LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39 Instrument :
Operator : UM/SJ BNA_F

Sample  : H5801-06 Sl
Misc i PMW-1A-112916
ALS Vial : 11 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-BF112916.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 2.413 8 11 15 rVB2 68375 176988 2.63% 0.225%
2 2.607 25 28 34 rvVB2 51737 118094 1.76% 0.150%
3 2.870 37 51 55 rBv 222481 640951 9.53% 0.817%
4 3.087 66 70 75 rvB2 40229 99436 1.48% 0.127%
5 3.236 75 83 90 rBv2 90522 276275 4.11% 0.352%
6 3.430 93 100 103 rBV3 68906 213130 3.17% 0.272%
7 3.498 103 106 109 rvB 102096 179982 2.68% 0.229%
8 3.590 109 114 117 rBvV2 59488 143189 2.13% 0.182%
9 3.738 123 127 130 rvVB 42414 89254 1.33% 0.114%
10 3.830 130 135 138 rvv2 204569 424495 6.31% 0.541%

11 3.898 138 141 144 rVvvV2 72767 133011 1.98% 0.169%
12 3.967 144 147 150 rVB2 62882 113572 1.69% 0.145%
13 4.116 155 160 162 rBV2 209703 351333 5.22% 0.448%
14 4.173 162 165 170 rVB3 71476 147098 2.19% 0.187%
15 4.264 170 173 176 rBV2 130449 269305 4._00% 0.343%

16 4.321 176 178 180 rVvvV3 68188 150706 2.24% 0.192%
17 4_356 180 181 183 rVB 62860 81684 1.21% 0.104%
18 4.470 188 191 194 rBV2 316236 521757 7.76% 0.665%
19 4.573 196 200 205 rBV 486904 696380 10.36% 0.887%
20 4.733 211 214 217 rBV3 53172 89594 1.33% 0.114%

21 4.824 220 222 224 rBV 107946 185481 2.76% 0.236%
22 4._.859 224 225 227 rVV 126650 136891 2.04% 0.174%
23 4.904 227 229 230 rVvV2 107474 129103 1.92% 0.164%
24 4.939 230 232 234 rVvv2 133557 239109 3.56% 0.305%
25 4.996 234 237 239 rvv2 254983 431782 6.42% 0.550%

26 5.041 239 241 244 rVwV 752150 996331 14.82% 1.269%
27 5.121 244 248 250 rvv2 110993 288549 4._.29% 0.368%
28 5.167 250 252 257 rvv3 108903 239820 3.57% 0.306%
29 5.259 257 260 261 rvVv 199544 236283 3.51% 0.301%
30 5.316 261 265 268 rvv2 235768 492406 7.32% 0.627%

31 5.396 268 272 273 rVvV3 77700 169600 2.52% 0.216%
32 5.453 273 277 280 rVB2 2731622 3956522 58.83% 5.041%
33 5.544 280 285 286 rBV 123120 222311 3.31% 0.283%
34 5.567 286 287 290 rvv3 80414 117669 1.75% 0.150%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39 Instrument :
Operator : UM/SJ BNA_F

Sample  : H5801-06 Sl
Misc i PMW-1A-112916
ALS Vial : 11 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-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 5.624 290 292 294 rvv2 174950 277948 4._.13% 0.354%

36 5.670 294 296 297 rVvV 85825 110801 1.65% 0.141%
37 5.693 297 298 299 rvv 238538 234300 3.48% 0.299%
38 5.727 299 301 302 rvv2 146499 210428 3.13% 0.268%
39 5.773 302 305 308 rvB3 84891 144822 2.15% 0.185%
40 5.876 311 314 316 rBV 185362 315679 4.69% 0.402%

41 5.933 316 319 320 rVB 57906 81942 1.22% 0.104%
42 6.013 324 326 328 rBv2 299945 405967 6.04% 0.517%
43 6.104 331 334 338 rVB5 126956 347463 5.17% 0.443%
44 6.173 338 340 342 rBV3 82161 168171 2.50% 0.214%
45 6.276 348 349 350 rvv 94096 107344 1.60% 0.137%

