 2(3H)-Furanone, 5-ethyldihy... Concentration Rank 12

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

6.76 19.67 ng 578085 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone, 5-ethyldihydro-5... 128 C7H1202 002865-82-9 72
2 3,6-Heptanedione 128 C7H1202 001703-51-1 47
3 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 45
4 Hexanoic acid, anhydride 214 C12H2203 002051-49-2 38
5 4-Piperidinone 99 C5H9NO 041661-47-6 37

Abundance Scan 409 (6.762 min): BFO86735.D (-407) (-) m/z 43.10 100.00%
43
57 99
5000
& 105 6.40 6.60 680 7.00
120 - : - :
obrrrrr e Sl 5L ) 63 | 77 88 o1 |77 113120 128 m/z 99.05  68.79%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #11912: 2(3H)-Furanone, 5-ethyldihydro-5-methy!-
99
5000 43
6.40 6.60 6.80 7.00
. 56 73 113 m/z 57.10 63.18%
0 | sy s0ll er 8 | a0 128
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57 99 6.40 6.60 6.80 7.00
5000 29 m/z 71.05 15.26%
71
85
G R R R R R A I IS L R SRR SR
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #3369: 3,5-Diamino-1,2,4-triazole
43 99 6.40 6.60 6.80 7.00
m/z 105.10 8.59%
5000
57
0 B | e 85 ‘
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 2-Nonanone Concentration Rank 10

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

6.96 22 .58 ng 663775 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 50
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 38
3 1-Heptyn-6-one 110 C7H100 000928-39-2 37
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 32
5 2-Octanone 128 C8H160 000111-13-7 28

Abundance Scan 426 (6.956 min): BF086735.D (-422) (-) m/z 43.10 100.00%
ile]
5000
¥ 95 6.60 6.80 7.00 720
85 . . . .
0 ..,....,....,....','.':..5,9.'.~.|,....-,'....,..'..,..'..,.19'.“3.,1.1.:*..,1.?3.,1.??.,.. m/z 58.10 17.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19134: 2-Nonanone
43
5000
6.60 6.80 7.00 7.20
B m/z 71.10 11.06%
ol 8 109
G R A RS RS RRAAS RARRS AR RARRA RAAAS LARNS RARSN SARRS SRR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
58 6.60 680 7.00 720
5000 m/z 55.10 10.04%
15 27 51 I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5643: l—Heptyn—G—one LI L L L L I
43 6.60 6.80 7.00 7.20
m/z 39.10 8.57%
5000
58
o 27 54 1| 51| %748 % 109
m/z--> 15 25 35 Jo §o éo 75 80 95 160 110 150 150 150 a%o aéo 160 150 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 2(3H)-Furanone, 5-ethyldihy... Concentration Rank 18

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

7.01 13.90 ng 408559 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone, 5-ethyldihydro- 114 C6H1002 000695-06-7 78
2 Tetrahydrofuran, 2-ethyl-5-methyl- 114 C7H140 000931-39-5 64
3 n-Decanol tetrahydropyran ether 242 C15H3002 110477-35-5 45
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
5 Carbonic acid, dihexyl ester 230 C13H2603 007523-15-1 9

Abundance Scan 431 (7.013 min): BF086735.D (-429) (-) m/z 85.00 100.00%
85
5000
42 g7
6.60 6.80 7.00 7.20 7.40
0 ...,....|,||...|I|,....,....9,9..1.1.4,1.2.6..,....,.... || M/Z 42.10  25.92%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #7069. 2(3H)-Furanone, 5-ethyldihydro-
85
5000 AR AL UL LR I
29 6.60 6.80 7.00 7.20 7.40
12 56 m/z 57.00 22._76%
LA [ R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
85
a1 6.60 6.80 7.00 7.20 7.40
5000 o7 m/z 56.10 20.35%
55
99 113
G R A L U S SRS RS SRS LS RRAR SRR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83706: n-Decanol tetrahydropyran ether e B e AR,
85 6.60 6.80 7.00 7.20 7.40
m/z 55.10 18.17%
5000
43 56
0 | 7 1911510141153 169 184 199 214 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 1-Butyne Concentration Rank 20

