LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 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-BF013017.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 2.247 6 14 18 rBv2 297337 854152 16.07% 0.776%
2 2.384 23 26 28 rvv 85117 177915 3.35% 0.162%
3 2.441 28 31 34 rvVvB2 198042 401008 7.54% 0.364%
4 2.636 39 48 50 rBv4 186169 629551 11.84% 0.572%
5 2.681 50 52 56 rvB 387590 640438 12.05% 0.582%
6 2.887 64 70 75 rvB3 112262 339041 6.38% 0.308%
7 3.001 75 80 81 rBv 70757 172464 3.24% 0.157%
8 3.207 91 98 101 rBV2 134256 408458 7.68% 0.371%
9 3.276 101 104 108 rvv 343150 666758 12.54% 0.606%
10 3.367 108 112 118 rVvv 215594 532205 10.01% 0.483%

11 3.619 130 134 136 rBV 69267 164778 3.10% 0.150%
12 3.721 140 143 146 rVvV 211174 359004 6.75% 0.326%
13 3.779 146 148 152 rVB 94352 189884 3.57% 0.172%
14 3.950 159 163 166 rBV2 144028 259480 4._.88% 0.236%
15 4.121 174 178 180 rBV 89283 176001 3.31% 0.160%

16 4._.327 194 196 199 rBV 111713 152219 2.86% 0.138%
17 4.441 202 206 213 rvB2 329770 504676 9.49% 0.458%
18 4.864 241 243 247 rVB2 158537 303375 5.71% 0.276%
19 4._.956 247 251 254 rBV 542140 710992 13.37% 0.646%
20 5.013 254 256 261 rVB4 76261 151756 2.85% 0.138%

21 5.230 273 275 282 rBV 209748 301177 5.67% 0.274%
22 5.344 282 285 288 rBV3 294211 441555 8.31% 0.401%
23 5.402 288 290 295 rVvVB 2231691 2281168 42.91% 2.072%
24 5.950 334 338 340 rBV 2024377 1848761 34.78% 1.679%
25 6.247 362 364 367 rVB 3298213 4127223 77 .64% 3.749%

26 6.453 380 382 383 rBV 1425789 1522117 28.63% 1.383%
27 6.476 383 384 387 rVB 602159 673580 12.67% 0.612%
28 6.579 390 393 395 rBV 3359813 3876802 72.93% 3.521%
29 6.750 405 408 411 rBV2 525214 944076 17.76% 0.857%
30 6.807 411 413 414 rVWV 848828 920226 17.31% 0.836%

31 6.830 414 415 416 rVvVv 239760 207060 3.89% 0.188%
32 6.865 416 418 420 rVvVv 191079 237251 4._46% 0.215%
33 6.967 424 427 428 rBV2 2744304 5316101 100.00% 4_.829%
34 6.990 428 429 431 rVV 3349042 2331568 43.86% 2.118%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.059 432 435 437 rVV 1726903 1729664 32.54% 1.571%

36 7.127 439 441 445 rVB 1851657 2074751 39.03% 1.884%
37 7.196 445 447 449 rBvY 146811 170166 3.20% 0.155%
38 7.276 452 454 456 rVB 330088 288596 5.43% 0.262%
39 7.345 457 460 462 rBV 3191259 4959999 93.30% 4 _505%
40 7.379 462 463 466 rVVv2 3855842 3771313 70.94% 3.425%

41 7.459 467 470 472 rVwV 263630 338342 6.36% 0.307%
42 7.493 472 473 477 rVB2 166414 242124 4 _55% 0.220%
43 7.585 477 481 483 rBV 2570864 2479973 46.65% 2.253%
44 7.699 489 491 492 rBvV 332240 303486 5.71% 0.276%
45 7.768 492 497 500 rVB 2470524 2919101 54.91% 2.651%

46 7.836 500 503 505 rBV 4002057 4578635 86.13% 4_.159%
47 7.870 505 506 507 rvv 237307 232012 4_36% 0.211%
48 7.916 507 510 513 rVvVv3 294458 540356 10.16% 0.491%
49 7.962 513 514 516 rVB 423125 365134 6.87% 0.332%
50 8.088 516 525 528 rBV3 1653435 4451897 83.74% 4.044%

