LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On > 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.155 3 6 7 rBVY 1082058 1366605 2.76% 0.458%
2 2.178 7 8 13 rVB 502693 764121 1.54% 0.256%
3 3.070 80 86 89 rBv3 276229 829552 1.68% 0.278%
4 3.493 112 123 125 rBv3 198891 585902 1.18% 0.196%
5 3.630 130 135 139 rBv2 336604 669613 1.35% 0.224%
6 4_.350 197 198 200 rvv 443725 597721 1.21% 0.200%
7 4.453 203 207 208 rVvVv 640737 1039956 2.10% 0.348%
8 4.864 240 243 246 rVB2 473830 560349 1.13% 0.188%
9 4.979 250 253 255 rBV 958034 1408651 2.84% 0.472%
10 5.081 260 262 265 rVV2 1249411 2520828 5.09% 0.844%

11 5.139 265 267 271 rVB2 766272 1697662 3.43% 0.568%
12 5.356 284 286 288 rBV3 1414428 1716396 3.47% 0.575%
13 5.459 293 295 297 rBv2 705987 1132767 2.29% 0.379%
14 5.504 297 299 302 rVB 4174236 4867367 9.83% 1.630%
15 5.630 306 310 311 rBV3 474419 924182 1.87% 0.309%

16 5.676 311 314 317 rVB3 501260 1020873 2.06% 0.342%
17 5.756 317 321 323 rBv2 955552 1755058 3.54% 0.588%
18 5.802 323 325 327 rVB 2017511 1911896 3.86% 0.640%
19 5.836 327 328 331 rVB2 525648 554480 1.12% 0.186%
20 5.904 331 334 336 rBV 1237959 2129779 4 _30% 0.713%

21 5.950 336 338 340 rVvVB 2146107 1885543 3.81% 0.631%
22 6.019 342 344 346 rBV2 2455229 3076695 6.21% 1.030%
23 6.053 346 347 349 rVB 1641283 1962253 3.96% 0.657%
24 6.099 349 351 356 rVB 2793681 3037320 6.13% 1.017%
25 6.213 358 361 365 rBV5 737266 1800038 3.64% 0.603%

26 6.282 365 367 368 rBvV 779462 1430861 2.89% 0.479%
27 6.304 368 369 372 rVB3 1033494 1540714 3.11% 0.516%
28 6.442 375 381 383 rBV2 4121075 4999618 10.10% 1.674%
29 6.487 384 385 387 rVB2 474827 583807 1.18% 0.195%
30 6.567 387 392 393 rBV 2634722 4560037 9.21% 1.527%

31 6.613 393 396 398 rvB 1723209 2550464 5.15% 0.854%
32 6.670 398 401 404 rBV 5966906 9190522 18.56% 3.077%
33 6.739 404 407 408 rBV3 517574 966059 1.95% 0.323%
34 6.773 408 410 415 rVB3 688996 1169587 2.36% 0.392%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On > 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.887 418 420 425 rBV5 2308899 4911199 9.92% 1.644%

36 6.967 425 427 430 rVB 1924743 2707810 5.47% 0.907%
37 7.047 431 434 436 rBV 6521373 7764517 15.68% 2.600%
38 7.150 441 443 445 rBV2 579150 927338 1.87% 0.310%
39 7.219 445 449 450 rVB2 832907 1784576 3.60% 0.597%
40 7.345 454 460 463 rBV2 17122776 49519251 100.00% 16.579%

41 7.402 463 465 467 rBvV 675801 971099 1.96% 0.325%
42 7.459 467 470 473 rBV2 6689199 12654129 25.55% 4.237%
43 7.550 475 478 479 rBvV 866194 1732955 3.50% 0.580%
44 7.596 479 482 484 rVB2 2371508 4609840 9.31% 1.543%
45 7.767 493 497 499 rBV 5212906 8874006 17.92% 2.971%

46 7.882 506 507 509 rBv2 478922 692039 1.40% 0.232%
47 7.950 511 513 515 rvv3 803305 1591733 3.21% 0.533%
48 8.007 515 518 520 rvv2 7963557 13363658 26.99% 4._474%
49 8.053 520 522 524 rvv2 1528996 1972590 3.98% 0.660%
50 8.099 524 526 527 rVB2 549700 693399 1.40% 0.232%

51 8.179 527 533 537 rBv4 2410468 7527042 15.20% 2.520%
52 8.305 541 544 547 rVB3 496367 808265 1.63% 0.271%
53 8.362 547 549 550 rBV 909760 919979 1.86% 0.308%
54 8.453 553 557 558 rBV 2249464 3260349 6.58% 1.092%
55 8.488 558 560 562 rvv2 3323116 3365106 6.80% 1.127%

