LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080415\

Data File : BF080856.D

Acg On : 5 Aug 2015 00:26 Instrument :
Operator : TP/UM BNA_F

Sample - G3150-06 ClientSampleld :
Misc : TU021-SB-22-17
ALS Vial : 17 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-BF080415.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.178 3 8 11 rvv 181492 390450 11.25% 0.567%
2 2.853 58 67 70 rBV 117243 295801 8.52% 0.429%
3 2.944 70 75 77 rvv 85631 202625 5.84% 0.294%
4 3.413 106 116 121 rVB 207642 565541 16.29% 0.821%
5 3.573 121 130 133 rBv 155355 359225 10.35% 0.521%
6 3.653 133 137 142 rVB 163767 340290 9.80% 0.494%
7 3.778 142 148 153 rBV3 330111 867497 24.99% 1.259%
8 3.938 157 162 165 rVB 345161 613201 17.66% 0.890%
9 4.087 170 175 178 rBV 358377 694528 20.00% 1.008%
10 4.247 184 189 191 rBvV 74976 139937 4_03% 0.203%

11 4.293 191 193 197 rVB 89377 166529 4._80% 0.242%
12 4.373 197 200 203 rBV 90688 153558 4.42% 0.223%
13 4.441 203 206 210 rVvB2 184856 291344 8.39% 0.423%
14 4.544 210 215 218 rVB2 98552 140070 4._.03% 0.203%
15 4._.750 231 233 235 rBV 121424 154142 4.44% 0.224%

16 4.864 238 243 245 rBV 392799 477413 13.75% 0.693%
17 4.921 245 248 249 rBV 119036 214570 6.18% 0.311%
18 4._.956 249 251 254 rVB3 474213 858791 24.74% 1.246%
19 5.024 254 257 260 rBV 1518391 2459368 70.84% 3.569%
20 5.150 264 268 272 rVB 91889 156601 4_.51% 0.227%

21 5.230 272 275 276 rBV 487774 626451 18.04% 0.909%
22 5.321 281 283 284 rVB 323078 438714 12.64% 0.637%
23 5.401 287 290 292 rBvV2 1702371 3471842 100.00% 5.039%
24 5.436 292 293 295 rvVB 1800013 1246115 35.89% 1.809%
25 5.504 295 299 302 rVB3 95024 173405 4._.99% 0.252%

26 5.596 305 307 309 rBvV 273417 404651 11.66% 0.587%
27 5.630 309 310 312 rVB 285835 325133 9.36% 0.472%
28 5.676 312 314 318 rVvB2 274069 410984 11.84% 0.596%
29 5.836 325 328 331 rBv2 356825 576817 16.61% 0.837%
30 5.893 331 333 338 rBv2 194020 441192 12.71% 0.640%

31 5.984 338 341 343 rVvB2 514099 772247 22.24% 1.121%
32 6.030 343 345 347 rBV 161851 237723 6.85% 0.345%
33 6.076 347 349 352 rVB 1274971 1376198 39.64% 1.997%
34 6.133 352 354 355 rBV 398003 351264 10.12% 0.510%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080415\

Data File : BF080856.D

Acg On : 5 Aug 2015 00:26 Instrument :
Operator : TP/UM BNA_F

Sample - G3150-06 ClientSampleld :
Misc : TU021-SB-22-17
ALS Vial : 17 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-BF080415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.282 363 367 369 rBv2 413071 959802 27.65% 1.393%

36 6.327 369 371 372 rBV 524868 493748 14.22% 0.717%
37 6.350 372 373 378 rVB2 1238218 1461503 42.10% 2.121%
38 6.453 378 382 385 rBV 1469873 2841200 81.84% 4.123%
39 6.590 390 394 398 rBV2 1734660 2567981 73.97% 3.727%
40 6.659 398 400 401 rBV 2026598 2101853 60.54% 3.050%

41 6.682 401 402 404 rVB2 134814 148474 4.28% 0.215%
42 6.773 407 410 413 rBV3 158305 447654 12.89%% 0.650%
43 6.819 413 414 415 rVvV 433987 498871 14.37% 0.724%
44 6.853 415 417 418 rVV 544386 738384 21.27% 1.072%
45 6.887 418 420 422 rVB 1019572 954833 27 .50% 1.386%

