LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 3.516 122 125 131 rBvY 74328 151190 2.34% 0.271%
2 4.041 169 171 175 rBvV 59662 97268 1.50% 0.174%
3 4.796 233 237 244 rBV5 32297 128043 1.98% 0.230%
4 4.910 244 247 250 rVvv 84607 171612 2.65% 0.308%
5 5.013 254 256 261 rVB 54027 79626 1.23% 0.143%
6 5.242 274 276 280 rBY 89331 177046 2.74% 0.318%
7 5.310 280 282 285 rBV 1817829 2318032 35.83% 4.157%
8 5.493 296 298 303 rvB2 196775 272206 4.21% 0.488%
9 5.573 303 305 312 rVvB 73230 110428 1.71% 0.198%
10 5.676 312 314 316 rBvY 116828 141420 2.19% 0.254%
11 5.722 316 318 319 rvv 88969 95563 1.48% 0.171%
12 5.744 319 320 326 rvVB 45948 89222 1.38% 0.160%
13 5.893 331 333 338 rBY 187661 277568 4_29% 0.498%
14 5.962 338 339 344 rBV3 53533 89279 1.38% 0.160%

15 6.144 354 355 360 rvB 327762 495735 7.66% 0.889%

16 6.224 360 362 366 rBV3 78805 133708 2.07% 0.240%
17 6.304 366 369 372 rBV3 147521 294889 4_56% 0.529%
18 6.373 372 375 379 rvV 1502028 1755486 27.14% 3.148%
19 6.442 379 381 382 rVvV 423059 499034 7.71% 0.895%
20 6.487 382 385 387 rVV 4143879 5118710 79.12% 9.180%

21 6.533 387 389 390 rvv 78327 98181 1.52% 0.176%
22 6.556 390 391 394 rvB2 73740 104059 1.61% 0.187%
23 6.602 394 395 399 rvB2 49938 67573 1.04% 0.121%

24 6.705 402 404 407 rBV 1242127 1197837 18.52% 2.148%
25 6.762 407 409 414 rBV2 220840 335246 5.18% 0.601%

26 6.865 415 418 420 rVV 4342665 4759605 73.57% 8.536%
27 6.956 422 426 429 rBvY 189010 310276 4._80% 0.556%
28 7.013 429 431 432 rVV 159516 141788 2.19% 0.254%
29 7.059 432 435 438 rVB2 200364 283728 4_.39% 0.509%
30 7.139 438 442 445 rBvY 330099 687512 10.63% 1.233%

31 7.207 445 448 451 rVB4 114059 206074 3.19% 0.370%
32 7.287 451 455 457 rBV 2624784 4562301 70.52% 8.182%
33 7.413 464 466 469 rVB2 149428 204743 3.16% 0.367%
34 7.482 469 472 475 rVB4 42709 95218 1.47% 0.171%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 7.550 476 478 481 rVB3 80226 125113 1.93% 0.224%

36 7.607 481 483 486 rBV3 39723 90122 1.39% 0.162%
37 7.665 486 488 491 rVB2 135895 174833 2.70% 0.314%
38 7.722 491 493 495 rBvV 221662 268603 4._.15% 0.482%
39 7.790 495 499 503 rBV5 258316 597173 9.23% 1.071%
40 7.882 503 507 508 rBv4 61235 103191 1.60% 0.185%

41 7.927 508 511 514 rBV2 73701 125574 1.94% 0.225%
42 7.996 514 517 519 rVB 1436292 1544437 23.87% 2.770%
43 8.088 523 525 528 rvVvB2 68691 92013 1.42% 0.165%
44 8.133 528 529 531 rBvV2 70265 104353 1.61% 0.187%
45 8.282 540 542 544 rBV 100025 138011 2.13% 0.248%

46 8.385 547 551 555 rBv2 355101 682039 10.54% 1.223%

47 8.453 5565 557 559 rBv2 70272 88617 1.37% 0.159%
48 8.590 566 569 573 rVvB4 112664 212127 3.28% 0.380%
49 8.659 573 575 576 rBv2 44322 70323 1.09% 0.126%