56 8.556 565 566 568 rvv2 1161998 1569462 3.17% 0.525%
57 8.648 568 574 577 rVvV5 1214832 4321908 8.73% 1.447%
58 8.739 581 582 583 rBvV 488154 565849 1.14% 0.189%
59 8.773 583 585 587 rvB2 1439651 1626433 3.28% 0.545%
60 8.830 587 590 592 rBv3 398895 625435 1.26% 0.209%

61 8.888 592 595 597 rBv2 600337 1229513 2.48% 0.412%
62 9.013 602 606 607 rBv2 1057197 1452218 2.93% 0.486%
63 9.070 607 611 612 rBvV2 3853828 6653602 13.44% 2.228%
64 9.105 612 614 616 rVB 2673384 3321061 6.71% 1.112%
65 9.173 617 620 622 rBV 2246286 3148764 6.36% 1.054%

66 9.208 622 623 625 rVvV 1464008 1251061 2.53% 0.419%
67 9.265 625 628 629 rvV 11042099 12047033 24.33% 4_.033%
68 9.299 629 631 633 rVB 818816 1080519 2.18% 0.362%
69 9.368 633 637 640 rVB 2484831 4632920 9.36% 1.551%
70 9.482 644 647 649 rBv2 660112 1045259 2.11% 0.350%

71 9.596 655 657 660 rBV2 4487412 6000530 12.12% 2.009%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On > 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 9.653 660 662 664 rvv2 1807065 2304972 4._.65% 0.772%
73 9.710 664 667 668 rvB 2292467 2671856 5.40% 0.895%
74 9.733 668 669 672 rvB2 920101 1082564 2.19% 0.362%
75 9.825 672 677 679 rBV5 694193 1830278 3.70% 0.613%

76 9.859 679 680 682 rBv2 836777 1137552 2.30% 0.381%
77 9.939 684 687 689 rvB2 4811266 4902306 9.90% 1.641%
78 10.019 691 694 695 rvB2 585377 837718 1.69% 0.280%
79 10.076 697 699 700 rBv2 1359289 1464577 2.96% 0.490%
80 10.099 700 701 705 rvv3 1344100 1837545 3.71% 0.615%

81 10.191 707 709 710 rBV 796614 674562 1.36% 0.226%
82 10.385 723 726 728 rVV3 560564 984842 1.99% 0.330%
83 10.568 738 742 746 rVB5 1013818 2171391 4._.38% 0.727%
84 10.648 747 749 752 rBV3 318649 896561 1.81% 0.300%
85 10.728 754 756 759 rVV 5734645 6173240 12.47% 2.067%

86 10.842 765 766 771 rVvV3 426920 655002 1.32% 0.219%
87 10.933 772 774 776 rVV2 422939 571123 1.15% 0.191%
88 11.048 782 784 786 rvv2 983156 1101437 2.22% 0.369%
89 11.082 786 787 791 rvv2 277120 539768 1.09% 0.181%
90 11.162 792 794 797 rVB4 288316 552497 1.12% 0.185%

91 11.425 814 817 819 rvB 2180977 2689549 5.43% 0.900%
92 11.596 830 832 833 rvB 803756 944291 1.91% 0.316%
93 13.002 953 955 958 rBV 5049841 6248225 12.62% 2.092%
94 13.894 1032 1033 1035 rVV 355847 540646 1.09% 0.181%
95 13.928 1035 1036 1039 rVB 880880 732238 1.48% 0.245%

96 14.054 1045 1047 1049 rBV 2091214 1895261 3.83% 0.635%
97 15.494 1170 1173 1175 rVB 936802 1131918 2.29% 0.379%
98 16.134 1226 1229 1238 rVB 549912 1131271 2.28% 0.379%
99 17.197 1317 1322 1331 rVB 740488 1767584 3.57% 0.592%
100 18.637 1442 1448 1458 rBVY 349003 1178469 2.38% 0.395%

Sum of corrected areas: 298678966
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF010416\
BF084235.D

4 Jan 2016 13:32

UM/SJ

G4982-03

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084235.D
7134
1.5e+07
1e+07
7.46
5000000
.16
18 3.07 3.48.63
OF =T AT
Time--> 2.50 3.00 3.50
Abundance TIC: BF084235.D
1.5e+07
9.26
1e+07
8.01
13.00
5000000
Or———— — T T 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: BF084235.D
1.5e+07
1e+07
5000000
14.05
15.49
j%t A 1613 17.20 18.64
O — — — —— T T e I = N
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\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown5.08 Concentration Rank 18

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

5.08 10.27 ng 2520830 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 Ethanol. pentamethvl- 116 C7H160 000594-83-2 28
4 3-Octanol 130 C8H180 020296-29-1 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23