46 6.944 422 425 426 rBV3 114719 174076 5.01% 0.253%
47 6.979 426 428 432 rVB 1765691 2055916 59.22% 2.984%
48 7.104 432 439 441 rBV2 857401 1426597 41.09% 2.070%
49 7.150 441 443 444 rBV2 789283 939900 27.07% 1.364%
50 7.173 444 445 447 rVB 317252 265503 7.65% 0.385%

51 7.219 447 449 451 rBvY 545261 563863 16.24% 0.818%
52 7.322 454 458 459 rBvV 336963 658439 18.97% 0.956%
53 7.390 459 464 469 rVB2 1217400 2765619 79.66% 4.014%
54 7.470 469 471 473 rBV2 426692 700192 20.17% 1.016%
55 7.516 473 475 476 rBvV 286402 410767 11.83% 0.596%

56 7.539 476 477 479 rVB2 321904 379683 10.94% 0.551%
57 7.619 479 484 487 rVB4 616845 1496627 43.11% 2.172%
58 7.733 490 494 495 rBV3 412482 775592 22.34% 1.126%
59 7.802 498 500 501 rvv 327213 441086 12.70% 0.640%
60 7.847 501 504 505 rvv2 615856 1009504 29.08% 1.465%

61 7.882 505 507 508 rvv2 248500 339229 9.77% 0.492%
62 7.916 508 510 512 rvv2 320438 630564 18.16% 0.915%
63 7.985 514 516 520 rBVv3 198053 442605 12.75% 0.642%
64 8.065 520 523 524 rBvV2 268028 509323 14.67% 0.739%
65 8.099 524 526 528 rvv2 692009 1475363 42.50% 2.141%

66 8.179 530 533 534 rvv 1127625 1390178 40.04% 2.018%
67 8.202 534 535 537 rvv2 273096 342684 9.87% 0.497%
68 8.270 539 541 543 rBv2 173135 361907 10.42% 0.525%
69 8.316 543 545 546 rvv2 234168 284153 8.18% 0.412%
70 8.407 549 553 556 rvv5 450085 1028321 29.62% 1.492%

71 8.453 556 557 559 rvv 228737 347104 10.00% 0.504%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080415\

Data File : BF080856.D

Acg On : 5 Aug 2015 00:26 Instrument :
Operator : TP/UM BNA_F

Sample - G3150-06 ClientSampleld :
Misc : TU021-SB-22-17
ALS Vial : 17 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-BF080415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 8.487 559 560 562 rvB2 169498 224695 6.47% 0.326%
73 8.533 562 564 569 rvB 829475 1466076 42.23% 2.128%
74 8.613 569 571 572 rBV 264303 245904 7.08% 0.357%
75 8.647 572 574 577 rvv3 120370 279132 8.04% 0.405%

76 8.716 577 580 581 rvv3 121540 283606 8.17% 0.412%
77 8.762 582 584 586 rvv3 231448 420944 12.12% 0.611%
78 8.819 586 589 591 rvB2 919169 1163264 33.51% 1.688%
79 8.922 594 598 600 rBv2 369593 656086 18.90% 0.952%
80 9.013 602 606 609 rBVv5 171291 485540 13.99% 0.705%

81 9.139 615 617 618 rVB 547087 605710 17.45% 0.879%
82 9.185 618 621 623 rVB 1226551 1345103 38.74% 1.952%
83 9.276 625 629 631 rBv3 229201 407752 11.74% 0.592%
84 9.310 631 632 636 rvv3 106626 226347 6.52% 0.329%
85 9.379 636 638 640 rvVvB 130813 189806 5.47% 0.275%

86 9.448 640 644 646 rBv2 221897 407913 11.75% 0.592%
87 9.516 646 650 651 rBvY 307266 377846 10.88% 0.548%
88 9.585 653 656 658 rvv2 509929 846311 24.38% 1.228%
89 9.630 658 660 663 rvB 110454 146905 4.23% 0.213%
90 9.859 677 680 681 rBvY 467863 610467 17.58% 0.886%

91 10.636 745 748 751 rBV 864722 862256 24 .84% 1.251%
92 11.333 807 809 810 rvv 573643 484758 13.96% 0.704%
93 12.911 945 947 950 rBV 606280 767791 22.11% 1.114%
94 13.791 1022 1024 1026 rBV 127039 161344 4._.65% 0.234%
95 13.962 1036 1039 1042 rBV 302001 352531 10.15% 0.512%