51 8.145 528 530 532 rvv 653336 925184 17.40% 0.840%
52 8.179 532 533 535 rvB 359137 358207 6.74% 0.325%
53 8.248 538 539 540 rvv 210247 160980 3.03% 0.146%
54 8.293 540 543 545 rvv3 301624 373690 7.03% 0.339%
55 8.373 545 550 553 rvv3 682777 1263171 23.76% 1.147%

56 8.476 557 559 561 rvv 957108 939473 17.67% 0.853%
57 8.556 564 566 568 rvv2 649038 1000127 18.81% 0.908%
58 8.602 568 570 572 rvV 606175 941495 17.71% 0.855%
59 8.659 572 575 576 rvv2 289345 495278 9.32% 0.450%
60 8.682 576 577 579 rvv2 687784 666415 12.54% 0.605%

61 8.728 579 581 582 rvVv 245687 426775 8.03% 0.388%
62 8.750 582 583 589 rvv4 565858 940849 17.70% 0.855%
63 8.910 593 597 598 rvv 4034780 4484950 84.37% 4._.074%
64 8.933 598 599 602 rvv 325438 358182 6.74% 0.325%
65 8.991 602 604 607 rvv4 133404 337728 6.35% 0.307%

66 9.116 612 615 617 rvv3 130845 301017 5.66% 0.273%
67 9.173 617 620 622 rVV 4418423 4818508 90.64% 4._.377%
68 9.311 629 632 634 rvVv 300267 485111 9.13% 0.441%
69 9.368 634 637 640 rvv 679154 1156085 21.75% 1.050%
70 9.436 640 643 647 rvV 1605281 2452050 46.12% 2.227%

71 9.505 647 649 650 rvv 2200603 2508260 47.18% 2.278%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 9.528 650 651 653 rvv 1117035 1560005 29.34% 1.417%
73 9.562 653 654 657 rvv 228266 262999 4._.95% 0.239%
74 9.619 657 659 664 rvVB 975708 1388507 26.12% 1.261%
75 9.699 664 666 669 rBvV 545551 660019 12.42% 0.599%

76 9.848 676 679 680 rBV 1301419 1438650 27.06% 1.307%
77 9.882 680 682 686 rvB3 381971 596763 11.23% 0.542%
78 9.951 686 688 690 rvB 374408 509368 9.58% 0.463%
79 9.996 690 692 693 rBvV 135303 185393 3.49% 0.168%
80 10.042 694 696 698 rvv 465451 660807 12.43% 0.600%

81 10.088 698 700 702 rvVv 492907 459558 8.64% 0.417%
82 10.156 704 706 708 rBV 398857 493511 9.28% 0.448%
83 10.191 708 709 712 rvV 342961 265664 5.00% 0.241%
84 10.248 712 714 715 rVvV 244006 348642 6.56% 0.317%
85 10.271 715 716 718 rVB 293718 220155 4.14% 0.200%

86 10.385 724 726 729 rvv2 326135 459919 8.65% 0.418%
87 10.454 729 732 737 rVV2 650265 1090810 20.52% 0.991%
88 10.545 737 740 742 rVB3 136954 293143 5.51% 0.266%
89 10.636 745 748 751 rvV 2072613 2415543 45.44% 2.194%
90 10.751 753 758 762 rVB2 266519 513126 9.65% 0.466%

91 10.934 771 774 776 rVV 140371 257449 4.84% 0.234%
92 10.968 776 777 781 rvV 403789 420449 7.91% 0.382%
93 11.071 785 786 790 rVB3 101734 184210 3.47% 0.167%
94 11.219 798 799 802 rVB 210263 256823 4._.83% 0.233%
95 11.334 806 809 812 rBV 1112124 1649413 31.03% 1.498%