Abundance Scan 262 (5.081 min): BF084235.D (-260) (-) m/z 43.10 100.00%
43
59
5000
101
83 4.80 5.00 5.20 5.40
....,....',"..'!|i.?9.,'....~,|..1‘?2I,1.2.6..,....,....,....,2.97.. m/z 59.10 58.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8116: 2-Hexanol, 2-methyl-
59
5000
4.80 5.00 5.20 5.40
101 m/z 101.10 19.19%
41
15 2\7\\ Ll 71 8;
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540
5000 5o m/z 58.10 14.73%
15 101
31 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8134: Ethanol, pentamethyl-
59 4.80 5.00 5.20 5.40
m/z 111.10 11.54%
5000
a1 g3 101
""P%ﬁ'w”'vﬁ'7klk"WM"'P"'I”"I'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 Ethane, 1,1,2,2-tetrachloro- Concentration Rank 13

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

6.02 12.53 ng 3076700 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1.2.2-tetrachloro- 166 C2H2CI14 000079-34-5 98
2 Methane. oxvbisldichloro- 182 C2H2CI140 020524-86-1 50
3 Ethane. 1.2.2-trichloro-1.1-difl... 168 C2HCI3F2 000354-21-2 49
4 Methane. bromodichloro- 162 CHBrCI2 000075-27-4 47
5 Trichloromethane 118 CHCI3 000067-66-3 47

Abundance Scan 344 (6.019 min): BF084235.D (-342) (-) m/z 82.90 100.00%
8B
5000
I A 550 S0 600 650 640
iz 2l 198207 0 784 90 68.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33365: Ethane, 1,1,2,2-tetrachloro-
83
5000
560 5.80 6.00 6.20 6.40
. .12%
60 95 131 168 m/z 59.10 21.12
B A - e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
560 5.80 6.00 6.20 6.40
5000 m/z 94.90 17.48%
47
28
70
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #34885: Ethane, 1,2,2-trichloro-1,1-difluoro-
83 560 5.80 6.00 6.20 6.40
m/z 60.00 13.23%
5000
31 47
S R | N -7
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2,3,3-Trimethyl-2-pentanol Concentration Rank 14

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

6.10 12.37 ng 3037320 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.3-Trimethvl-2-pentanol 130 C8H180 023171-85-9 78
2 2-Pentanol. 3-ethvl-2-methvl- 130 C8H180 019780-63-3 64
3 2-Hvdroxv-2.5-dimethvl-hept-6-en... 156 C9H1602 1000192-55-8 42
4 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 39
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 38

Abundance Scan 351 (6.099 min): BF084235.D (-349) (-) m/z 59.10 100.00%
59
5000
T 5.80 6.00 6.20 6.40
71 83 101 115 . . . .
o/ .-,'|. el ot e 198207 1 Tz 43.10 17.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13282: 2,3,3-Trimethyl-2-pentanol
59
5000 IR AR LRSS SRS R
5.80 6.00 6.20 6.40
43 m/z 55.10 11.23%
31 71 83
-}?u-””--wk- J“i"h '|h" }?}'%%SI""I SR SRS SRS SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
580 6.00 620 640
5000 m/z 41.10 9.98%
43
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27718: 2-Hydroxy-2,5-dimethyl-hept-6-en-3-one e e
59 5.80 6.00 6.20 6.40
m/z 83.10 7 .05%
5000
43 98
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40

8270-BF123115.M Tue Jan 05 18:21:38 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.67 Concentration Rank 1

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

6.67 37.43 ng 9190520 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 401 (6.670 min): BF084235.D (-398) (-) m/z 132.00 100.00%
132
5000 68
96 RN S LR S R
40 54 J 6.40 6.60 6.80 7.00
o g8 leeue 108 207 s Tegii0 44.10%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 'J\'l""l' IS R AR
6.40 6.60 6.80 7.00
m/z 134.00 33.86%
31 51
"kNIMH'I'l'j?'”'I""I"“I""I"”I""I"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
" '6.40 6.60 6.80 7.00
5000 m/z 66.05 29.08%
33 44 o 105
60 7" g0 115
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl R A a
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 19.49%
5000 98 116
SRS | TSN N .pm..kk,..“u R R }??II o AUEVS AR A S
m/z--> 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 1-Methyl-1H-1,2,4-triazole Concentration Rank 17

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

6.97 11.03 ng 2707810 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-1H-1.2.4-triazole 83 C3H5N3 006086-21-1 53
2 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 35
3 Cvclohexanecarboxvlic acid isopr... 170 C10H1802 006553-80-6 33
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 27
5 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 12

Abundance Scan 427 (6.967 min): BF084235.D (-425) (-) m/z 83.10 100.00%
83
43
5000
127 6.60 6.80 7.00 7.20 7.40
0 |'199.I. A BB Tm/z 43.10  70.47%
m/z--> 50 100 150 200 250 300
Abundance #1259: 1-Methyl-1H-1,2,4-triazole
83
28
5000 56 R SRS AN SRR
6.60 6.80 7.00 7.20 7.40
m/z 55.10 60.42%
— =Tt 777
m/z--> 50 100 150 200 250 300
Abundance
55 83
6.60 6.80 7.00 7.20 7.40
5000 m/z 56.10 47 .44%
29
ey A 3
m/z--> 50 100 150 200 250 300
Abundance #35955: Cyclohexanecarboxylic acid isopropyl ester R R EEEEE R
4 83 6.60 6.80 7.00 7.20 7.40
m/z 41.10 36.94%
5000 129
\ 111
B )R z‘ e — s —
m/z--> 50 100 150 200 250 300 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\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknown7.60 Concentration Rank 15