96 14.077 1042 1049 1052 rBv4 40353 191439 5.51% 0.278%
97 14.705 1093 1104 1105 rBV2 50154 186284 5.37% 0.270%
98 15.368 1159 1162 1164 rBV 192490 227226 6.54% 0.330%
99 17.357 1330 1336 1341 rBV 84768 175396 5.05% 0.255%
100 19.209 1492 1498 1505 rBV2 94623 280904 8.09% 0.408%

Sum of corrected areas: 68902651
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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:\HPCHEM1I\BNA_F\DATA\BF080415\

BF080856.D
5 Aug 2015 00:26
TP/UM
G3150-06
17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF080856.D
6|66
2000000 6.98
5.44 .
510 6.99
5.02
1500000
7.39 8.18
1000000
[0
500000 agp 523
3.78.94.09
2.18 4
A\ 2.8%4 j\%s—ﬁ A{‘ 42%\71 5447 ! b.5|
o= T AN VoA e T
Time--> 2.50 3.00 3. 50 4. 00 4, 50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080856.D
2000000
1500000 9.18
8.82
1000000
11.33 12.91
500000 ¢xpy
7 13.96
13.79 08 1471
O =YV W S | VD S U | WIS W L.~ S W &
Time--> 9.00 9.50 10. OO 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14 00 14.50
Abundance TIC: BF080856.D
2000000
1500000
1000000
500000
15.37
17.36 19.21
O T T " T e e e L o e e e o e e e e B e N B
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 11

Peak Number 1 Heptane, 2-methyl-

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

3.78 34.78 ng 867497 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 74
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 56
3 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 50
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 49
5 Hexane, 4-ethyl-2-methyl- 128 C9H20 003074-75-7 47

Abundance Scan 148 (3.778 min): BF080856.D (-142) (-) m/z 43.10 100.00%
43 57
5000
0 99 3.40 3.60 3.80 4.00 4.20
S S | ... Y . AN B vy 7 - 0 R YV W 221
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7429: Heptane, 2-methyl-
43 57
5000
3.40 3.60 3.80 4.00 4.20
29 70 99 m/z 41.05 40.23%
R R R KRR AR RS RAARA RAREN RN LR LA LSS ARSI SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43
3.40 3.60 3.80 4.00 4.20
5000 99 m/z 42.10 37.37%
71
112
ol 15 30 79 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18470: Heptane, 2,3,6-trimethyl-
57 3.40 3.60 3.80 4.00 4.20
m/z 70.10 17.51%
43
5000
71
0 \2‘9 \‘\ 1IN \H 85 9“8 142
m/z--> 1|0 2|O 3|0 4|0 5|O 6|0 7|0 8IO 9|0 1(|)0 11|0 12|0 11|30 14|10 I 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Heptane, 3-methyl- Concentration Rank 19

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

3.94 24 .58 ng 613201 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 83
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 74
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
4 Hexane, 2-methyl- 100 C7H16 000591-76-4 64
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 64

Abundance Scan 162 (3.938 min): BF080856.D (-157) (-) m/z 43.10 100.00%
43
57
5000 85
7 3.60 3.80 4.00 4.20
o...,....,....,....',.l:..??.'..,.‘??.i-....,.l..,...??....,??‘.‘.,.. m/z 57.10  70.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7433: Heptane, 3-methyl-
43
57
5000 29 85

3.60 3.80 4.00 4.20
m/z 41.10 43.90%

15

0 : 37 51| 657177 || o1 99 114
R R R RS A e ao S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
3.60 3.80 4.00 4.20
5000 P m/z 85.10 41.65%
29 57 71
0 15 37 51 65 77 114
R A B e B S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #T7447: Hexane, 2,4-dimethyl- A EEaE T
43 57 3.60 3.80 4.00 4.20
m/z 56.10 37.19%
85
5000
29 71
ol 15 | sl sil es,| 77 || 99 114
A 1T L B A s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Cyclohexane, 1,4-dimethyl-,.._. Concentration Rank 15

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

4.09 27.84 ng 694528 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 72
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 64
3 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 53
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 52
5 Oxazole, 4,5-dimethyl- 97 C5H7NO 020662-83-3 46