96 11.825 850 852 854 rvv 103385 154835 2.91% 0.141%
97 11.939 860 862 867 rvVB 95599 159390 3.00% 0.145%
98 12.911 944 947 950 rBV 2899192 3695778 69.52% 3.357%
99 13.974 1037 1040 1042 rBV 749487 1013592 19.07% 0.921%
100 15.391 1161 1164 1167 rBV 660922 821305 15.45% 0.746%

Sum of corrected areas: 110097730
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF093302.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Hexene, 2-methyl- Concentration Rank 14

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

2.25 18.56 ng 854152 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 2-methvl- 98 C7H14 002738-19-4 76
2 (BE)-3-Methvl-2-hexene 98 C7H14 020710-38-7 70
3 3-Methvl-3-hexene 98 C7H14 003404-65-7 70
4 3-Hexene. 3-methvl-. (2)- 98 C7H14 004914-89-0 70
5 2-Hexene, 3-methyl-, (2)- 98 C7H14 010574-36-4 70

Abundance Scan 14 (2.247 min): BF093302.D (-6) (-) m/z 41.05 100.00%
41.0 69.0
81.1
5000 5.0
98.1
ﬁ!‘r"""’"’!‘"""r""""r"""ﬂ"‘"’"‘"ﬁ'
‘ || Ul | N 2.20 2.30 2.40 2.50 2.60 2.70
o) BSOS VNS4 V¥ SN 1 1 ST 417 MMEISIENY W N m/z 69.05 87.63%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3272: 2-Hexene, 2-methyl-
41.0 69.0
5000
28.0 55.0 98.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 81.10 72.17%
15.0 ‘ ‘ 83.0
(o) E——— ||||‘l|||l‘:::‘:‘:::|||‘|‘|||||‘|||||||||||
I I I I I I I I I |
m/z--> 10 20 30 40 70 80 90 100
Abundance
41.0 69.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 55.0 m/z 55.05 51.68%
98.0
27.0
83.0
L S UL S UL S UL UL I L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3255: 3-Methyl-3-hexene
41.0 69.0 2.20 2.30 2.40 2.50 2.60 2.70
' m/z 98.10 30.58%
5000 5.0
270 98.0
83.0
"I}?RI"'W""P"'I”"I"”I""P"'I”"I"”
m/z--> 10 20 30 40 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Cyclopentane, 1,2-dimethyl-_._._. Concentration Rank 20

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

2.64 13.68 ng 629551 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 87
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 87
3 Cvclopentane. 1.2-dimethvl- 98 C7H14 002452-99-5 64
4 l1sopropvlcvclobutane 98 C7H14 000872-56-0 64
5 2-Heptene 98 C7H14 000592-77-8 49

Abundance Scan 48 (2.636 min): BF093302.D (-39) (-) m/z 55.05 100.00%
58.0
41.0 70.1
83.1
5000
98.1
H | 2.40 2.60 2.80 3.00
o 1 N o OGO | SN m/z 56.05 83.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3347: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
5000
27.0 2.40 2.60 2.80 3.00
83.0 98.0 m/z 70.10 74 .92%
15.0 ‘ ‘ '
0"ﬁp“'w”“l“‘h'“'bt“rﬂ‘w'“”“'“li'w'“'w'“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
ao B0 700
2.40 2.60 2.80 3.00
5000 m/z 41.05 67.78%
27.0 830
98.0
10 15.0
e LS IR AL AL I AL UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3330: Cyclopentane, 1,2-dimethyl-
56.0 2.40 2.60 2.80 3.00
m/z 83.10 53.43%
41.0 70.0
5000
27.0 83.0 98.0
S IR LA MRS s R ns RS AR AEA S AR A RN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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, methyl- Concentration Rank 19

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

2.68 13.92 ng 640438 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvl- 98 C7H14 000108-87-2 87
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 80
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 80
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72