46 6.322 350 353 354 rvv 368479 492515 7.32% 0.627%
47 6.379 356 358 360 rvv 964218 1270390 18.89% 1.618%
48 6.413 360 361 363 rvv 1015750 830559 12.35% 1.058%
49 6.482 363 367 369 rvv2 2033281 2245224 33.39% 2.860%
50 6.539 369 372 375 rVvV 480696 694219 10.32% 0.884%

51 6.630 377 380 382 rBV 3833723 4854417 72.19% 6.185%
52 6.687 382 385 387 rVvB 3291769 2837349 42_.19% 3.615%
53 6.802 393 395 398 rBv2 157951 251206 3.74% 0.320%
54 6.859 398 400 402 rVV 1342988 1192779 17.74% 1.520%
55 6.893 402 403 404 rVvv 260043 208026 3.09% 0.265%

56 6.916 404 405 411 rVB2 614615 681108 10.13% 0.868%
57 7.019 411 414 415 rBV 4300837 4361259 64.85% 5.556%
58 7.042 415 416 418 rVB 345593 245157 3.65% 0.312%
59 7.110 420 422 423 rBvY 425385 406196 6.04% 0.518%
60 7.145 423 425 426 rVB 405246 465274 6.92% 0.593%

61 7.179 426 428 433 rBvY 786688 1011358 15.04% 1.288%
62 7.259 433 435 437 rBvY 470966 441135 6.56% 0.562%
63 7.327 439 441 442 rVWV 517952 520347 7.74% 0.663%
64 7.419 445 449 452 rVB2 2609496 5247546 78.03% 6.685%
65 7.510 455 457 459 rBV2 297194 325887 4._.85% 0.415%

66 7.545 459 460 462 rBV2 235274 279318 4_.15% 0.356%
67 7.636 465 468 469 rBvV 660605 728676 10.84% 0.928%
68 7.659 469 470 472 rVB 921411 729459 10.85% 0.929%
69 7.716 472 475 476 rVB2 70118 91268 1.36% 0.116%
70 7.750 476 478 479 rBv2 152082 180075 2.68% 0.229%

71 7.773 479 480 481 rVvVv 170378 156017 2.32% 0.199%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39 Instrument :
Operator : UM/SJ BNA_F

Sample  : H5801-06 Sl
Misc i PMW-1A-112916
ALS Vial : 11 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-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 7.819 481 484 487 rVB3 631520 995580 14.80% 1.268%
73 7.887 487 490 491 rBV2 936997 1199659 17.84% 1.528%
74 7.922 491 493 494 rVvVv 220477 264225 3.93% 0.337%
75 7.967 494 497 500 rVB2 196694 370752 5.51% 0.472%

76 8.013 500 501 503 rvB 148592 153111 2.28% 0.195%
77 8.093 506 508 509 rBv2 125710 200725 2.98% 0.256%
78 8.139 509 512 519 rVvB2 1659929 3158119 46.96% 4.023%
79 8.242 519 521 522 rVB 77127 101193 1.50% 0.129%
80 8.322 525 528 529 rBvV2 58171 123061 1.83% 0.157%

81 8.425 533 537 540 rVB3 149707 251794 3.74% 0.321%
82 8.527 545 546 549 rvVv 157910 176321 2.62% 0.225%
83 8.608 552 553 555 rvv 99957 153320 2.28% 0.195%
84 8.653 555 557 560 rvv3 82855 161212 2.40% 0.205%
85 8.859 572 575 577 rBV 349140 357734 5.32% 0.456%

86 8.950 580 583 585 rBvV 175325 211794 3.15% 0.270%
87 9.225 604 607 609 rBV 6346925 6286395 93.48% 8.009%
88 9.476 626 629 632 rBvV3 45174 81765 1.22% 0.104%
89 9.556 632 636 639 rvv3 45954 88570 1.32% 0.113%
90 9.613 639 641 644 rVB 113432 109449 1.63% 0.139%