Abundance Scan 175 (4.087 min): BF080856.D (-170) (-) m/z 57.10 100.00%
57
97
5000 a1
e ‘ . |7|1 1 83 i 380 400 420 440
Ot ol S8 77 L "m/z 55.05  91.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6630: Cyclohexane, 1,4-dimethyl-, cis-
55 97
5000 41
112 3.80 4.00 4.20 4.40
27 69 m/z 97.10 75.01%
83
S 20 T A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 o7
3.80 4.00 4.20 4.40
5000 41 m/z 56.10 51.76%
112
27 69
83
15 63 77 91
G R R R UL RS AN R RN LS SRS AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6153: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl-
o7 3.80 4.00 4.20 4.40
m/z 41.10 50.25%
5000 56
08 42 112
0'“l“'w'“mb'“u“'w“““w'“T%'wéi'w'“l“'w““'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Cyclohexane, ethyl- Concentration Rank 12

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

4.96 34.43 ng 858791 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 53
2 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 47
3 trans-3,4-Dimethyl-2-hexene 112 C8H16 019550-82-4 46
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 43
5 3,4-Dimethyl-2-hexene (c,t) 112 C8H16 002213-37-8 43

Abundance Scan 251 (4.956 min): BF080856.D (-249) (-) m/z 57.10 100.00%
57
83
41
5000
67 99 112 460 4.80 5.00 5.20
o..,....,....,....h!..?ﬁ'.'.'!:,...'.,l'....,.!..,...:',....,.'...,..%.2?.... m/z 55.10 92.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6489: Cyclohexane, ethyl-
55 83
5000 41
4.60 4.80 5.00 5.20
97 67 112 m/z 83.10 72 .54%
70 O O . A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 83
4.60 4.80 5.00 5.20
5000 a1 m/z 41.10 55.87%
112
27 69 97
S R AR AR AR RAARS RS AR RAARA RS LRSS RARAS LRSS BARS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6578: trans-3,4-Dimethyl-2-hexene
55 8 4.60 4.80 5.00 5.20
m/z 43.10 34 .53%
5000
41
112
27 67
0“|}?w'”mw'“Mm"ﬂttl“¢w'”“ﬁ'“|“%1'“'w'“l“'w'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 unknown5.02 Concentration Rank 2

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

5.02 98.60 ng 2459370 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 37
4 3-Heptanol, 5-methyl- 130 C8H180 018720-65-5 25
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23

Abundance Scan 257 (5.024 min): BF080856.D (-254) (-) m/z 43.10 100.00%
43
59
5000
| sy 6|9 8 o 1(|)1 111 126 460 480 500 520 540
Ot ol e 22 Tm/z 59.10 58.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IS N SRR UL
4.60 4.80 500 5.20 5.40
m/z 58.10 16.12%
o Al N 88 o3 1o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
4.60 4.80 500 5.20 5.40
5000 41 m/z 111.10 15.88%
31
69 P
15 51 98
OF T e T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8126: 2-Hexanol, 2-methyl-
59 4.60 4.80 500 5.20 5.40
m/z 101.10 14 .88%
5000
43 101
31
0 "I':!?'I'"ml"""I‘*""'?}"l"i"'§$'"'I8":'3"I""I""I""I""I"' [rerrrrrTrTr T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Acetic acid, 2-ethylbutyl e... Concentration Rank 17

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

5.23 25.11 ng 626451 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, 2-ethylbutyl ester 144 C8H1602 010031-87-5 53
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 50
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
4 1-Octene, 3,4-dimethyl- 140 C10H20 056728-11-1 50
5 Octane 114 C8H18 000111-65-9 47

Abundance Scan 275 (5.230 min): BF080856.D (-272) (-) m/z 43.05 100.00%
43
5000
111
Al |77 H . ‘ 196 480 500 520 540 5.60
0 |||||||I|||||'| m/z 55.10 39.31%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20063: Acetic acid, 2-ethylbutyl ester
43
5000
84 480 5.00 5.20 5.40 5.60
S5 m/z 69.10 35.37%
. 5 2 \ L% 15
A A A B R N AR AR AN AR BAL R AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
4.80 5.00 520 5.40 5.60
5000 m/z 41.10 35.20%
84
27 57 7

91 99 113 128

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7446: Hexane, 2,4-dimethyl-

43 4.80 5.00 5.20 5.40 5.60

57 m/z 111.10 31.00%
5000 85
29
71
oL 2 15 “ Ll L e9 114
T I R e e e e

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40 5.60

8270-BF080415.M Wed Aug 05 19:06:30 2015 S Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 unknown5.84 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
5.84 23.12 ng 576817 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 43
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 35
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 27
4 1-Octene, 6-methyl- 126 C9H18 013151-10-5 27