50 8.693 576 578 581 rvB2 101503 173084 2.68% 0.310%

51 8.739 581 582 584 rBvV2 66626 102635 1.59% 0.184%
52 8.785 584 586 587 rvv2 93147 113436 1.75% 0.203%
53 8.888 591 595 597 rBv4 77684 191935 2.97% 0.344%
54 8.945 598 600 602 rvv2 136903 230886 3.57% 0.414%
55 9.002 602 605 607 rvv2 286231 495687 7.66% 0.889%

56 9.070 607 611 614 rVvV 4654028 6469249 100.00% 11.602%
57 9.173 617 620 623 rVB4 89801 183602 2.84% 0.329%
58 9.230 623 625 631 rvB3 188369 333928 5.16% 0.599%
59 9.322 631 633 634 rBv2 92782 158546 2.45% 0.284%
60 9.436 641 643 645 rVB 83670 117965 1.82% 0.212%

61 9.470 645 646 649 rBvV3 80593 115331 1.78% 0.207%
62 9.573 654 655 657 rvv 97827 102886 1.59% 0.185%
63 9.619 657 659 660 rvv 122956 119245 1.84% 0.214%
64 9.688 662 665 667 rvv3 122862 257976 3.99% 0.463%
65 9.745 667 670 672 rVV 1833493 1779635 27.51% 3.192%

66 9.825 676 677 681 rVB4 60580 92034 1.42% 0.165%
67 9.928 683 686 687 rBv2 50293 86077 1.33% 0.154%
68 10.053 695 697 701 rVB4 74682 138185 2.14% 0.248%
69 10.179 706 708 710 rVvB 296851 313332 4._.84% 0.562%
70 10.236 710 713 714 rBV3 43573 72807 1.13% 0.131%

71 10.533 736 739 742 rVB 3304309 3993456 61.73% 7.162%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 10.648 747 749 751 rBV 96921 110450 1.71% 0.198%
73 10.751 756 758 760 rBV2 85047 94658 1.46% 0.170%
74 10.911 770 772 776 rVvVv4 71594 113313 1.75% 0.203%
75 10.979 776 778 781 rVB 94513 128125 1.98% 0.230%

76 11.219 797 799 802 rBV 1495489 1449994 22.41% 2.601%
77 11.276 802 804 808 rvB2 51913 108990 1.68% 0.195%
78 11.768 844 847 851 rBv3 359359 409688 6.33% 0.735%
79 12.477 905 909 913 rBVS5 32020 95310 1.47% 0.171%
80 12.545 913 915 921 rVB 323762 363930 5.63% 0.653%

81 12.808 935 938 940 rBV 4510192 4690166 72.50% 8.412%
82 12.842 940 941 944 rVB 288797 257155 3.98% 0.461%
83 13.699 1014 1016 1020 rBV 106843 151355 2.34% 0.271%
84 13.848 1027 1029 1032 rBV 1277427 1207125 18.66% 2.165%
85 15.231 1147 1150 1159 rVB 728355 968618 14.97% 1.737%

Sum of corrected areas: 55757529
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_F\DATA\BF050616\
BF086734.D

6 May 2016 20:04

UM/SJ

H2802-05

9 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 15

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

5.49 9.09 ng 272206 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 78
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 58
3 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 50
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 45
5 2-Hexanone 100 C6H120 000591-78-6 40

Abundance Scan 298 (5.493 min): BF086734.D (-296) (-) m/z 43.10 100.00%
43
o T e 9 1w 520 540 560 580
Ob el Sl 8099 U4 n/z 58.10  49.18Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7236: 2-Heptanone
43
58
5000 IR RREEE RN RN R
520 5.40 5.60 5.80
27 m/z 41.10 12.38%
15 71
0 | ‘\‘ ‘\ . 51 1 ‘ 78 85 99 1:!-4
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
520 540 560 580
5000 m/z 71.10 10.85%
58
15 27
o 36 51 s 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 /V\
Abundance #12094: 2—Heptanone, 6—methy|— LI L L L L LB
43 520 5.40 5.60 5.80
58 m/z 39.05 8.57%
5000
71
o1 | ey 8 U0 s
TTT TTT T[T T T T[T T T T[T T T T[T T T[T TTT[TTT T[TTTT TTTT[ T T T T[TTTT TTTT TTTT —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 2,5-Hexanedione Concentration Rank 14