91 9.899 663 666 668 rBVY 2079755 1910131 28.40% 2.434%
92 10.688 732 735 737 rBV 4210698 4420967 65.74% 5.632%
93 10.813 744 746 750 rBV 56499 75948 1.13% 0.097%
94 11.385 793 796 798 rBV 1401720 1800378 26.77% 2.294%
95 11.911 840 842 848 rBv2 197282 221799 3.30% 0.283%

96 12.699 908 911 918 rBV 179510 220981 3.29% 0.282%
97 12.974 932 935 937 rBV 6428742 6724799 100.00% 8.567%
98 13.865 1011 1013 1019 rVB 74950 88004 1.31% 0.112%
99 14.014 1023 1026 1028 rBV 1729473 1586833 23.60% 2.022%
100 15.442 1148 1151 1154 rBV 891409 1087630 16.17% 1.386%

Sum of corrected areas: 78491969
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091380.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Cyclohexane, methyl- Concentration Rank 11

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

2.87 10.75 ng 640951 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvl- 98 C7H14 000108-87-2 87
2 1H-Pvrazole. 4.5-dihvdro-4.5-dim... 98 C5H10N2 028019-94-5 64
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 64
4 Cvclopropane. 1.1.2.3-tetramethvl- 98 C7H14 074752-93-5 64
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 62

Abundance Scan 51 (2.870 min): BF091380.D (-37) (-) m/z 55.10 100.00%
56
83
5000 4
98
‘ 69
2.60 2.80 3.00 3.20
0 ..,....,....,....|;.'..4.8,'.':.'.,‘?3..'!|,|...77.,!:..,...'.,.... m/z 83.10 77.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3281: Cyclohexane, methyl-
55 83
5000 41 IR UL LR S
o8 2.60 2.80 3.00 3.20
. 69 m/z 41.05 51.50%
IS N1 O 2 S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
260 280 3.00 320
5000 28 42 98 m/z 56.10 34.00%
56
69
S S S U S S UL SIS SUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3334: 2-Pentene, 3,4-dimethyl-, (2)-
556 8 2.60 2.80 3.00 3.20
m/z 42.10 30.39%
5000 41
98
27 69
S N 7 T 0 N R
m/z--> 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Cyclohexane, 1,2-dimethyl- Concentration Rank 12

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

4._.47 8.75 ng 521757 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- 112 C8H16 000583-57-3 93
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 81
3 3-Octene. (2)- 112 C8H16 014850-22-7 60
4 2-Pvrazoline. 1.4.5-trimethvl- 112 C6H12N2 007423-11-2 58
5 4-Octene, (2)- 112 C8H16 007642-15-1 53

Abundance Scan 191 (4.470 min): BF091380.D (-188) (-) m/z 55.10 100.00%
55
97
41
5000
69
‘ ‘ 112
420 4.40 4.60 4.80
o...“.”,.”.“..L“m.rﬁﬂw??ﬂln77iL”,.”:“.”,L.w. m/z 97.05 63.96%
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance #6563: Cyclohexane, 1,2 dimethyl-
55 97
41
5000

4.20 4.40 4.60 4.80

69 112
21 m/z 41.05 54.76%
15 “ 1] ‘\ 63 \\“ o ‘\ 91
0..w.”.“.”,”.w.”.,”.w.”.“.”,”.w.”.“.”,”.w.
m/z--> 10 20 30 40 50 60 70 90 100 110 120
Abundance
55 97
e R et
a1 420 4.40 4.60 4.80
5000 m/z 56.10 35.56%
- 69 112
83
15 47 63 77 91
L L NN W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6471: 3-Octene, (2)-
a 55 420 4.40 4.60 4.80
m/z 69.10 29.93%
5000
70
27 112
‘ 83
o N N S ) M A S RSN NN [ V. VA A VAACYA WAVLV: Wil
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 8

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

4_.57 11.68 ng 696380 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 93
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 62
3 Bicvclol3.1.0lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 60
4 Bicvclol2.2.11Theptane. 2-(2-prop... 136 C10H16 002633-80-9 53
5 2-Amino-4-methylbut-2-enenitrile 110 C6H10N2 1000197-39-9 52