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

7.60 12.25 ng 4609840 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-EthvIl-3-methvl-2-pentanol 130 C8H180 066576-22-5 22
2 Propane. 2-ethoxy-2-methvl- 102 C6H140 000637-92-3 22
3 2.2-Dimethvlbutanedioic acid 146 C6H1004 000597-43-3 17
4 Butane. 2-ethoxv-2-methvl- 116 C7H160 000919-94-8 16
5 4-Methyl-2-pentyl acetate 144 C8H1602 000108-84-9 12

Abundance Scan 482 (7.596 min): BF084235.D (-479) (-) m/z 43.10 100.00%
5000 87
69 e ——
1 7.20 7.40 7.60 7.80 8.00
o s o7 2s2  sm m/z 59.10  60.42%
m/z--> 50 100 150 200 250 300 350
Abundance #13289: 3-Ethyl-3-methyl-2-pentanol
43 84
5000

7.20 7.40 7.60 7.80 8.00
m/z 87.10 38.02%

— '5'0% |

m/z--> 100 150 200 250 300 350
Abundance
59
87 720 7.40 7.60 7.80 8.00
5000 m/z 99.00 36.54%
41
15
——— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #20915: 2,2-Dimethylbutanedioic acid B e B e
59 7.20 7.40 7.60 7.80 8.00
g7 m/z 84.10 28.29%
5000 4l
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00

8270-BF123115.M Tue Jan 05 18:21:40 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknown7.77 Concentration Rank 7

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

7.77 23.58 ng 8874010 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. dihvdro-4.4.5.5-... 142 C8H1402 016466-24-3 45
2 3.3-Dimethvilpvrrolidine-2.5-dione 127 C6H9NO2 003437-29-4 43
3 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 37
4 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 35
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 30

Abundance Scan 497 (7.767 min): BF084235.D (-493) (-) m/z 56.10 100.00%
56
5000 83
127
3 |
109 7.40 7.60 7.80 8.00 8.20
o! il 149168 15 3% h/z 59.10 67.48%
m/z--> 50 100 150 200 250 300 350
Abundance #19048: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
59
4 33 127
5000

7.40 7.60 7.80 8.00 8.20
m/z 43.10 57.14%

‘ 10
B S
m/z--> 50 100 150 200 250 300 350
Abundance
56
R BAREE RS
740 7.60 7.80 8.00 8.20
5000 m/z 41.10 47.60%
127
39 99
77
— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #3329: Cyclopentane, 1,1-dimethyl- L LI B e
56 7.40 7.60 7.80 8.00 8.20

m/z 83.10 42_.72%

5000 83
3
M {\ I
T T _l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl—
5

1] NT L
m/z-->

T | T
0 100 150 200 250 300 350 740 7.60 7.80 8.00 8.20

8270-BF123115.M Tue Jan 05 18:21:41 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 1-Propanone, l1l-phenyl- Concentration Rank 2

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

8.01 35.51 ng 13363700 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanone. l-phenvl- 134 C9H100 000093-55-0 87
2 Ethanone. 2-hvdroxv-1-phenvl- 136 C8H802 000582-24-1 74
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 59
4 Benzenecarbothioic acid 138 C7H60S 000098-91-9 59
5 Benzoic acid, 2-(benzoylthio)thi... 341 C17H11NO3S2 1000258-72-7 59

Abundance Scan 518 (8.007 min): BF084235.D (-515) (-) m/z 105.05 100.00%
105
77
5000
51
. o1 1711 I . 7.60 7.80 8.00 8.20 8.40
Obrrr B bt S5 Ll 154168 209 267 sz 77.05  60.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14764: 1-Propanone, 1-phenyl-
105
i
5000

7.60 7.80 8.00 8.20 8.40

51 134 m/z 51.05 27.16%
14 27 91 |
N S E
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
77
7.60 7.80 8.00 8.20 8.40
5000 m/z 121.00  14.66%
51
14 31 91 | 122136

mﬂmﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #32789: N-Methoxy-N-methylbenzamide EE N L R
7.60 7.80 8.00 8.20 8.40

m/z 134.05 11.03%

5000

118 134 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.60 7.80 8.00 8.20 8.40

8270-BF123115.M Tue Jan 05 18:21:42 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Isophthalaldehyde Concentration Rank 19