Abundance Scan 52 (2.681 min): BF093302.D (-50) (-) m/z 83.10 100.00%
55.1 83.1
5000 41.1 98.1
| | | 69|'1 | 2.40 2.60 2.80 3.00
o et e e m/z 55.10 94.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3281: Cyclohexane, methyl-
55.0 83.0
5000
410 %60 2.40 2.60 2.80 3.00
69.0 ' m/z 41.10 42 .39%
27.0
0 H N min \\H ‘ !
L SURLLEL LRI SRR UL LRI SURLLEL LRI SUR L SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
2.40 2.60 2.80 3.00
5000 410 98.0 m/z 98.10 36.22%
27.0 69.0
15.0
S S S I 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)- R REE R e
55.0 83.0 2.40 2.60 2.80 3.00
m/z 42.10 27.60%
5000 41.0
98.0
27.0 69.0
0"|}ﬁq|'”M“'“'i*“'F”J'|'“““'“'F'“'|'“'\'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2,4-Heptadiene, (E,E)- Concentration Rank 18

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

3.28 14.49 ng 666758 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Heptadiene. (E.E)- 96 C7H12 002384-94-3 91
2 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 90
3 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 86
4 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 80
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 80

Abundance Scan 104 (3.276 min): BF093302.D (-101) (-) m/z 81.10 100.00%
81.1
5000
96.1
3?'? 571 67|'1 | | 1101 3.00 320 3.40 3.60
Ob e et et e e A | Tm/ZZz 96.10 0 28.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2818: 2,4-Heptadiene, (E,E)-
81.0
5000
41.0 530 96.0 3.00 3.20 3.40 3.60
27.0 ' 670 m/z 79.10 23.43%
0 ‘ | il M‘ ‘ M | ‘ |
'”I'”'I”"P"W"”I'”'I' RN RARAS AARSS RS NARES
m/z--> 10 40 50 70 80 90 100 110
Abundance
81.0
3.00 3.20 3.40 3.60
5000 m/z 39.05 15.63%
070 390 o 670 96.0
G R S U A IS I IR RS S SRR B!
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2856: Cyclopentene, 1,5-dimethyl- B B B B
81.0 3.00 3.20 3.40 3.60
m/z 67.10 15.07%
5000
27.0 39.0 96.0
15.0 ﬁo 67.0
0"'P"W"”I'”'I”"N'M'P'JW"MIl”'I'M'I”"P"W
m/z--> 10 20 30 40 60 70 80 90 100 110 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16

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

4.96 15.45 ng 710992 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 251 (4.956 min): BF093302.D (-247) (-) m/z 43.10 100.00%
43.1
59.1
5000
1oLt 460 480 500 520
Y 1 NSO [N SN~ N I = K o 2y 1 Bty
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 7k 2o by sk T
0
150 a0 1010 m/z 101.10 17 .25%
0"'w'hw"“H“"w“"w"“l'“'l'“'??g'l“'*m“"w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 15.02%
20.0 101.0
0 15.0 73.0 83.0
R IR SULILI SO SURILL SO UL I IV UL S I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 460 4.80 5.00 5.20
m/z 41.05 9.06%
5000 41.0
31.0
69.0 87.0
15.0 \H SOO\N‘ 98.0
0"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"I RS SN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzene, (1-methylethyl)- Concentration Rank 6

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

5.95 40.18 ng 1848760 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 80
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 72
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 72

Abundance Scan 338 (5.950 min): BF093302.D (-334) (-) m/z 105.10 100.00%
106.1
5000
771 120.1 e
300 210 o |'| 91.1 560 5.80 6.00 6.20
Ol e prr el e bl e m/z 120.10  25.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9118: Benzene, (1-methylethyl)-
105.0
5000 A L L R L I
120.0 5.60 5.80 6.00 6.20
770 ' m/z 77.10 16.07%
150 270 30 519 go 1 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
560 580 600 620
5000 120.0 m/z 79.10 14 .75%
39.0
27.0 5.0 g3o /70 910
e R R R RS RS R RS RN RARLS WARS SRS ARRE B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9134: Benzene, 1-ethyl-4-methyl-
105.0 5.60 5.80 6.00 6.20
m/z 51.00 11.73%
5000
77.0 91.0 1200
150 270 %0 S50 B0 | | .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Benzene, propyl- Concentration Rank 2