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

7.21 12.73 ng 374327 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butyne 54 C4H6 000107-00-6 64
2 2,5-Dihydrothiophene sulfone 118 C4H602S 000077-79-2 64
3 1,2-Butadiene 54 C4H6 000590-19-2 64
4 Cycloheptanone, oxime 127 C7H13NO 002158-31-8 40
5 Spiro[3.3]heptane-2,6-dione 124 C7H802 020061-23-8 38

Abundance Scan 448 (7.207 min): BF086735.D (-446) (-) m/z 124.10 100.00%
54 124
39 69
5000
96
o867 6.80 7.00 7.20 7.40 7.60

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #137: 1-Butyne
39 54
5000
6.80 7.00 7.20 7.40 7.60
m/z 69.10 82.21%
15
0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
54
BEEEE RS R R
6.80 7.00 7.20 7.40 7.60
5000 39 m/z 39.10 73.91%
0 25 68 85 118
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #144: 1,2-Butadiene R e
6.80 7.00 7.20 7.40 7.60
m/z 41.10 50.38%
5000
27
0 12
- IIIIIIIIIIIIIIIIIIIIII
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 2(3H)-Furanone, dihydro-5-p... Concentration Rank 19

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

7.72 13.09 ng 533014 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 72
2 1-Bromo-7-(tetrahydro-2-pyranylo... 278 C12H23Br02 010160-25-5 72
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 64
4 Oxetane, 2-ethyl-3-methyl- 100 C6H120 053778-62-4 64
5 Carbonic acid, dihexyl ester 230 C13H2603 007523-15-1 56

Abundance Scan 493 (7.722 min): BF086735.D (-491) (-) m/z 85.00 100.00%
8b
5000
41 56

71 | 100 7.40 7.60 7.80 8.00
,.”.W.j,mu,h.w.nﬁﬁ?ﬁm”” || M7z 56.10  21.53%

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 18.89%

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 55.10 13.13%
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 57.10 12.77%
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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 Pentanoic acid, ethyl ester Concentration Rank 6

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

8.40 34.99 ng 1425180 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid, ethyl ester 130 C7H1402 000539-82-2 50
2 2-Methoxy-2-methylbut-3-ene 100 C6H120 040426-44-6 49
3 Thiazole 85 C3H3NS 000288-47-1 43
4 2(3H)-Furanone, 5-hexyldihydro- 170 C10H1802 000706-14-9 38
5 2(3H)-Furanone, 5-butyldihydro- 142 C8H1402 000104-50-7 38

Abundance Scan 552 (8.396 min): BF086735.D (-547) (-) m/z 85.00 100.00%
85
60
41
5000 73
115 129 800 820 840 860 880
100
0 5 e prrtprerr e e | m/z 60.00  54.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13023: Pentanoic acid, ethyl ester
29
57 85
5000 41

8.00 8.20 8.40 8.60 8.80
m/z 57.10 47 .42%

AN H 101 115 130

0.”.”..”w””.“..”.””.”..u.””.”..”.””.”..”.””.
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
85
INGERENRERE AR SRR
8.00 8.20 8.40 8.60 8.80
5000 41 55 m/z 41.10 47 .14%
69
- \,N\MJLWM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1509: Thiazole L A e
85 8m M08m5m08m

m/z 73.05 37 .74%

58
B \/JJV\«‘
45
13 243 | | 70 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 800 8.20 840 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 n-Decanoic acid Concentration Rank 17

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

8.96 14.29 ng 610483 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 80
2 Nonanoic acid 158 C9H1802 000112-05-0 47
3 Hexanoic acid 116 C6H1202 000142-62-1 47
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 43
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43

Abundance Scan 601 (8.956 min): BF086735.D (-597) (-) m/z 60.00 100.00%
60

5000

8.60 8.80 9.00 9.20

(o} m/z 73.10 81.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #37192: n-Decanoic acid
60
41
5000 LA L L L L L L L B
129 8.60 8.80 9.00 9.20
g7 m/z 41.10 75.83%
L st
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
60
AR o
8.60 8.80 9.00 9.20
5000 m/z 43.10 75.30%
41
08 115
ol 18 81 141158
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #7850: Hexanoic acid AR o
60 8.60 8.80 9.00 9.20
m/z 55.10 68.68%
5000
27
3
87
0 I | 115
“quupn.””.”.“”.”.””.”qnupn.””.”.”“P”.””P“. AR o
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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 1(3H)-1sobenzofuranone Concentration Rank 13