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

8.49 8.94 ng 3365110 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophthalaldehvde 134 C8H602 000626-19-7 95
2 1.4-Benzenedicarboxaldehvde 134 C8H602 000623-27-8 93
3 1(3H)-Isobenzofuranone 134 C8H602 000087-41-2 86
4 Benzaldehvde. 2.4-dimethvl- 134 C9H100 015764-16-6 64
5 Benzaldehyde, 4-ethyl- 134 C9H100 004748-78-1 47

Abundance Scan 560 (8.488 min): BF084235.D (-558) (-) m/z 133.00 100.00%
133
7105
51
5000
8.20 8.40 8.60 8.80
A0 208 281 327 |\ 77 134.00 98.88%
m/z--> 50 100 150 200 250 300
Abundance #14727: 1sophthalaldehyde
134
105
5000 K
51 8.20 8.40 8.60 8.80
m/z 77.05 80.31%
29 ‘
I R T e I R e
m/z--> 50 100 150 200 250 300
Abundance
134
105 8.20 8.40 8.60 8.80
5000 51 7 m/z 105.00 75.87%
1'2'2'9'|" NS SR L L SR UL
m/z--> 50 100 150 200 250 300
Abundance #14736: 1(3H)-Isobenzofuranone
105 8.20 8.40 8.60 8.80
134 m/z 51.10 67.53%
5000 77
51
L
m/z--> 50 100 150 200 250 300 8.20 8.40 8.60 8.80

8270-BF123115.M Tue Jan 05 18:21:43 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Benzoic acid, 4-methyl- Concentration Rank 16

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

8.65 11.48 ng 4321910 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 91
2 Caprolactam 113 C6H11NO 000105-60-2 43
3 2H-Pvran-2-one. tetrahvdro-3.6-d... 128 C7H1202 003720-22-7 35
4 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 30
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 25

Abundance Scan 574 (8.648 min): BF084235.D (-568) (-) m/z 91.10 100.00%
o

5000

8.40 8.60 8.80 9.00

(o m/z 55.00 93.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15714: Benzoic acid, 4-methyl-
91
119 136
5000 LA L B L LB L L B B
8.40 8.60 8.80 9.00
m/z 56.10 76.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
30
R EBEREEREE R R R
55 8.40 8.60 8.80 9.00
5000 113 m/z 42.10 56.78%
84
15 69
mr‘wﬁwwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11911: 2H-Pyran-2-one, tetrahydro-3,6-dimethyl- B A B
2 56 8.40 8.60 8.80 9.00
m/z 119.10 56.33%
5000 84
27
0 99 113128

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.40 8.60 8.80 9.00

8270-BF123115.M Tue Jan 05 18:21:44 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Benzoic acid, 4-formyl-, 4-_._._. Concentration Rank 5

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

9.07 27.14 ng 6653600 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-formvl-. 4-nitro... 271 C14H9NO5 131266-90-5 78
2 4-tert-Butvltoluene 148 C11H16 000098-51-1 52
3 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 50
4 3.4-Dimethvlbenzamide 149 C9H11NO 005580-33-6 50
5 1H-Indol-5-0l1 133 C8H7NO 001953-54-4 50

Abundance Scan 611 (9.070 min): BF084235.D (-607) (-) m/z 133.00 100.00%
133
5000 105
51 7(
8.80 9.00 9.20 9.40
ol ”" b A 402 194221 84 A0l ThL777105.00 43.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #101089: Benzoic acid, 4-formyl-, 4-nitrophenyl(ester)
133
5000
8.80 9.00 9.20 9.40
51 77 105 m/z 77.00 30.06%
ol e 193 23 om
m/z--> 50 100 150 200 250 300 350 400
Abundance
133
8.80 9.00 9.20 9.40
m/ 51.05 25.11Y%
5000 105 z 0
41
15 77
m/z--> 50 100 150 200 250 300 350 400
Abundance #21853: Benzene, 1-(1,1-dimethylethyl)-3-methyl- o B
133 8.80 9.00 9.20 9.40
m/z 43.10 20.62%
5000
105
41
‘ 65
"ML rJ'H'I”“'J'I"' U UL DAL LR SUNLELELS BN ERRE UL R R I
m/z--> 50 100 150 200 250 300 350 400 8.80 9.00 9.20 9.40

8270-BF123115.M Tue Jan 05 18:21:44 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 4-tert-Butyltoluene Concentration Rank 11

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

9.10 13.55 ng 3321060 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-tert-Butvltoluene 148 C11H16 000098-51-1 64
2 Benzene. 2.4-dimethvl-1-(l1-methyv... 148 C11H16 004706-89-2 64
3 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 64
4 Ethanone. 1-(4-ethvlphenvl)- 148 C10H120 000937-30-4 64
5 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 59