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

6.25 89.70 ng 4127220 1,4-Dichlorobenzene-d4 6.81
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 72
4 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 72
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 50

Abundance Scan 364 (6.247 min): BF093302.D (-362) (-) m/z 91.10 100.00%
91.1
5000
120.1 "”I"”I"”I"”I"ﬁ
39p 650 6.00 6.20 6.40 6.60
Ol et bl e b e e || /2 120.10  22.02%
m/z--> 20 40 60 8 100 120 140 160 180 200 220 240
Abundance #9109: Benzene, propyl-
91.0
5000
6.00 6.20 6.40 6.60
120.0 m/z 65.05 12.22%
39.0 650
0'“l“'ﬁ'“'w'“u“lw'“'w'“l“'w'“'w'“ [T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91.0
"”I'”'I”"P"W"ﬁ
6.00 6.20 6.40 6.60
5000 120.0 m/z 92.10 11.27%
65.0
15.0 390 209.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82557: 1,2-Ethanediamine, N,N-bis(phenylmethyl)- e e T
91.0 6.00 6.20 6.40 6.60
0
120.0 m/z 78.10 6.55%
5000
30.0 65.0
0 L . 149.0 17301940 240.0
m/z--> 20 Jo 60 éo 100 120 140 160 180 200 220 240 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.58 Concentration Rank 3

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

6.58 84.26 ng 3876800 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 393 (6.579 min): BF093302.D (-390) (-) m/z 132.10 100.00%
13R.1
5000 68.0
96.1 SSSEPARARE RS SRR R
40.0 540 | 850 | 70 6.20 6.40 6.60 6.80 7.00
Obrr e pree b et e 82,0 L 070 L m/z 68.05 38.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS N R R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 34 .03%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 24 .90%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.76%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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, 1l-methyl-4-propyl- Concentration Rank 11

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

6.75 20.52 ng 944076 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 91
2 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 90
3 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 83
4 2-1ndanol 134 C9H100 004254-29-9 72
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 72

Abundance Scan 408 (6.750 min): BF093302.D (-405) (-) m/z 105.10 100.00%
105.1
5000
51.0 71 OF 13H 6.40 6.60 6.80 7.00
39.0 910 @50 : : : :
o..,....,....,....',-....i'....,.~.-..,...|:|,....,:...,.':.'.,.1}.7.',1....,.I..,l.‘.‘?;?.. m/z 91.10 22.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14344: Benzene, 1-methyl-4-propyl-
105.0
5000
6.40 6.60 6.80 7.00
270 134.0 m/z 134.10 18.11%
150 270 390 510 650 ' %O | 1170 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105.0
6.40 6.60 6.80 7.00
5000 m/z 77.10 13.68%
91.0 134.0
15.0 27.0 39.0 51.0 65.0 .o 119.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14832: Benzeneacetaldehyde, .alpha.-methyl-
105.0 6.40 6.60 6.80 7.00
m/z 79.05 10.78%
5000
77.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Indane Concentration Rank 4

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

6.99 50.67 ng 2331570 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 50
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 38
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 38
4 Benzene. 1-propenvl- 118 C9H10 000637-50-3 38
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 9

Abundance Scan 429 (6.990 min): BF093302.D (-428) (-) m/z 117.10 100.00%
117.1
5000
911 ‘ 6.60 6.80 7.00 7.20 7.40
103.1
O oo L e e Tm/z 118.10  55.53%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8673: Indane
117.0
5000 ERASSARAARRARARRARAA RS
6.60 6.80 7.00 7.20 7.40
8.0 910 m/z 115.10 31.72%
0 27.0 39\0 l ‘ AN 70 \‘. 1030 “\
miz--> 1% 2% 3 4 B0 6 0 80 80 160 130 130
Abundance
117.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.10 9.46%
91.0
. 270 39.0 58.0 77.0 103.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8679: Benzene, 2-propenyl-
117.0 6.60 6.80 7.00 7.20 7.40
m/z 116.10 5.77%
5000 91.0
89 510 65.0
27.0 78.0 103.0 ‘
0'“?P'W}?QP'”I“'W'“'P'“I”'W'”'P'”I”'W'“'P'“I”'W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 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\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Benzene, 1,3-diethyl- Concentration Rank 7