Abundance Scan 200 (4.573 min): BF091380.D (-196) (-) m/z 95.10 100.00%
95
5000 5°
67
T ‘ 1o 420 4.40 4.60 4.80
77 . . . .
o..,....,....,....L-!-..‘.‘?n':!'.,..'.:',-...'.',E.‘?..,'.'.!.,....~,|!...,. m/z 55.05  50.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5855: Cyclopentene, 1,2,3-trimethyl-
95
5000
67 420 4.40 4.60 4.80
110 m/z 67.10 32.29%
27 3 55 77
0"w%?'w'J"w"j&%§'wht'w'“‘w'ﬂﬂﬁ'"ﬁ“'w'"W"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
95
420 4.40 4.60 4.80
5000 67 m/z 41.05 26.16%
110
27 41 55 82
0"|'"'|'"'|""|""1?|""?%"'|'7'4''|"'E';?'"' 1'0'3"|""|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5884: Bicyclo[3.1.0]hexane, 1,5-dimethyl- A e A RRAR
95 420 4.40 4.60 4.80
m/z 97.10 23.98%
67
5000
55
41 82 110
0“|“'w'“'w'“u“'ww“'w“ﬂ\“”“t“'ﬁ“tl“'w'“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Cyclohexane, ethyl- Concentration Rank 19

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

5.00 7.24 ng 431782 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 90
2 3.4-Dimethvl-2-hexene (c.t) 112 C8H16 002213-37-8 59
3 trans-3.4-Dimethvl-2-hexene 112 C8H16 019550-82-4 59
4 2-Hexene. 2.3-dimethvl- 112 C8H16 007145-20-2 59
5 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 53

Abundance Scan 237 (4.996 min): BF091380.D (-234) (-) m/z 55.05 100.00%
55 83
5000 41
67 _, o 112 460 480 500 520 540
0brrprrrr ettt e B 28 L Tm/z 83.10  89.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6490: Cyclohexane, ethyl-
83
55
5000 41
4.60 4.80 5.00 5.20 5.40
27 &7 112 m/z 41.10 40.49%
oS e T T s
miz--> b % % 40 50 80 70 80 0 100 110 130
Abundance
55
83 I R IR
4.60 4.80 5.00 5.20 5.40
5000 m/z 82.05 39.97%
41
27 112
15 63 % 7 97 r/\
G R R AR LS RS AN R RN AL BSS RRRE B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6578: trans-3,4-Dimethyl-2-hexene T AR AP AR T
55 8 460 480 500 520 5.40
m/z 112.05 15.42%
5000
41
112
27
0 ...,.%?.,..J:“...ji.h..ﬂﬂ.l.,..Jﬂ,..??p.l..,..?Z,....,....,. IS L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.04 16.71 ng 996331 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 32
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Methvl 16-methoxvheptadecanoate 314 C19H3803 1000110-18-2 23
5 3-Octanol 130 C8H180 020296-29-1 23

Abundance Scan 241 (5.041 min): BF091380.D (-239) (-) m/z 43.00 100.00%
43

5000

4.80 5.00 5.20 5.40

01 m/z 59.00 54 _.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 9 LI L L L LB L B B L
S 4.80 5.00 520 5.40
m/z 58.00 16.46%
15 31 101
L 51 83
Ot e T T T R T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
R N RASREmAREE R
4.80 5.00 5.20 5.40
5000 m/z 101.00 15.41%
43
o 69 83 g 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8126: 2-Hexanol, 2-methyl- A Bamae
59 4.80 5.00 5.20 5.40
m/z 41.05 12.22%
5000
43 101
15 \H‘Slm 69 83
0.”P”w””P”wuupuqunpuwmupnquupnq””.”wunpnq”” R R aE BEa e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 5.20 5.40

8270-BF112916.M Fri Dec 02 15:12:58 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, propyl- Concentration Rank 14

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

6.32 8.26 ng 492515 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78
3 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 78
4 1.2-Ethanediamine. N-(phenvImeth... 150 C9H14N2 004152-09-4 72
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 59