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

5.89 9.27 ng 277568 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,5-Hexanedione 114 C6H1002 000110-13-4 64
2 2(3H)-Furanone, dihydro-4,4-dime... 114 C6H1002 013861-97-7 32
3 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 32
4 Vinyl butyrate 114 C6H1002 000123-20-6 9
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 9

Abundance Scan 333 (5.893 min): BF086734.D (-331) (-) m/z 43.05 100.00%
i}
5000
71 %9 560 580 6.00 6.20
57 : : : .
O et 8O3 e | 14 276 10 16.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6989: 2,5-Hexanedione
43
5000 R AR RN LS S
560 5.80 6.00 6.20
- 99 m/z 71.05 8.02%
oL 15 21 37 | 50 % 65 | 81 114
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
99 560 580 6.00 620
5000 55 m/z 57.05 4.34%
70
85
77 01 114
I R RS RN RS RS RS IS AR RAARS RS RRAS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7327: 2-Hexanone, 3-methyl- AR B
48 560 5.80 6.00 6.20
m/z 42.00 4._27%
5000 72
o 2 Ly > 63 7985 99 114
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 12'0 5.60 5.80 6.00 6.20

8270-BF050416.M Mon May 09 18:52:41 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 unknown6.14 Concentration Rank 6

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

6.14 16.55 ng 495735 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 47
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 38
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 35
4 Hexane, l-propoxy- 144 C9H200 053685-78-2 27
5 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 25

Abundance Scan 355 (6.144 min): BF086734.D (-354) (-) m/z 43.10 100.00%
43
56
5000
85 e
71 o5 110 5.80 6.00 6.20 6.40
0 ...,....,....,..3.6.|,!:-..,..'.'.,....,'....,....,..'..,....-....,..?.2,8.... m/z 56.10 58.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12096: 2-Heptanone, 4-methyl-
43
58
5000
85 5.80 6.00 6.20 6.40
m/z 41.10 44 _29%
s 7w 13 128
0 IIII"''I""I""I""I""I""I""I""I""I'"'I""I"'llIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
5.80 6.00 6.20 6.40
5000 58 m/z 58.05 44 _25%
27 85 100
0 34 51 67 74
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3903: Pentane, 2,4—dimethy|— L L L L B BN
43 5.80 6.00 6.20 6.40
57 m/z 85.05 24 .36%
5000
27 85
ol 15 J3all 50 60 77 | 100
m/z--> 10 20 30 40 50 6|0 70 80 90 100 110 120 130 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 : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 2-Cyclopenten-1-one, 3-methyl- Concentration Rank 12

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

6.30 9.85 ng 294889 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclopenten-1-one, 3-methyl- 96 C6H80 002758-18-1 95
2 Bicyclo[2.1.0]pentane 68 C5H8 000185-94-4 94
3 Cyclopentene 68 C5H8 000142-29-0 86
4 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 83
5 1,3-Butadiene, 2-methyl- 68 C5H8 000078-79-5 58

Abundance Scan 369 (6.304 min): BF086734.D (-366) (-) m/z 96.10 100.00%
9%
5000 81
120 ISR SRR R
207 6.00 6.20 6.40 6.60
0 m/z 53.05 74 .92%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #2771: 2-Cyclopenten-1-one, 3-methyl-
96
53 67
39
5000 81 TTT T[T T T T
7 6.00 6.20 6.40 6.60
m/z 67.10 74 .86%
0 e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
67
6.00 6.20 6.40 6.60
5000 39 m/z 39.10 70.03%
53
27
e A UL S I B B L W N
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #419: Cyclopentene TT T[T T T T[T T T T[T T I [TTTT
67 6.00 6.20 6.40 6.60
m/z 41.10 43.27%
5000 39
53
27
'i'%ﬂ“k”$'”yfﬁ"P"W"”I'”'I”"P"W"”I'”' RS NRREE AR RS L
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 6 2(3H)-Furanone, dihydro-5,5... Concentration Rank 5