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

7.06 37.59 ng 1729660 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
3 Benzene. 1-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 90
4 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 86

Abundance Scan 435 (7.059 min): BF093302.D (-432) (-) m/z 119.10 100.00%
106.1 119.1
5000 134.1
91.0
39.1 51.0 65.0 77|'0 6.80 7.00 7.20 7.40
Ol et e e et il - mZZ 105.05 98 62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14326: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0
6.80 7.00 7.20 7.40
770 910 m/z 134.10 49_.86%
o150 270 390 510 es0 ' .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
105.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.05 26.15%
91.0
o 150 270 410 530 650 7.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14374: Benzene, 1-ethyl-3,5-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.05 15.30%
5000
134.0
27.0 39‘-0 51.0 65.0 77‘.0 91.0 10?.0 ‘
(o) E—— |||‘| N ‘::::“:‘:n I\I\” SN TR OSSN I [THE N | S| —
m/z--> 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\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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, (2-methylpropyl)- Concentration Rank 5

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

7.13 45.09 ng 2074750 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 53
2 3-Thuien-2-o0l. stereoisomer 152 C10H160 003310-03-0 50
3 Benzene. butvl- 134 C10H14 000104-51-8 49
4 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 38
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 30

Abundance Scan 441 (7.127 min): BF093302.D (-439) (-) m/z 91.10 100.00%
91.1
105.1
5000 1191 1341

39.1 510 650 77.0 6.80 7.00 7.20 7.40

o..,....,....,....','....i':~...,.'.|..,...|!',....-,.-...,.'!!.,..'.'.;....,..'..,... m/z 105.10 69.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14337: Benzene, (2-methylpropyl)-
91.0
5000
6.80 7.00 7.20 7.40
65.0 134.0 m/z 119.10 47 .97%
150 270 B9 SLO | 710 | 10801150
B LA N R o o o R R o R R SRR e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91.0
6.80 7.00 7.20 7.40
5000 m/z 134.05 44 _86%
119.0
41.0 65.0
53.0 7.0 105.0 134.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14312: Benzene, butyl-
91.0 6.80 7.00 7.20 7.40
m/z 92.10 43 .20%
5000
134.0
27.0 39.0 510 %0 <780 105.0
S A NS RN S~
m/z--> 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\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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, 2-ethenyl-1,4-dime... Concentration Rank 10

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

7.84 20.57 ng 4578640 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 90
3 2.4-Dimethvistvrene 132 C10H12 002234-20-0 83
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 64
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 64

Abundance Scan 503 (7.836 min): BF093302.D (-500) (-) m/z 117.10 100.00%
117.1

5000 132.1

91.0

51.0 65.0 77.1 7.60 7.80 8.00 8.20

145.2 160.2

O m/z 119.10 73.12%
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-
117.0
132.0
5000
91.0 7.60 7.80 8.00 8.20
m/z 132.10 39.29%
s70 510 650 77.0 ‘
0..&%9“.M,”.“.”.mhnlﬂt..nwp.nuh.}%ﬁg.”l“.ﬂhu.q.”.“.”,”.q
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 115.10 32.35%
39.0 91.0
. 26,0 52.0 80 77.0 104.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13572: 2,4-Dimethylstyrene
117.0 7.60 7.80 8.00 8.20
0
132.0 m/z 134.10 29.20%
5000 910
39.0 ’
‘ 63.0 77.0
15.0 ‘
O.WHHP.L“”lpHJM”:ML.u“\””“”ﬁ%ﬁﬂ”lhnﬂhﬂ“p.”““.“”q
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Naphthalene, 2-ethyl- Concentration Rank 15