Abundance Scan 614 (9.105 min): BF084235.D (-612) (-) m/z 133.00 100.00%
133
5000
51 77 o 1(‘)5 148
119 | 8.80 9.00 9.20 9.40
o.,....,...3?7,.."..,...'-!|,..-|..,....,.. e 20 m/z 105.00  30.86%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21794: 4A-tert-Butyltoluene
133
2000 105 8.80 9.00 9.20 9.40
a1 148 m/z 148.10 25.00%
779}
27 | 637 || | 119 |

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

133

8.80 9.00 9.20 9.40
5000 m/z 77.05 22._.78%

148

15 39 53 77 91 ]_05119

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

Abundance #21853: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
133 8.80 9.00 9.20 9.40
m/z 51.10 18.07%
5000
105
27 65
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40

8270-BF123115.M Tue Jan 05 18:21:45 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 1(3H)-l1sobenzofuranone Concentration Rank 12

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

9.17 12.85 ng 3148760 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-1sobenzofuranone 134 C8H602 000087-41-2 95
2 Benzoic acid. 2-(ChvdroxvmethvI)- 152 C8H803 000612-20-4 83
3 1.2-Benzenedicarboxaldehvde 134 C8H602 000643-79-8 64
4 Benzoic acid. (4-nitrophenvD)-me... 269 C14H11N303 028123-77-5 53
5 Benzofurazan-5-carbohydrazide, N... 282 C14H10N403 1000272-94-4 53

Abundance Scan 620 (9.173 min): BF084235.D (-617) (-) m/z 105.00 100.00%
5
5000 "
51 134
8.80 9.00 9.20 9.40
o! b 162 198 221 35 Tn/z 77.00  49.78%
m/z--> 50 100 150 200 250 300 350
Abundance #14734: 1(3H)-Isobenzofuranone
105
5000 77
134 8.80 9.00 9.20 9.40
51 ‘ m/z 134.00 23.05%
||2ZM|‘H‘|“‘|M“|‘||‘|||‘||||||||||| —
m/z--> 50 100 150 200 250 300 350
Abundance
105
8.80 9.00 9.20 9.40
0
5000 77 134 m/z 51.05 20.43%
51
T '2? UL U R rrrr [t
m/z--> 50 100 150 200 250 300 350
Abundance #14740: 1,2-Benzenedicarboxaldehyde
77 105 8.80 9.00 9.20 9.40
m/z 50.05 17.28%
51
5000
29 134
IIJ‘II‘II\I\II“III |“||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40

8270-BF123115.M Tue Jan 05 18:21:46 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 2,5-Dimethylbenzoxazole Concentration Rank 10

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

9.37 18.90 ng 4632920 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dimethvlbenzoxazole 147 C9H9NO 005676-58-4 53
2 1H-1soindole-1.3(2H)-dione 147 C8H5NO2 000085-41-6 42
3 1.2.3-Benzotriazin-4(1H)-one 147 C7H5N30 000090-16-4 40
4 2H-1ndazol-3-amine. 2-methvl- 147 C8HON3 097990-19-7 33
5 Cyclopropanamine, N-methyl-1-phe... 147 C10H13N 056771-48-3 33

Abundance Scan 637 (9.368 min): BF084235.D (-633) (-) m/z 147.10 100.00%
147
5000 91
43
9.00 9.20 9.40 9.60 9.80
ol f L 208120 | 178105 21 sm g7 05 47.71%
m/z--> 50 100 150 200 250 300
Abundance #21575: 2,5-Dimethylbenzoxazole
147
78 108 9.00 9.20 9.40 9.60 9.80
1 m/z 43.10 35.27%
|27|‘h —— T T T T
m/z--> 50 100 150 200 250 300
Abundance
147
6 104 9.00 920 9.40 9.60 9.80
5000 m/z 77.00 13.54%
50
28 130
m/z--> 50 100 150 200 250 300
Abundance #21494: 1,2,3-Benzotriazin-4(1H)-one S EREBEEEE S LSS
147 9.00 9.20 9.40 9.60 9.80
m/z 51.00 11.27%
92
5000 50
7
A ‘J J,“,g”\”” e A UW L o) Vo
m/z--> 50 100 150 200 250 300 9.00 9.20 940 9.60 9.80

8270-BF123115.M Tue Jan 05 18:21:47 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Ethanone, 1,1"-(1,3-phenyle... Concentration Rank 6

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

9.60 24 .48 ng 6000530 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1.1"-(1.3-phenvlene)bis- 162 C10H1002 006781-42-6 93
2 Ethanone. 1.1"-(1.4-phenvlene)bis- 162 C10H1002 001009-61-6 93
3 1(3H)-Isobenzofuranone. 3.3-dime... 162 C10H1002 001689-09-4 64
4 Pvridol2.3-dlpvrimidin-4(1H)-one 147 C7H5N30 024410-19-3 59
5 o-Diacetylbenzene 162 C10H1002 000704-00-7 58