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

6.44 16.66 ng 499034 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 86
2 Hexanoyl chloride 134 C6H11CIO 000142-61-0 37
3 1-(Dimethylamino)pyrrole 110 C6H10N2 078307-76-3 35
4 1H-Pyrazole, 1,3,5-trimethyl- 110 C6H10N2 001072-91-9 32
5 4(3H)-Pyrimidinone, 3-methyl- 110 C5H6N20 006104-45-6 30

Abundance Scan 381 (6.442 min): BF086734.D (-379) (-) m/z 43.10 100.00%
a3
55 110
5000 9
70 T TN e
3 | 6.20 6.40 6.60 6.80
0...,....,....,...'.T,|.:.‘.1?'.|I|'|‘??.'!,l....,.'...,..'..,-....,....,. m/z 39.10 66.49%
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 IRRBE USSR RN
99 6.20 6.40 6.60 6.80
m/z 110.10 54 _.83%
0 \‘ \ 1 ‘\ ! ‘ ‘ 8l 114
L LA UL IR IS IS LR IS UL LI SRR MR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
27 55 99
6.20 6.40 6.60 6.80
5000 71 78 m/z 55.05 54 _39%
91
15 37 a9 OB 106
e S R R L A RS RS RS RS SARRS RN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #5591: 1-(Dimethylamino)pyrrole AN ERa s B e
4 110 6.20 6.40 6.60 6.80
m/z 42.10 50.32%
82
5000
67 95
15 28
51
0"%"”I"”I'%ql”'I”??P"W"”I'”'I”"I”"P"W'
m/z--> 10 20 30 50 60 70 80 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 : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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.

6.49 170.93 ng 5118710 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 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 385 (6.487 min): BF086734.D (-382) (-) m/z 132.10 100.00%
132
5000 68
40 5 ‘ 75 % 103 620 6.40 6.60 6.80
Obrrprrrrprrrr e AL SRl 87 LSl 15 Wl Tm/z 68.10  44.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 IESE RS RS LR
6.20 6.40 6.60 6.80
31 70 m/z 134.10 33.52%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 m/z 66.10 31.04%
o 15 28 39 52 © 7 e 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R B L L
132 6.20 6.40 6.60 6.80

m/z 69.10 18.74%

5000

33 44 g7 105

BIE R S PP

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 2(3H)-Furanone, 5-ethyldihy... Concentration Rank 9

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

6.76 11.20 ng 335246 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 64
2 3,6-Heptanedione 128 C7H1202 001703-51-1 64
3 Pentanoic acid, 2-methyl-, anhyd... 214 C12H2203 063169-61-9 42
4 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 42
5 Pentanoic acid, 4-oxo-, pentyl e... 186 C10H1803 020279-49-6 38

Abundance Scan 409 (6.762 min): BF086734.D (-407) (-) m/z 43.10 100.00%
43
57 99
5000
I 6.40 6.60 680 7.00
120 - : : :
Obrrrr 300l 0. | 7885 | ap611s’0azs 7799 05 66.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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 57.00 61.48%
0'|"JJV"“”“"|'jm|'§?ﬂmk"|?ﬁ'|'”“i"'w""|“%??'”'|"'w'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
57 99 6.40 6.60 6.80 7.00
so0o]  2° m/z 71.05 16.05%
71
o 85
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #65432: Pentanoic acid, 2-methyl-, anhydride
71 99 6.40 6.60 6.80 7.00
43 m/z 105.10 13.80%
5000
29 78
o i L P e | [ a7 115 128 143
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00

8270-BF050416.M Mon May 09 18:52:46 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 2-Heptanone, 6-methyl- Concentration Rank 11

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

6.96 10.36 ng 310276 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 59
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 43
3 2-Nonanone 142 C9H180 000821-55-6 42
4 2,9-Decanedione 170 C10H1802 016538-91-3 40
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 38