5 1-Dodecanol, 3,7,1l1-trimethyl- 228 C15H320 006750-34-1 16
Abundance Scan 328 (5.836 min): BF080856.D (-325) (-) m/z 43.05 100.00%
43
55 73
5000
97 125
| |‘ 8 I] 109 | 5.60 5.80 6.00 6.20
0..w.”.;hﬁw.Wm,k.HL.J,N”.,”.w..”,.”.“..w.”.,. m/z 73.10 58.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78101: 2-Piperidinone, N-[4-bromo-n-butyl]-
43
5000 55 LA L L L L L LN L LB
5.60 5.80 6.00 6.20
m/z 55.10 55.67%
o A \H m ‘\H 2125139 154 177 205 233
R A REEEEE e e e e e
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
55 69
a 560 5.80 6.00 6.20
5000 97 m/z 41.10 35.98%
83
126
29 111
15
ol il ey e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11273: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
55 6 5.60 5.80 6.00 6.20
a1 m/z 69.10 31.37%
97
5000
111 126
f \ ]
m/z--> 20 40 100 120 140 160 180 200 220 5.60 5.80 6.00 6.20

8270-BF080415.M Wed Aug 05 19:06:32 2015 S

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 7-Methylbicyclo[4.2.0]Joctane Concentration Rank 13

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

5.98 30.96 ng 772247 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methylbicyclo[4.2.0]octane 124 C9H16 1000210-90-2 52
2 Cis-bicyclo[4.2.0]octane 110 C8H14 028282-35-1 47
3 Cyclohexanepropanol- 142 C9H180 001124-63-6 47
4 2,4-Hexadiene, (Z,2)- 82 C6H10 006108-61-8 43
5 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 38

Abundance Scan 341 (5.984 min): BF080856.D (-338) (-) m/z 67.10 100.00%
55 67 82
105
41
5000
‘ | ‘ | i 120 560 580 6.00 6.20 6.40
1 | A '||| ||l'.7.4.|. T .'...',1.1.3..!..?‘?.7,... m/z 82.10  95.55%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #10340: 7- l\/IethbeicycIo[4.2.0]octane
67 82
5000 a2
5.60 5.80 6.00 6.20 6.40
o m/z 55.10 85.71%
0"I""I"jJP"'h""ljﬂ'ﬂ"l'l'?$'“"' “H'I"}Pﬁ"'l%%?'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67 82
54 5.60 5.80 6.00 6.20 6.40
5000 m/z 105.10 71.50%
95 110
e s R AR AR AR RS AR RARRS RRARS RARSS RARRS SRS RRARN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #19169: Cyclohexanepropanol- R EAmmaman e
55 82 9% 5.60 5.80 6.00 6.20 6.40
67 m/z 81.10 68.34%
41
5000
0"I'%?'I"AML"'M'h"lﬂhhl"l'“"'JI'”'I"L“I"}Pﬁ"'l%%?'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20 6.40

8270-BF080415.M Wed Aug 05 19:06:34 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 9 Nonane, 3-methyl- Concentration Rank 7

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

6.08 55.17 ng 1376200 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 53
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 50
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 47
4 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 47
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 45

Abundance Scan 349 (6.076 min): BF080856.D (-347) (-) m/z 57.10 100.00%
43
5000 71
83
97 113 126 14, 5.80 6.00 6.20 6.40
o NN SR THE IR oS m/z 55.10 58.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18432: Nonane, 3-methyl-
57
43 =
5000

5.80 6.00 6.20 6.40

29 m/z 43.10 55.42%
o Ll e 2 gy g
e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
71
43 580 6.00 6.20 6.40
5000 m/z 41.10 49.55%
o 99 113 127 141 155 160 183 197
e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45601: Decane, 2,5,9-trimethyl-
57 580 6.00 6.20 6.40
m/z 71.10 44 _49Y%
5000 43
71
I Lo
O e o i
miz--> 20 40 60 80 100 120 140 160 180 200 580 6.00 6.20 6.40

8270-BF080415.M Wed Aug 05 19:06:36 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Benzene, propyl- Concentration Rank 8