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

9.37 16.07 ng 1156090 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 97
2 Naphthalene. l-ethvl- 156 C12H12 001127-76-0 97
3 2-Thiophenecarboxvlic acid. 5-et... 156 C7H802S 023229-72-3 72
4 3" .47 -Difluoroacetophenone 156 C8H6F20 000369-33-5 64
5 Naphthalene, 1-propyl- 170 C13H14 002765-18-6 53

Abundance Scan 637 (9.368 min): BF093302.D (-634) (-) m/z 141.10 100.00%
1401
5000 156.1
115.1
575 760 9.00 9.20 9.40 9.60 9.80
Ol 20 2 i 28 | ol 17321881 1 Tz77156.10  43.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27160: Naphthalene, 2-ethyl-
141.0
5000 156.0
9.00 9.20 9.40 9.60 9.80
115.0 m/z 115.10 19.65%
0 27.0 ! 510 ! 76‘0 91.0 ‘ i ‘ T
miz--> b w & s i do e ik
Abundance
141.0
156.0 9.00 9.20 9.40 9.60 9.80
5000 ' m/z 142.10 11.74%
115.0
ol 150 390 63.0 89.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27435: 2-Thiophenecarboxylic acid, 5-ethyl- T PR
141.0 9.00 9.20 9.40 9.60 9.80
m/z 128.10 7.57%
5000 156.0
45.0 111.0
0 26\'0 L] .. 620 77‘0 95\0 ‘\ Al i
||||||||||||||||||||||||||||||||||||||| —v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—
m/z--> 20 40 60 80 100 120 14'10 160 180 ' 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Naphthalene, 2,6-dimethyl- Concentration Rank 9

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

9.44 34.09 ng 2452050 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 643 (9.436 min): BF093302.D (-640) (-) m/z 156.10 100.00%
156.1
141.1
5000
9.20 9.40 9.60 9.80
o} m/z 141.10 70.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27167: Naphthalene, 2,6-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
630 77.0 115.0 m/z 155.10 37.01%
ol 180 %0 O L es0 ol
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141.0156.0
9.20 9.40 9.60 9.80
5000 m/z 115.10 15.74%
115.0
63.0 77.0
0l 15.0 39.0 101.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27195: Naphthalene, 1,6—dimethy|— L L B B
0153.0 9.20 9.40 9.60 9.80
14L. m/z 128.05 13.82%
5000
115.0
63.0 77.0
0 -1-4.-0| ™ -3-9‘;0- -“- T |“l T -”H‘| T4 -9-8'|O‘- T -‘- T -“-‘- -‘|‘- T ‘H‘ ‘| LI e LI O
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Naphthalene, 1,7-dimethyl- Concentration Rank 8

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

9.50 34.87 ng 2508260 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 649 (9.505 min): BF093302.D (-647) (-) m/z 156.10 100.00%
5000
9.20 9.40 9.60 9.80
of m/z 141.10 88.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27169: Naphthalene, 1,7-dimethyl-
141.0 1560
5000
9.20 9.40 9.60 9.80
0,
00 63.0 77.0 115.0 m/z 155.10 32 .44%
0 .1.5.'0| —— "I. i .“. i I“l I\IMH\I i .‘.1.0,1'.0. .‘. I .“l‘. I\I\I .‘H‘ ‘ e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0
9.20 9.40 9.60 9.80
5000 m/z 115.05 20.08%
115.0
ol 14.0 390 B0TO0o0h
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27164: Naphthalene, 2,3-dimethyl-
141.0 156.0 9.20 9.40 9.60 9.80
m/z 153.10 15.54%
5000
115.0
51.0 76.0 ‘
—— |2|7‘|0| "l : Iw\l " Iw‘l I\IMM\I i~ I]I'OIJT'IOI |‘i | Iw‘l\l I‘I‘I I\H\ e
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Naphthalene, 1,3-dimethyl- Concentration Rank 13