Abundance Scan 426 (6.956 min): BF086734.D (-422) (-) m/z 43.10 100.00%
43
5000
¥ g o 660 6.80 7.00 7.20
o..,....,....,.?.‘?','.l:.?,"..'.-l,....',|....,..'..,..'..,.19?.,1.15?.,1.2?’..,.... m/z 58.10 17.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12118: 2-Heptanone, 6-methyl-
43
58
5000 AR RS SN SRR
6.60 6.80 7.00 7.20
= o5 m/z 71.10 13.37%
15 29 85 110
0"|'“'l"”w'"'|”"?%J“h""v"7ﬁ"“'|'m'|"'4""w'%??"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
660 6.80 7.00 7.20
5000 m/z 55.10 10.74%
84
27 57 7
Ol oo 84l L 9L 99 13 - 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #19134: 2-Nonanone LI L L L L I
43 6.60 6.80 7.00 7.20
m/z 41.10 9.25%
5000
58
71
\\‘m L \‘ 8ﬁ 109
e s RS A AN RAARA REARS AN AR RARRS LAY BALS RRASN RARA AR SR S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20

8270-BF050416.M Mon May 09 18:52:48 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 13

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

7.06 9.47 ng 283728 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 1,2,3,6-Tetrahydropyridine 83 C5HON 000694-05-3 50
3 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 50
4 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 49
5 5-Cycloheptene-1,4-dione, 2,2,5-... 166 C10H1402 058705-37-6 47

Abundance Scan 435 (7.059 min): BF086734.D (-432) (-) m/z 82.10 100.00%
8p
39
5000 54 110
67 6.80 7.00 7.20 7.40
o bl 90 L 124 2T Tm/z 39.10  44.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5704: 2-Cyclohexen-1-one, 3-methyl-
82
5000 39 gy R LN LS LR AR
110 6.80 7.00 7.20 7.40
27 . m/z 54.10 40.31%
0 ||1|5||“l||‘i“||”ﬁ“:||“|||‘|‘|||||||‘|||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
54 82
39 6.80 7.00 7.20 7.40
5000 28 68 m/z 110.10 35.64%
15
G S S I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34510: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethyl)-3-...
82 6.80 7.00 7.20 7.40
m/z 53.10 13.66%
5000 43 110
54
27
o “m M\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

8270-BF050416.M Mon May 09 18:52:49 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 Hexanoic acid, l-methylethy... Concentration Rank 3

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

7.14 22.96 ng 687512 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, l-methylethyl ester 158 C9H1802 002311-46-8 53
2 Hexanoic acid, propyl ester 158 C9H1802 000626-77-7 38
3 Heptanoic acid 130 C7H1402 000111-14-8 35
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 35
5 Hexanoic acid 116 C6H1202 000142-62-1 27

Abundance Scan 442 (7.139 min): BF086734.D (-438) (-) m/z 43.10 100.00%
43
60
5000 99
71
| 51| 0 8 | [4yy120 680 7.00 7.20 7.0
o S | A 1 m/z 60.00 55.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28827: Hexanoic acid, 1-methylethyl ester
43
99
5000 60
117 6.80 7.00 7.20 7.40
27 71 m/z 41.10 44.05%
0'W'“'P'“I'“'P'“?{'W'“'P'Z?“§Z'“'P'“I“'W'“'P'“}ﬁ%W'Egﬁ'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 99
117 AR N L AR
6.80 7.00 7.20 7.40
5000 61 m/z 99.10 41.14%
87
0 53 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12980: Heptanoic acid
60 6.80 7.00 7.20 7.40
m/z 71.05 32.36%
5000 73
41
27 H i
101
0"v%§|'“'v"w"“s}“'“'w"“ NLLI”"h'”ll%ﬁ"%39'W"”I'”'P"' AR N L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40

8270-BF050416.M Mon May 09 18:52:50 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 3-Octyn-1-ol Concentration Rank 19