Abundance Scan 353 (6.322 min): BF091380.D (-350) (-) m/z 91.00 100.00%
q1
5000
120
3951 85 78 | 105 6.00 6.20 6.40 6.60
o) e P e v m/z 120.10 25.79%
m/z--> 20 40 60 8 100 120 140 160 180 200 220 240
Abundance #9107: Benzene, propyl-
91
5000
6.00 6.20 6.40 6.60
120 m/z 64.95 10.83%
15 27 39 51 6"5 7? ‘ 195
mz> %0 40 60 85 100 130 140 18 130 200 230 240
Abundance
91
120 6.00 6.20 6.40 6.60
5000 m/z 92.10 10.23%
65
27 39 51 77 105 | 132 165 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82557: 1,2-Ethanediamine, N,N'-bis(phenylmethyl)-
91 6.00 6.20 6.40 6.60
0
120 m/z 78.00 5.60%
5000
30 65 106
oL1s T S 79 | | | 135149161173 194207 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.00 6.20 6.40 6.60

8270-BF112916.M Fri Dec 02 15:12:59 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, l-ethyl-2-methyl- Concentration Rank 4

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

6.38 21.30 ng 1270390 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91

Abundance Scan 358 (6.379 min): BF091380.D(—356)d§—) m/z 105.10 100.00%
105
5000
120
3 s51,..,6 [ 9 ‘ 6.00 6.20 6.40 6.60 6.80
Oyl 84 98 L 112 L 7 190,10 30.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9127: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.00 6.20 6.40 6.60 6.80
o m/z 77.00 13.87%
oJ 15 27 3 Sieges T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
6.00 6.20 6.40 6.60 6.80
5000 m/z 91.00 13.09%
120
) 18 27 39 5l g 65 77 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9134: Benzene, 1-ethyl-4-methyl-
105 6.00 6.20 6.40 6.60 6.80
m/z 79.10 11.22%
5000
77 91 120
o te 2 e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60 6.80

8270-BF112916.M Fri Dec 02 15:13:00 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.63 Concentration Rank 1

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

6.63 81.40 ng 4854420 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 380 (6.630 min): BF091380.D (-377) (-) m/z 132.00 100.00%
5000 68
© s [} o P s 620 6k Gko ko 750
0 e AR ma m/z 68.10 37.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR R I L R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.84%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.23%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LI B L e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 14 .90%
5000 98 116
o b L8 o |l ase 189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF112916.M Fri Dec 02 15:13:00 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, 1,2,3-trimethyl- Concentration Rank 3

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

6.69 47 .58 ng 2837350 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 385 (6.687 min): BF091380.D (-382) (-) m/z 105.05 100.00%
105
5000 120
39 51 .o 65 91 6.40 6.60 6.80 7.00
Okt o A 84 | 98 L 113 L Thzz 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
5000
6.40 6.60 6.80 7.00
7 m/z 77.00 12.90%
o 15 2 39 Slsges T Sleg |
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 119.05 12.32%
27 a1 5l gges 0 91
G N RS R RS RS AR RS AN LA WA AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9121: Benzene, 1,3,5-trimethyl-
105 6.40 6.60 6.80 7.00
m/z 91.05 10.99%
120
5000
77
o 15 21 39 Sleses g Tes | |,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00

8270-BF112916.M Fri Dec 02 15:13:01 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, l-ethyl-4-methyl- Concentration Rank 10

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

6.92 11.42 ng 681108 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 95
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 405 (6.916 min): BF091380.D (-404) (-) m/z 105.10 100.00%
105
5000 120
39 51 mog 6.60 6.80 7.00 7.20
58 65
O prrrrprrrr ettt b e S Lt A8 7z 120,10 40.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9129: Benzene, 1-ethyl-4-methyl-
105
5000
120 6.60 6.80 7.00 7.20
m/z 77.05 11.99%
o 15 27 39 Slsg65 g ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 6.60 6.80 7.00 7.20
5000 m/z 91.00 9.09%