Abundance Scan 657 (9.596 min): BF084235.D (-655) (-) m/z 147.05 100.00%
147
5000
162 190 9.20 9.40 9.60 9.80 10.00
0 207 221 m/z 91.10 45.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30389: Ethanone, 1,1'-(1,3-phenylene)bis-
147
43 9.20 9.40 9.60 9.80 10.00
76 119 m/z 43.10 40.04%
162
54 O | | 104 \ 134 |
m/z--> 20 45 eb 80 100 120 140 160 180 200 220
Abundance
147
9.20 9.40 9.60 9.80 10.00
5000 m/z 119.00 20.32%
43
% 119 162
15 27 65 7 104 133
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30408: 1(3H)-Isobenzofuranone, 3,3-dimethyl-
147 9.20 9.40 9.60 9.80 10.00
m/z 77.05 14 .25%
5000
91
T | 10 my | 192
m/z--> 20 40 eb 80 160 150 140 160 180 200 220 920 940 9.60 9.80 10.00

8270-BF123115.M Tue Jan 05 18:21:47 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknownl10.57 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.57 8.86 ng 2171390 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 49
2 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 38
3 3-Penten-2-one 84 C5H80 000625-33-2 38
4 Cvclohexane. l1l-ethvl-1.4-dimethv... 140 C10H20 062238-32-8 38
5 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 38

Abundance Scan 742 (10.568 min): BF084235.D (-738) (-) m/z 69.10 100.00%

5000

97 133 s
176 10.20 10.40 10.60 10.80
162 ) . 200 218 281 m/z 55.10  54.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6558: 1-Hexene, 3,3-dimethyl-
69
41 55
5000 LA L L L L L LB L L B
10.20 10.40 10.60 10.80
83 m/z 41.10 48.19%
270 | 97 12
[T 1 |
T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 69
R A e e o
10.20 10.40 10.60 10.80
5000 55 m/z 83.10 34.75%
27
83
98
mﬁwﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1373: 3-Penten-2-one R e EEaE L
69 10.20 10.40 10.60 10.80
m/z 43.10 33.96%
41
5000
84
27‘ 55
T T T T e T R A e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10. 40 10 60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 1,2,3,6,9-Pentaazaspiro[4.4... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.13 19.99 ng 1131270 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.6.9-Pentaazaspirol4.41non-... 197 C9H19N5 1000221-38-7 64
2 Hexanoic acid. 2-ethvl-. anhvdride 270 C16H3003 036765-89-6 59
3 Isopropvlphoshonic acid. fluoroa... 222 C10H20FO02P 1000273-48-8 59
4 1H-Imidazole. l1-methvl-4-nitro- 127 C4H5N302 003034-41-1 53
5 Spiro[bicyclo[2.2.1]heptane-2,2"... 212 C12H2003 035972-92-0 50
Abundance Scan 1229 (16.134 min): BF084235.D (-1226) (-) m/z 127.05 100.00%
127
57
5000
e
98 145 213 243 297 369 15.80 16.00 16.20 16.40
o3 Lo80 0, )05 17110477 201 297 325343 T | h77 57.10  69.87%
m/z--> 50 100 150 200 250 300 350
Abundance #54347: 1,2,3,6,9-Pentaazaspiro[4.4]non-2-ene, 1,4,4,6,9-p...
98 127
42
5000 0 R AR SRR BN SRR
15.80 16.00 16.20 16.40
‘ m/z 43.10 19.21%
‘ 154
M.ﬂ.‘.;.,h ..}%7.... —
m/z--> 50 100 150 200 250 300 350
Abundance
127
= R LR BN SRR BN
15.80 16.00 16.20 16.40
5000 % m/z 55.10 13.42%
29 77 145 170 /“vv»A~N«v~\/\XWWM,QM\A/\,
m/z--> 50 100 150 200 250 300 350
Abundance #70345: Isopropylphoshonic acid, fluoroanhydride, 4-methyl... S EEEEEEamE
127 15.80 16.00 16.20 16.40
m/z 41.10 10.63%
- w_M]\MM
43 81
| 2 |, 107 165 221
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 1,4-Dioxaspiro[4.4]nonane, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.20 31.23 ng 1767580 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dioxaspirol4.41nonane. 7-but... 212 C13H2402 104807-77-4 72
2 4-Amino-2.6-dihvdroxvpvrimidine 127 C4H5N302 000873-83-6 43
3 4.6(1H.5H)-Pvrimidinedione. 2-am... 127 C4H5N302 004425-67-6 38
4 2-Butenedioic acid (E)-. diethvl._._. 172 C8H1204 000623-91-6 38
5 2-Amino-4,6-dihydroxypyrimidine 127 C4H5N302 000056-09-7 38
Abundance Scan 1322 (17.197 min): BF084235.D (-1317) (-) m/z 127.05 100.00%
127
57
5000 155
% I w60 307 | | 16580 1700 1750 1740 17.60
A M |22 2 m/z 57.10  77.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64340: 1,4-Dioxaspiro[4.4]nonane, 7-butyl-(R,R)-2,3-dimethyl
127
5000 155 LRI L L L L B B
55 183 16,80 17.00 17.20 17.40 17.60
83 m/z 155.15 41.24%
29 | % 212
.“‘.‘.‘,“‘.“.‘.“.1,0....‘,‘.‘...,.‘... e
m/z--> 50 100 150 200 250 300 350 400
Abundance
127
16:80 17.00 17.20 17.40 17.60
5000 43 m/z 43.10 31.46%
68
99
m/z--> 50 100 150 200 250 300 350 400
Abundance #11334: 4,6(1H,5H)-Pyrimidinedione, 2-amino- R A B
127 16.80 17.00 17.20 17.40 17.60
43 m/z 55.05 20.89%
5000 99 -Awﬁﬁﬂ\’xWA/\M¥rV¢F‘¢\Jv
69
‘|l||‘|||||||||||||||||||||||||||||| B e
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084235.D