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

7.21 6.88 ng 206074 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octyn-1-ol 126 C8H140 014916-80-4 53
2 1,2-Butadiene 54 C4H6 000590-19-2 53
3 2-Butyne 54 C4H6 000503-17-3 53
4 3-Pentyn-1-ol 84 C5H80 010229-10-4 45
5 2,5-Dihydrothiophene sulfone 118 C4H602S 000077-79-2 43

Abundance Scan 448 (7.207 min): BF086734.D (-445) (-) m/z 54.05 100.00%
Sh 124
69
5000 41
96
|| I I 112 6.80 7.00 7.20 7.40 7.60
O R A L L L m/z 124.05 84.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10947: 3-Octyn-1-ol
54
41 84
5000 67
27 6.80 7.00 7.20 7.40 7.60
‘ m/z 69.10 59.51%
L O
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
54
27 6.80 7.00 7.20 7.40 7.60
5000 39 m/z 53.10 51.01%
46
Oy T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #134: 2-Butyne T T
54 6.80 7.00 7.20 7.40 7.60
m/z 67.10 47 .55%
5000
27 39
0''|""|""l|""‘|""‘H LR AR RS AR LARS EASS RARAN R I UL UL IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40 7.60

8270-BF050416.M Mon May 09 18:52:51 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 2(3H)-Furanone, dihydro-5-p... Concentration Rank 18

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

7.72 6.96 ng 268603 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 Ethanone, 1-(1-hydroxycyclopentyl)- 128 C7H1202 017160-89-3 59
3 Thiazole 85 C3H3NS 000288-47-1 59
4 1-Bromo-7-(tetrahydro-2-pyranylo... 278 C12H23Br02 010160-25-5 56
5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 50

Abundance Scan 493 (7.722 min): BF086734.D (-491) (-) m/z 85.00 100.00%
85
5000
a5 0 7.60 7.80 8.00
7.40 7.60 7. .
71 100
0...,....,....,....|,|!'.-.‘.‘?.-.|.||.,‘.3?..',-....,..:.,9?..,-...1.1,9...,1.2.3..,..1.3.?.... m/z 56.10 19.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11872: 2(3H)-Furanone, dihydro-5-propyl-
85
5000 R UL U
7.40 7.60 7.80 8.00
29 m/z 41.10 16.18%
41 56
0 \‘ L 64l 100 110 119127
mz-> 10 20 % 40 % 60 70 8 80 100 110 120 150 140
Abundance
85
740 7.60 7.80 8.00
5000 43 67 m/z 57.10 12.04%
28
57
0 50 95 109 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1508: Thiazole R R mEEE
sg 85 7.40 7.60 7.80 8.00
m/z 39.10 11.98%
5000
45
ob 13 25 32 ., 7077 |
mz-> 10 20 % 40 % 60 70 8 80 100 110 120 150 140 7.40 7.60 7.80 8.00

8270-BF050416.M Mon May 09 18:52:52 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 2-Methoxy-2-methylbut-3-ene Concentration Rank 4

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

8.38 17.66 ng 682039 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methoxy-2-methylbut-3-ene 100 C6H120 040426-44-6 58
2 2-Butanol, 3-(1,3-dimethylbutoxy)- 174 C10H2202 074810-45-0 53
3 2-Furanmethanol, tetrahydro-5-me... 116 C6H1202 054774-28-6 47
4 2(3H)-Furanone, 5-hexyldihydro- 170 C10H1802 000706-14-9 47
5 2H-Pyran, tetrahydro-2-(12-penta... 308 C20H3602 056666-38-7 47

Abundance Scan 551 (8.385 min): BF086734.D (-547) (-) 85.05 100.00%
85
o i > /MA__L\V
73 S A S S
100.~5115 129 800 820 840 8.60 8.80
ol 49 11 22 e i BL1S0 L Thgz 41,10 42.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3848: 2-Methoxy-2-methylbut-3-ene
85
5000 41 55 VAR VAR ARSI AR
69 800 820 840 8.60 8.80
m/z 57.10 37.37%
‘\‘\ \ ! ‘ | 100
A A R A R AN RN AR LA LA SRR LS AR LRI &
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 8
800 820 840 8.60 8.80
5000 m/z 60.00 35.26%
73
27 55 129
0 36 65 92 101 117
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7990: 2-Furanmethanol, tetrahydro-5-methyl-, trans-
86 8.00 820 8.40 8.60 8.80
m/z 43.10 30.68%
5000 43
57
0 w"'w"'w"'w""w'?T|Z4'|'“'|"%§"“|'“'|'“'|'“'|'“'|'“'|' SRR SRR L R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 820 8.40 8.60 8.80