77 91
o 15 27 39 51 58 65 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9131: Benzene, 1-ethyl-3-methyl-

6.60 6.80 7.00 7.20
m/z 79.10 9.02%

5000

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-BF112916.M Fri Dec 02 15:13:02 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, 1l-methyl-3-propyl- Concentration Rank 16

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

7.14 7.80 ng 465274 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 90
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 87
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 80
4 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 80
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 72

Abundance Scan 425 (7.145 min): BF091380.D(d;423) ) m/z 105.05 100.00%
105
5000
134
77 91 6.80 7.00 7.20 7.40
39 51 65
Oyt o e e b 8L 115 125 | m/z 134.10 23.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14340: Benzene, 1-methyl-3-propyl-
105
5000
0 6.80 7.00 7.20 7.40
1 m/z 106.10  13.95%
Jo1s 2 3 s s T O | a9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
6.80 7.00 7.20 7.40
5000 m/z 77.00 9.62%
134
oL 15 27 39 51 65 [ 119 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14346: Benzene, 1-methyl-4-propyl-
105 6.80 7.00 7.20 7.40
m/z 79.00 8.21%
5000
134
0 27 3 51 s (1 91 | 15 15
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BF112916.M Fri Dec 02 15:13:03 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 5

Peak Number

17 Benzene, 1,3-diethyl-

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

7.18 16.96 ng 1011360 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 93
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 91
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 87
4 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 87
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance Scan 428 (7.179 min): BF091380.D (-426) (-) m/z 105.05 100.00%
105
119
5000 o1 134
39 51 g & 7|7 o8 197 6.80 7.00 7.20 7.40 7.60
Obrrprrrr e et et A 227 e Tm/z 119.10  64.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14331: Benzene, 1,3-diethyl-
105 119
5000 134
6.80 7.00 7.20 7.40 7.60
77 91 m/z 134.10 40.05%
27 39 =51 65 ‘
0'w'“'w'm\“'“““'m“?iu“l“jm'““w'”lﬂlw'““L}%z““w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
134 6.80 7.00 7.20 7.40 7.60
5000 m/z 91.00 37.40%
27 39 51565 7 a1 105 197
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14324: Benzene, 1,2-diethyl-
105 . 6.80 7.00 7.20 7.40 7.60
m/z 76.95 17.46%
5000 91 134
39 51 65 77
27
0 ”,.%?.,.”hq...“....ﬁn.n,ﬂﬂnl..ﬂwp...,w.gﬁahl.“.Mkl.?gz..h.,.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60

8270-BF112916.M Fri Dec 02 15:13:04 2016
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, 1l-methyl-4-propyl- Concentration Rank 18

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

7.26 7.40 ng 441135 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 94
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 87
3 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 70
4 Benzene. (1-methvlpropvl)- 134 C10H14 000135-98-8 70
5 2-Tolyloxirane 134 C9H100 002783-26-8 58

Abundance Scan 435 (7.259 min): BF091380.D (-433) (-) m/z 105.10 100.00%
105
5000
134
41 5 67 115 7.00 7.20 7.40 7.60
0..,....,....,....','....,'.'.'.5.?..'.'!',...|.|,'I...,l:.'.9.,...'.,....,1.2.3..,.I'..',.... m/z 134.10 23.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14344: Benzene, 1-methyl-4-propyl-
105
5000
7.00 7.20 7.40 7.60
134 m/z 77.00 12.29%
ol 18 27 39 Sl 65 T e 15 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 150
Abundance
105
7.00 7.20 7.40 7.60
5000 m/z 79.10 10.88%
134
o152 39 515865 (7 91 119 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14834: Benzeneacetaldehyde, .alpha.-methyl- R REaEa e
1 7.00 7.20 7.40 7.60
m/z 91.00 9.98%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BF112916.M Fri Dec 02 15:13:05 2016 Page: 17



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF120116\

BF091380.D

1 Dec 2016 18:39

UM/SJ

H5801-06 PMW-1A-112916
11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 13