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

6.28 38.48 ng 959802 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 72
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
4 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 59
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 56

Abundance Scan 367 (6.282 min): BF080856.D (-363) (-) 91.10 100.00%
g1
5000
120
3950 % 78 | 105 | 6.00 6.20 6.40 6.60
Ol el e m/z 120.10  21.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9109: Benzene, propyl-
91
6.00 6.20 6.40 660
120 m/z 65.10 2.19%
27 39 51 % 78 | 105
O T B e o A o o oo B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
f ”
6.00 6.20 6.40 6.60
5000 120 m/z 92.10 10.83%
65
o 39 51 77 106 135 149
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #63689: N-Benzyl-2-phenethylamine
g1 6.00 6.20 6.40 6.60
m/z 39.10 6.84%
5000 120
5
15 27 39 51 7| 105 | 132 209
m/z--> 20 4'0 60 8|0 1c')0 120 140 160 180 200 6.00 620 640 6.60

8270-BF080415.M Wed Aug 05 19:06:38 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Benzene, l-ethyl-2-methyl- Concentration Rank 5

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

6.35 58.59 ng 1461500 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

m/z 105.10 100.00%

6.00 6.20 6.40 6.60

e

m/z 120.10

6.00 6.20 6.40 6.60

31.61%

m/z

6.00

91.10

6.20 6.40 6.60

13.23%

Abundance Scan 373 (6.350 min): BF080856.D (-372) (-)
105
5000
120
7 91
39 51 69
0 ”,..”,...q...qn...wnh.ﬁ%ﬁﬂ,”.U,”..J:”.,J:L%4%nqn.”,.”%?9”.,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9127: Benzene, 1-ethyl-2-methyl-
105
5000
120
91
15 27 st e T
Ot T T T T R T T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
5000
120
. 18 27 39 51 65 77 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9111: Benzene, 1,2,4-trimethyl-
105
5000 120
28 77
14 3? e g, %1
0 : ! " 1l | 11l i
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z

6.00

77.10

6.20 6.40 6.60

13.16%

e

m/z

6.00

79.10

6.20 6.40 6.60

10.65%

8270-BF080415.M Wed Aug 05 19:06:40 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 unknown6.59 Concentration Rank 1

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

6.59 102.95 ng 2567980 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 394 (6.590 min): BF080856.D (-390) (-) m/z 132.10 100.00%
132
68
5000
‘ | % 6.20 6.40 6.60 6.80 7.00
6 83 104 : : : : :
0 ..,....,....,...:,”!.‘.‘7 M el oS I hsz 68.10  52.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 VAL VUL A SRS
6.20 6.40 6.60 6.80 7.00
31 78 m/z 66.10 34 .19%
0 H N !
”I””I”'W'”W'”'P”'P'”I””I”'W'”W'”'P'”P'”I'”I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.10 32.13%

15 28 39 52 8 77 o0 104 .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine  Emamr Vi -
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 22 .46%

5000

33 44 g7 105

70'm
e e | | g

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

o

8270-BF080415.M Wed Aug 05 19:06:41 2015 S Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Benzene, 1,2,3-trimethyl- Concentration Rank 3

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

6.66 84.26 ng 2101850 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 400 (6.659 min): BF080856.D (-398) (-) m/z 105.10 100.00%
105
5000 120 ﬁ ﬁ ﬁ
39 51 5565 91 o8 6.40 6.60 6.80 7.00
Ol e it o o el B Ll Tmzz 120.10 44 40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
120 !!& A
5000
6.40 6.60 6.80 7.00
77 m/z 77.05 12.41%
0 15 2w7 3‘9\ 5\1‘ 58 §5 L1 9\1 98 | i
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 6.40 6.60 6.80 7.00
5000 m/z 119.10 12.00%
27 a1 5lgges 1 91
S R RS AN AR RARRA RARRN AARAR RARES RALEN SRS LRALN AN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9122: Benzene, 1,3,5-trimethyl-
105 6.40 6.60 6.80 7.00
m/z 91.10 10.61%
120
5000
0 27 P Seges TSt |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00

8270-BF080415.M Wed Aug 05 19:06:43 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Benzene, (1-methylethyl)- Concentration Rank 9

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

6.89 38.28 ng 954833 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 87
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 83
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 80