8270-BF050416.M Mon May 09 18:52:53 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 .gamma. Dodecalactone Concentration Rank 10

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

9.00 11.14 ng 495687 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma. Dodecalactone 198 C12H2202 002305-05-7 59
2 Propanal, butylhydrazone 128 C7H16N2 020607-75-4 59
3 2(3H)-Furanone, dihydro-5-pentyl- 156 C9H1602 000104-61-0 59
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 58
5 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 53

Abundance Scan 605 (9.002 min): BF086734.D (-602) (-) m/z 85.10 100.00%
85
5000
43
56 105
117 134 146 8.60 8.80 9.00 9.20 9.40
o‘mﬁrﬁm,..7.1:',.'..9?|;.|...',....,....,1‘?‘?..,....,.. m/z 43.10 31.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54680: .gamma. Dodecalactone
85
5000 SRS SRR AR LRSS R
M 8.60 8.80 9.00 9.20 9.40
m/z 41.10 15.34%
0 L\ \\ 70 | 100 114 128 14 155 179 198
m/z--> 20 40 60 éo 160 150 140 160 180 200
Abundance
85
0 860 880 9.00 9.20 9.40
5000 m/z 105.10 13.55%
41 56 99 128
70
G L LU U S LS UL B L S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27693: 2(3H)-Furanone, dihydro-5-pentyl-
85 8.60 8.80 9.00 9.20 9.40
m/z 56.10 11.71%
5000
29 6
oL P T o | 014 mm s
mz-> 20 40 60 8 100 130 140 180 180 200 | | 860 60 900 520 940

8270-BF050416.M Mon May 09 18:52:54 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 16

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

9.23 7.51 ng 333928 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 vanillin 152 C8H803 000121-33-5 95
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 90
5 Benzaldehyde, 4-(methylthio)- 152 C8H80S 003446-89-7 72

Abundance Scan 625 (9.230 min): BF086734.D (-623) (-) m/z 151.10 100.00%
1581
5000 4
81
53 109 123
39 65 95 137 167 8.80 9.00 9.20 9.40 9.60
o b | | m/z 152.10 93.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24644: Vanilin
151
5000
8l 109 8.80 9.00 9.20 9.40 9.60
123 m/z 81.10 33.75%
27 39 ‘ 137
0....| \‘\I‘m ‘H‘||Hk‘|||“|||l||||||||||‘l||||||||||||
m/z--> 20 80 100 120 140 160 180 200
Abundance
152
880 9.00 920 9.40 9.60
5000 m/z 53.10 18.05%
81
109 193
S 27 39 52 65 93 137 /WFJWJ\AAABJxA\\rVAA«/\hJuAV
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #55305: 3-Hydroxy-4-methoxymandelic acid A BEEasEamE RS
151 8.80 9.00 9.20 9.40 9.60
m/z 123.10 17.77%
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 : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 17
R.T. EstConc Area Relative to ISTD R.T.
10.18 7.04 ng 313332 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 53
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 53
3 Benzaldehyde, 4-methoxy-, oxime 151 C8H9NO2 003235-04-9 47
4 7-Methyl-7H-pyrazolo(3,4-d)-v-tr... 151 C5H5N50 018213-76-8 47
5 Ethanone, 1-(2-hydroxy-4-methoxy... 166 C9H1003 000552-41-0 47
Abundance Scan 708 (10.179 min): BF086734.D (-706) (-) m/z 151.10 100.00%
151
5000 >7 A
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rﬁ
162 9.80 10.00 10.20 10.40
ol 7 m/z 57.10 50.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33816: Ethanone, 1-(4-hydroxy-3-methoxyphenyl)-
151
5000 166 RN NN B
9.80 10.00 10.20 10.40
43 123 m/z 43.10 41.30%
J 1527 T 5565 77 g3 108 | 4 | |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
151
- 9.80 10.00 10.20 10.40
5000 m/z 41.10 22.93%
123
oL 15 28 43 5565 77 o3 108 136
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #23766: Benzaldehyde, 4-methoxy-, oxime e ma E e AR
151 9.80 10.00 10.20 10.40
m/z 123.10 20.93%
- T /\,\/\/M’AW
0 T2 | ud |
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 : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.77 11.30 ng 409688 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 78
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 847 (11.768 min): BF086734.D (-844) (-) m/z 43.10 100.00%