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

8.99 19.47 ng 831564 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-1sobenzofuranone 134 C8H602 000087-41-2 96
2 1,2-Benzenedicarboxaldehyde 134 C8H602 000643-79-8 72
3 Benzoyl chloride 140 C7H5CIO 000098-88-4 58
4 Benzoyl bromide 184 C7H5Bro 000618-32-6 53
5 1-Propanone, 1l-phenyl- 134 C9H100 000093-55-0 53

Abundance Scan 604 (8.990 min): BFO86d)735.D(—602) ) m/z 105.10 100.00%
105
5000 w
51 134
38 63 89 | 8.60 8.80 9.00 9.20 9.40
o el g 1200 )l 46162 777710 50.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14734: 1(3H)-Isobenzofuranone
105
5000 f AN RN AR RN R
134 8.60 8.80 9.00 9.20 9.40
m/z 134.05 24 _86%
. 27 H Lome |
""I"" ""|'”'|""|""|""|""|'"'
m/z--> 20 80 100 120 140 160
Abundance
77 105
51 8.60 8.80 9.00 9.20 9.40
5000 m/z 51.00 23.46%
29 134
39
ol 12 63 86
m/z--> 20 40 60 80 100 120 140 160
Abundance #17607: Benzoyl chloride T T T T T T
105 8.60 8.80 9.00 9.20 9.40
17 m/z 50.00 21.59%
5000 51
27 3\8 ‘\ 62 | | 140
0||||||||‘|||||||‘l‘|||||||||||||||||||| —v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—r
m/z--> 20 40 60 80 100 120 140 160 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 Vanillin Concentration Rank 8

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

9.23 29.35 ng 1253450 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 97
3 3-Hydroxy-4-methoxymandelic acid 198 C9H1005 003695-24-7 91
4 4-Hydroxy-2-methoxybenaldehyde 152 C8H803 018278-34-7 62
5 Benzaldehyde, 2-hydroxy-4-methoxy- 152 C8H803 000673-22-3 46