Aca On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample : 64982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Thiophene-3-carboxylic acid... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.64 20.82 ng 1178470 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene-3-carboxvlic acid. 4.5... 353 C20H19N03S 327049-67-2 53
2 1-Butanone. 1-(2-naphthalenvl)- 198 C14H140 017666-88-5 53
3 Ethane. 1.2-diiodo- 282 C2H412 000624-73-7 53
4 5-Oxazolidinone. 2-(l1.1-dimethvl... 297 C18H19NO3 119215-55-3 52
5 5-Oxazolidinone, 2-(1,1-dimethyl... 297 C18H19NO3 119215-56-4 52
Abundance Scan 1448 (18.637 min): BF084235.D (-1442) (-) m/z 155.05 100.00%
1%5
S7 127
5000
8 23 23270, aer | 1540 1560 18580 1000
0 8 33 m/z 57.05 73.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142308: Thiophene-3-carboxylic acid, 4,5-dimethyl-2-(1-na...
155
127
5000 RN BN UL SURRN SUME
18.40 18.60 18.80 19.00
353 m/z 127.05 66 .83%
38 %9 gol01 | | 198 235 278 308
m/z--> 50 100 150 200 250 300 350 400
Abundance
155
127 ' 18.40 18.60 18.80 19.00
5000 m/z 43.10 51.92%
198
27 51 7101 176
mz-> 50 100 150 200 250 300 350 400
Abundance #107708: Ethane, 1,2-diiodo- R A BEAE S B
155 18.40 18.60 18.80 19.00
m/z 71.05 32.10%
5000
127
63 \ 282
mz-> 50 100 150 200 250 300 350 400 ' 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
Data File : BF084235.D

Acq On : 4 Jan 2016 13:32

Operator : UM/SJ

Sample - G4982-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
unknown5.08 5.08 10.3 ng 2520830 1 6.89 4911200 20.0
Ethane, 1,1,2,2-t... 6.02 12.5 ng 3076700 1 6.89 4911200 20.0
2,3,3-Trimethyl-2__. 6.10 12.4 ng 3037320 1 6.89 4911200 20.0
unknown6 .67 6.67 37.4 ng 9190520 1 6.89 4911200 20.0
1-Methyl-1H-1,2,4__. 6.97 11.0 ng 2707810 1 6.89 4911200 20.0
unknown? .60 7.60 12.3 ng 4609840 2 8.18 7527040 20.0
unknown7 .77 7.77 23.6 ng 8874010 2 8.18 7527040 20.0
1-Propanone, 1-ph... 8.01 35.5 ng 13363700 2 8.18 7527040 20.0
Isophthalaldehyde 8.49 8.9 ng 3365110 2 8.18 7527040 20.0
Benzoic acid, 4-m... 8.65 11.5 ng 4321910 2 8.18 7527040 20.0
Benzoic acid, 4-f_._. 9.07 27.1 ng 6653600 3 9.94 4902310 20.0
4-tert-Butyltoluene 9.10 13.6 ng 3321060 3 9.94 4902310 20.0
1(3H)-1sobenzofur. .. 9.17 12.9 ng 3148760 3 9.94 4902310 20.0
2,5-Dimethylbenzo. .. 9.37 18.9 ng 4632920 3 9.94 4902310 20.0
Ethanone, 1,1°-(1... 9.60 24.5 ng 6000530 3 9.94 4902310 20.0
unknown10.57 10.57 8.9 ng 2171390 3 9.94 4902310 20.0
1,2,3,6,9-Pentaaz... 16.13 20.0 ng 1131270 6 15.49 1131920 20.0
1,4-Dioxaspiro[4.... 17.20 31.2 ng 1767580 6 15.49 1131920 20.0

6

Thiophene-3-carbo... 18.64 20.8 ng 1178470 15.49 1131920 20.0
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