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

7.33 8.72 ng 520347 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. l1-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 95
3 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 94
5 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Yy Yy
Abundance Scan 441 (7.327 min): BF091380.D (-439) (-) m/z 119.05 100.00%
119
5000
134
91 105
39 51 65 77 | | 207 7.00 7.20 7.40 7.60
o} B S ¥ PR NSO S N —————— - A m/z 134.10 31.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14378: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 7.00 7.20 7.40 7.60
0
. 3‘9 51 o 77 9‘1 1(‘)5 | m/z 91.00 19.37%
o) S R Y 'S \I\”I\H S Y ¥
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
7.00 7.20 7.40 7.60
5000 m/z 105.10 13.86%
134
91
15 27 41 53 65 77 103
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14369: Benzene, 1-ethyl-2,3-dimethyl-
119 7.00 7.20 7.40 7.60
m/z 120.10 9.74%
5000
91 134
77 105
51 65 ‘
...1.5|.2‘.7..3‘|9..“.‘.|‘.‘...‘”l..‘a.l“l“..‘”...‘.l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

8270-BF112916.M Fri Dec 02 15:13:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120116\

Data File : BF091380.D

Aca On : 1 Dec 2016 18:39

Operator : UM/SJ

3?22 le H5801-06 PMW-1A-112916
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 17

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

7.89 7.60 ng 1199660 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 86
2 2.4-Dimethvlstvrene 132 C10H12 002234-20-0 74
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 50
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 50
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 50

Abundance Scan 490 (7.887 min): BF091380.D (-487) (-) m/z 117.10 100.00%
147

5000

7.60 7.80 8.00 8.20

O m/z 119.10 78.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 7.60 7.80 8.00 8.20
0
39 51 g5 77 m/z 132.10 37.44%
15 27 ‘ 105
o.wuanquupndmnﬁm..ﬂu”“p”wwupuhuﬂwuwunpnw””,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 7.60 7.80 8.00 8.20
5000 m/z 114.95 35.40%
39 91
27 51 63 77
15 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13586: Benzene, 1-ethenyl-3-ethyl-
117 7.60 7.80 8.00 8.20
m/z 134.10 30.00%
5000 132
51 7 ot
39 63
“,}?W.EYP.”,”.4ﬂ”upwn,nﬂh.”up.ulﬁ?..le.uﬂm.w.”.P.“,”.w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120116\

Data File : BF091380.D

Acq On : 1 Dec 2016 18:39

Operator : UM/SJ

Sample - H5801-06 i e
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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]
Cyclohexane, methyl- 2.87 10.8 ng 640951 1 6.86 1192780 20.0
Cyclohexane, 1,2-... 4.47 8.8 ng 521757 1 6.86 1192780 20.0
Cyclopentene, 1,2... 4.57 11.7 ng 696380 1 6.86 1192780 20.0
Cyclohexane, ethyl- 5.00 7.2 ng 431782 1 6.86 1192780 20.0
2-Pentanone, 4-hy... 5.04 16.7 ng 996331 1 6.86 1192780 20.0
Benzene, propyl- 6.32 8.3 ng 492515 1 6.86 1192780 20.0
Benzene, 1-ethyl-.._. 6.38 21.3 ng 1270390 1 6.86 1192780 20.0
unknown6 .63 6.63 81.4 ng 4854420 1 6.86 1192780 20.0
Benzene, 1,2,3-tr... 6.69 47.6 ng 2837350 1 6.86 1192780 20.0
Benzene, l-ethyl-_._. 6.92 11.4 ng 681108 1 6.86 1192780 20.0
Benzene, 1l-methyl... 7.14 7.8 ng 465274 1 6.86 1192780 20.0
Benzene, 1,3-diet... 7.18 17.0 ng 1011360 1 6.86 1192780 20.0
Benzene, 1l-methyl... 7.26 7.4 ng 441135 1 6.86 1192780 20.0
Benzene, 2-ethyl-_._. 7.33 8.7 ng 520347 1 6.86 1192780 20.0
Benzene, 2-etheny... 7.89 7.6 ng 1199660 2 8.14 3158120 20.0
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