Abundance Scan 420 (6.887 min): BF080856.D (-418) (-) m/z 105.10 100.00%
105
5000 120 ﬂ @
43 57 77 6.60 6.80 7.00 7.20
65 91
Obrr e st e e A 22T 139 T/z 12010 39.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9117: Benzene, (1-methylethyl)-
105
5000 -A-v—v—v—y—rv—v—v—y—v‘Av—v—rv—v—ﬁ—y—v—éﬁ‘
660 6.80 7.00 7.20
. 120 77.10 11.02%
0"w'“l“'w'““““'ﬁ“'v'“l“ﬁ|§4w““'wH'v'“v'“l““l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
6.60 6.80 7.00 7.20
5000 120 m/z 57.10 10.38%

28 39 51 65 7 91

ol 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9113: Benzene, 1,2,3-trimethyl- AR ma et

105 6.60 6.80 7.00 7.20
m/z 43.10 9.25%
5000 120
77 91
27 39 51 65

) N Y W WSRO RN 1490 RN I | SN SVEPNANNYMNA p 2

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20

8270-BF080415.M Wed Aug 05 19:06:45 2015 S Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Benzene, 1l-methyl-3-propyl- Concentration Rank 6

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

7.10 57.19 ng 1426600 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 94
2 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 81
3 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 76
4 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 70
5 2-Tolyloxirane 134 C9H100 002783-26-8 62

Abundance Scan 439 (7.104 min): BF080856.D (-432) (-) m/z 105.10 100.00%
105
5000 57
4r 134
69 77 91 6.80 7.00 7.20 7.40
119
o..,....,....,....',|:...,-.-.|!.,.-.n..',"...|.-',.'."..,'!..-:,.l:!.,-..-..-,....,..|~..,....,1.“?f‘.,.. m/z 57.10 43.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14345: Benzene, 1-methyl-3-propyl-
105
5000 R UL N SR I
6.80 7.00 7.20 7.40
134 m/z 43.10 30.55%
. 27 3 s 65 19 | me
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
680 7.00 7.20 7.40
5000 m/z 134.10 24 _66%
134
27 39 51 65 i 91 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14344: Benzene, 1-methyl-4-propyl-
5 6.80 7.00 7.20 7.40
m/z 41.10 18.69%
5000
o} MmN
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 10

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

7.15 37.68 ng 939900 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
2 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 93
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 443 (7.150 min): BF080856.D (-441) (-) m/z 119.10 100.00%
119
91 105
5000 134
9 51 6 /7 6.80
| | | .80 7.00 7.20 7.40
Ol rrrprrrrprrrrprrer ettt et et bbbl | m/Z 105.10  58.65%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14364: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 6.80 7.00 7.20 7.40
m/z 91.10 56.54%
» 15 27 P s 7T AR
O e e e T e T e
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
6.80 7.00 7.20 7.40
5000 m/z 134.10 48.20%
134
91
o 15 27 41 55 65 77 103111
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14325: Benzene, 1,4-diethyl-
119 6.80 7.00 7.20 7.40
105 m/z 92.10 19.02%
5000 134
. 91
0 "w""v%?'v'?zl'“'?%'“?%"w'ﬁ?'v'J”v"'l“"|”H'|'”ml"'w"“'v"
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 16

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

7.32 26.40 ng 658439 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91

Abundance Scan 458 (7.322 min): BF080856.D (-454) (-) m/z 119.10 100.00%
119

5000
134
39 51 65 77 9|1 105 152 7.00 7.20 7.40 7.60
0"I""I'"'I""II""'I"""I"'I"I"'I'“I""I""I'I:I"I"I'I'I""I""'I""I""I' m/z 134.10 26.68%

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

Abundance #14406: Benzene, 1-methyl-2-(1-methylethy!l)-
119

5000
7.00 7.20 7.40 7.60

m/z 91.05 15.10%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

119
7.00 7.20 7.40 7.60
5000 m/z 120.10 9.49%
134
91
15 27 41 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14401: Benzene, 1-methyl-4-(1-methylethyl)-
119

7.00 7.20 7.40 7.60
m/z 117.10 7.85%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415._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 unknown7.47 Concentration Rank 14

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

7.47 28.07 ng 700192 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 42
2 Benzenemethanol, .alpha.-1-prope... 148 C10H120 003347-57-7 30
3 Benzeneethanol, _beta.-methyl-, ... 136 C9H120 037778-99-7 30
4 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 27
5 3-Buten-2-ol, 4-phenyl- 148 C10H120 017488-65-2 27