Abundance Scan 625 (9.230 min): BF086735.D (-623) (-) m/z 151.10 100.00%
191
5000 81
53 109 103
39 65 o5 137 6 8.80 9.00 9.20 9.40 9.60
0 17 m/z 152.10 96.69%
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
‘ 109 153 m/z 81.10 42 .39%
s m® P e |
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
151
880 9.00 9.20 9.40 9.60
5000 81 m/z 53.00 25.67%
53
109
15 29 o9 - 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 B L e ma S
151 8.80 9.00 9.20 9.40 9.60
m/z 51.10 24 _.85%
5000
81
‘ 109 123
m/z--> 20 40 60 80 100 120 140 160 180 200 880 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 Ethanone, 1-(3-hydroxy-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.18 14.94 ng 637957 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 64
2 Ethanone, 1-(4-hydroxy-3-methoxy... 166 C9H1003 000498-02-2 64
3 Benzaldehyde, 4-methoxy-, oxime 151 C8H9NO2 003235-04-9 50
4 3-Hydroxy-4-methoxymandelic acid 198 C9H1005 003695-24-7 45
5 Ethanone, 1-(2-hydroxy-6-methoxy... 166 C9H1003 000703-23-1 42
Abundance Scan 708 (10.179 min): BF086735.D (-706) (-) m/z 151.10 100.00%
151
5000
108 ] ey
7 91 162 : : : :
N .','|. .-'|“| 'fi A | 0 22 AT 194 0 sz 123.10  21.56%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #33809. Ethanone, 1-(3-hydroxy-4-methoxypheny!)-
151
166
5000 AU R
9.80 10.00 10.20 10.40
123 m/z 43.10 18.82%
oL 15 28 * 5565 77 93 108 | a3 |
miz--> B dh e W o e ik 10 s
Abundance
151
166 9.80 10.00 10.20 1040
5000 m/z 52.05 13.41%
123
5565 77 g3 108 136
O T e e e L o T T O
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #23766: Benzaldehyde, 4-methoxy-, oxime L e B
151 9.80 10.00 10.20 10.40
m/z 57.10 12.86%
5000 108
o 792 124134
mz-> 20 40 60 80 100 120 140 160 180 200 | 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.77 21.79 ng 826585 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 83
Abundance Scan 847 (11.768 min): BF086735.D (-845) (-) m/z 43.10 100.00%
43
60 .5
5000
Ep- 213 1140 1150 1180 250"
143 171185 : : : :
T 199 LA =6 m/z 41.10 79.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 s
5000 L U SURELE LI UL B
11.40 11.60 11. 80 12.00
m/z 60.00 79.23%
. I “ ‘\ ki }01}151291431571711851992132272422?6
m/z--> 25 45 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
. 11.40 11.60 11.80 12.00
5000 m/z 73.05 73.29%
129 242
87 199
. 101115 | 143157171185 213226
III'"'I""I"''I""I""I""IIIII B RN DA D D
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid T TR
60 73 11. 40 11. 60 11. 80 12. 00
m/z 55.10 71.29%
5000 129
185
‘ ‘H } 143,171 | 199 228
0! ... ‘\‘H ‘ ‘I'H I"""I""'I""‘I""'l"l""l' R LR R
m/z--> 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 : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample - H2802-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 7
R.T. EstConc Area Relative to ISTD R.T.
12.56 30.55 ng 965340 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50
Abundance Scan 916 (12.557 min): BF086735.D (-913) (-) m/z 43.10 100.00%
43
73
5000 129
97 185 241 -  EEARE B mas ma I
12.20 12.40 12.60 12.80
157
o m.J,n.'l.h%%H.Lp..J.,. e m/z 73.10 77.59%
m/z--> 50 100 150 200 250 300 350
Abundance #108839: Octadecanoic acid
43
5000 U
Qg 284 nmnmnmnm
m/z 57.10 75.50%
185 241
0 h H u ‘HM‘ hH H\J lesl l|‘|‘|2}3|‘| |‘|‘?6|6|‘||||||||||
m/z--> 5 200 250 300 350
Abundance
43 12:20 1240 12.60 12.80
5000 m/z 60.00 74 .66%
129
185 228
97
o 166
m/z--> B '56' ' "160" ' 150" "260" "250" ' 500" "350" '
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R EEa e e R E
43 12.20 12.40 12.60 12.80
m/z 55.10 72.67%
73
5000 284
129
185 213 241
0‘ uu ‘ T L ST ees ) su  ane e ———
m/z--> m m 150 200 250 300 350 1nmummmmo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086735.D

Acq On : 6 May 2016 20:33

Operator : UM/SJ

Sample : H2802-06

Misc :

ALS Vial : 10 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 38.3 ng 1126430 1 6.70 1175860 40.0
2-Hexanone, 5-met... 5.49 23.5 ng 690414 1 6.70 1175860 40.0
Ethanone, 1-(2-fu... 5.72 17.4 ng 512471 1 6.70 1175860 40.0
2 ,5-Hexanedione 5.89 18.1 ng 530916 1 6.70 1175860 40.0
unknown6 .14 6.14 41.1 ng 1209150 1 6.70 1175860 40.0
unknown6 .44 6.44 47.0 ng 1380440 1 6.70 1175860 40.0
unknown6 .49 6.49 153.8 ng 4519770 1 6.70 1175860 40.0
2(3H)-Furanone, 5... 6.76 19.7 ng 578085 1 6.70 1175860 40.0
2-Nonanone 6.96 22.6 ng 663775 1 6.70 1175860 40.0
2(3H)-Furanone, 5... 7.01 13.9 ng 408559 1 6.70 1175860 40.0
1-Butyne 7.21 12.7 ng 374327 1 6.70 1175860 40.0
2(3H)-Furanone, d... 7.72 13.1 ng 533014 2 8.00 1629150 40.0
Pentanoic acid, e... 8.40 35.0 ng 1425180 2 8.00 1629150 40.0
n-Decanoic acid 8.96 14.3 ng 610483 3 9.74 1708570 40.0
1(3H)-1sobenzofur. .. 8.99 19.5 ng 831564 3 9.74 1708570 40.0
Vanillin 9.23 29.4 ng 1253450 3 9.74 1708570 40.0
Ethanone, 1-(3-hy... 10.18 14.9 ng 637957 3 9.74 1708570 40.0
n-Hexadecanoic acid 11.77 21.8 ng 826585 4 11.22 1517170 40.0

5

Octadecanoic acid 12.56 30.6 ng 965340 13.85 1263790 40.0
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