60
5000
129
8397115 213 B AR SUNIUSE BB SN I

143157171185199 227 256 281 11.40 11.60 11.80 12.00

(o} m/z 41.10 83.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid

N

w
~
w

5000 LA L L L L L LB L L B
11.40 11.60 11.80 12.00
29 m/z 60.00 82 .54%
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
B R e
43 57 11.40 11.60 11.80 12.00
5000 129 m/z 73.10 80.12%
29
87 15 ah 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid R A iEaEEw
43 11.40 11.60 11.80 12.00
5 m/z 57.10 73.02%
5000 29
21
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.55 12.06 ng 363930 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 89
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 915 (12.545 min): BF086734.D (-913) (-) m/z 43.10 100.00%
43
60
5000
83 129 RN DR SRS BN I
8 115 | 1431171185199 241 12.20 12.40 12.60 12.80
Obrrrrrrra i 157 214 25 B n/z 57.05  70.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73
43
5000 UL R SR B B
nmnmnmnm
) m/z 41.10 69.00%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 54 12.20 12.40 12.60 12.80
5000 m/z 59.95 68.85%
129 -
115 214
7 *"101 152 18599
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 12.20 12.40 12.60 12.80
5 m/z 73.05 66.92%
5000
2
Onulu‘:n‘l‘:‘n”:‘u - ——— s T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 12.80

8270-BF050416.M Mon May 09 18:52:58 2016 Page: 22



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086734.D

Acq On : 6 May 2016 20:04

Operator : UM/SJ

Sample - H2802-05

Misc :

ALS Vial : 9 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]
2-Heptanone 5.49 9.1 ng 272206 1 6.70 1197840 40.0
2 ,5-Hexanedione 5.89 9.3 ng 277568 1 6.70 1197840 40.0
unknown6.14 6.14 16.6 ng 495735 1 6.70 1197840 40.0
2-Cyclopenten-1-o0... 6.30 9.8 ng 294889 1 6.70 1197840 40.0
2(3H)-Furanone, d... 6.44 16.7 ng 499034 1 6.70 1197840 40.0
unknown6 .49 6.49 170.9 ng 5118710 1 6.70 1197840 40.0
2(3H)-Furanone, 5. .. 6.76 11.2 ng 335246 1 6.70 1197840 40.0
2-Heptanone, 6-me... 6.96 10.4 ng 310276 1 6.70 1197840 40.0
2-Cyclohexen-1-on. .. 7.06 9.5 ng 283728 1 6.70 1197840 40.0
Hexanoic acid, 1-... 7.14 23.0 ng 687512 1 6.70 1197840 40.0
3-0Octyn-1-ol 7.21 6.9 ng 206074 1 6.70 1197840 40.0
2(3H)-Furanone, d... 7.72 7.0 ng 268603 2 8.00 1544440 40.0
2-Methoxy-2-methy. .. 8.38 17.7 ng 682039 2 8.00 1544440 40.0
.gamma. Dodecalac... 9.00 11.1 ng 495687 3 9.74 1779640 40.0
Vanillin 9.23 7.5 ng 333928 3 9.74 1779640 40.0
Ethanone, 1-(4-hy... 10.18 7.0 ng 313332 3 9.74 1779640 40.0
Tetradecanoic acid 11.77 11.3 ng 409688 4 11.22 1449990 40.0
Tridecanoic acid 12.55 12.1 ng 363930 5 13.85 1207130 40.0
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