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

9.62 19.30 ng 1388510 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 98
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 659 (9.619 min): BF093302.D (-657) (-) m/z 141.10 100.00%
141.1 156.1
5000
115.1
63.0 77.1 9.20 9.40 9.60 9.80 10.00
39.1
0 1011 L-Jd% m/z 156.10  92.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27174: Naphthalene, 1,3-dimethyl-
141.0 156.0
5000
9.20 9.40 9.60 9.80 10.00
6.0 115.0 m/z 155.10 24 _.98%
63.0 /6.
0 ...l...3.9|.0. .‘..,‘l..‘l“,.%l:q,...‘;,.‘l‘. -H‘--‘H“ ————
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141.0 156.0
9.20 9.40 9.60 9.80 10.00
5000 m/z 115.10 22 .56%
115.0
76.0
oL1s0 390 620 101.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27173: Naphthalene, 1,5—dimethy|— B L L B B
156.0 9.20 9.40 9.60 9.80 10.00
m/z 128.10 14 _.68%
141.0
5000
115.0
o150 30 630 M0 g0 |
Trrrrrrryrrrryrrrryrrrryrrr Tt L e | —rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—h
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093302.D

Aca On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample : 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1,1"-Biphenyl, 2-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.45 15.16 ng 1090810 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 70
2 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 68
3 1.1°-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 52
4 Naphthalene. 2-(l1-methvlethenvl)- 168 C13H12 003710-23-4 50
5 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 50

Abundance Scan 732 (10.454 min): BF093302.D (-729) (-) m/z 168.10 100.00%
168.1
153.1
5000
©10.20 10.40 10.60 10.80
o} m/z 153.10 73.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34879: 1,1'-Biphenyl, 2-methyl-
168.0
5000
153.0 10.20 10.40 10.60 10.80
83.0 o ' m/z 167.10 59.44%
S Y Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
168.0
153.0 10.20 10.40 10.60 10.80
5000 m/z 165.10 42.78%
115.0
39.0 630 830
o 15.0 99.0 137,0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #34877: 1,1-Biphenyl, 4-methyl-
168.0 10.20 10.40 10.60 10.80
m/z 152.10 41.62%
5000
152.0
0 39'0 L 63\"‘0 , \\\9‘1\'0 11\5'0 , b “\ ‘
mz-> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF030117\
Data File : BF093302.D

Acq On : 1 Mar 2017 21:12

Operator : SJ/MA

Sample - 12031-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Hexene, 2-methyl- 2.25 18.6 ng 854152 1 6.81 920226 20.0
Cyclopentane, 1,2... 2.64 13.7 ng 629551 1 6.81 920226 20.0
Cyclohexane, methyl- 2.68 13.9 ng 640438 1 6.81 920226 20.0
2,4-Heptadiene, (... 3.28 14.5 ng 666758 1 6.81 920226 20.0
2-Pentanone, 4-hy... 4_.96 15.4 ng 710992 1 6.81 920226 20.0
Benzene, (1-methy... 5.95 40.2 ng 1848760 1 6.81 920226 20.0
Benzene, propyl- 6.25 89.7 ng 4127220 1 6.81 920226 20.0
unknown6 .58 6.58 84.3 ng 3876800 1 6.81 920226 20.0
Benzene, 1-methyl. .. 6.75 20.5 ng 944076 1 6.81 920226 20.0
Indane 6.99 50.7 ng 2331570 1 6.81 920226 20.0
Benzene, 1,3-diet... 7.06 37.6 ng 1729660 1 6.81 920226 20.0
Benzene, (2-methy... 7.13 45.1 ng 2074750 1 6.81 920226 20.0
Benzene, 2-etheny... 7.84 20.6 ng 4578640 2 8.10 4451900 20.0
Naphthalene, 2-et... 9.37 16.1 ng 1156090 3 9.85 1438650 20.0
Naphthalene, 2,6-... 9.44 34.1 ng 2452050 3 9.85 1438650 20.0
Naphthalene, 1,7-... 9.50 34.9 ng 2508260 3 9.85 1438650 20.0
Naphthalene, 1,3-... 9.62 19.3 ng 1388510 3 9.85 1438650 20.0
1,1"-Biphenyl, 2-._.. 10.45 15.2 ng 1090810 3 9.85 1438650 20.0
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