Abundance Scan 471 (7.470 min): BFOSOSSg.D(—469) ) m/z 105.10 100.00%
105
43 55
69
5000 83 91 133
119 148
7.20 7.40 7.60 7.80
01 m/z 43.10 73 .70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21659: 4-Methylphenyl acetone
105
5000 43 U UL UL R
7.20 7.40 7.60 7.80
e 77 148 m/z 55.10 73.10%
Jo1s 2 oh e || 9 s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105 133 148
55 77 720 7.0 7.60 7.80
5000 o1 1s m/z 41.10 63.61%
69
g 3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15927: Benzeneethanol, .beta.-methyl-, (S)- R B
105 7.20 7.40 7.60 7.80
m/z 69.10 50.69%
5000
79 91 136
1827 3 S e || e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 720 7.40 7.60 7.80

8270-BF080415.M Wed Aug 05 19:06:52 2015 S

Page: 22



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080856.D

Acq On : 5 Aug 2015 00:26

Operator : TP/UM

Sample - G3150-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 2,2,6-Trimethyl-1-(2-methyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.21 24.72 ng 280904 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 50
2 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 46
3 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H200 1000163-96-1 38
4 Cyclohexane, 1l-methyl-4-(1-methy... 138 C10H18 001124-27-2 30
5 Sesquirosefuran 218 C15H220 039007-93-7 27
Abundance Scan 1498 (19.209 min): BF080856.D (-1492) (-) m/z 69.10 100.00%

-

5000 al
187163 g
|‘ 18.80 19.00 19.20 19.40 19.60
o S— m/z 95.10 98.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
41 81 95
123
5000
55 218 18.80 19.00 19.20 19.40 19.60
47 m/z 55.10 93.04%
175 203
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
81 123
4 95
55 L B A
18.80 19.00 19.20 19.40 19.60
5000 191 m/z 81.10 74 .53%
206
150
0 26 175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50526: Bicyclo[3.1.1]heptan-3-one, 2-(but-3-enyl)-6,6-dim...
69 95 18.80 19.00 19.20 19.40 19.60
41 m/z 109.10 68.85%
5000 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080415\

Data File : BF080856.D

Acg On : 5 Aug 2015 00:26 Instrument :
Operator : TP/UM BNA_F

Sample - G3150-06 ClientSampleld :
Misc : TU021-SB-22-17
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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]
Heptane, 2-methyl- 3.78 34.8 ng 867497 1 6.83 498871 20.0
Heptane, 3-methyl- 3.94 24.6 ng 613201 1 6.83 498871 20.0
Cyclohexane, 1,4-... 4.09 27.8 ng 694528 1 6.83 498871 20.0
Cyclohexane, ethyl- 4_.96 34.4 ng 858791 1 6.83 498871 20.0
unknown5.02 5.02 98.6 ng 2459370 1 6.83 498871 20.0
Acetic acid, 2-et... 5.23 25.1 ng 626451 1 6.83 498871 20.0
unknown5 .84 5.84 23.1 ng 576817 1 6.83 498871 20.0
7-Methylbicyclo[4. .. 5.98 31.0 ng 772247 1 6.83 498871 20.0
Nonane, 3-methyl- 6.08 55.2 ng 1376200 1 6.83 498871 20.0
Benzene, propyl- 6.28 38.5 ng 959802 1 6.83 498871 20.0
Benzene, l-ethyl-_.. 6.35 58.6 ng 1461500 1 6.83 498871 20.0
unknown6 .59 6.59 103.0 ng 2567980 1 6.83 498871 20.0
Benzene, 1,2,3-tr... 6.66 84.3 ng 2101850 1 6.83 498871 20.0
Benzene, (1-methy... 6.89 38.3 ng 954833 1 6.83 498871 20.0
Benzene, 1l-methyl... 7.10 57.2 ng 1426600 1 6.83 498871 20.0
Benzene, 4-ethyl-.._. 7.15 37.7 ng 939900 1 6.83 498871 20.0
Benzene, 1-methyl. .. 7.32 26.4 ng 658439 1 6.83 498871 20.0
unknown7 .47 7.47 28.1 ng 700192 1 6.83 498871 20.0

6

2,2,6-Trimethyl-1._.. 19.21 24.7 ng 280904 15.37 227226 20.0
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