LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 5.081 260 262 265 rBV 506812 645924 28.57% 1.121%
2 5.516 298 300 303 rVB 1294734 1521984 67.33% 2.641%
3 6.156 353 356 359 rVVv2 182874 276909 12.25% 0.481%
4 6.350 370 373 374 rBV 133140 200714 8.88% 0.348%
5 6.442 379 381 385 rBV3 209383 395921 17.51% 0.687%
6 6.556 389 391 393 rVV 1825938 1924994 85.16% 3.341%
7 6.647 396 399 400 rVV2 169116 363374 16.07% 0.631%
8 6.682 400 402 405 rvv 1762138 1905588 84.30% 3.307%
9 6.750 405 408 411 rvv4 240973 449532 19.89% 0.780%
10 6.876 411 419 420 rvv4 143906 510180 22.57% 0.885%

11 6.910 420 422 425 rVv2 868048 1278027 56.54% 2.218%
12 6.990 425 429 431 rVV2 453544 806121 35.66% 1.399%
13 7.024 431 432 434 rVWV 229997 335883 14.86% 0.583%
14 7.070 434 436 438 rVV2 1600074 1906491 84.34% 3.309%
15 7.139 441 442 443 rVWV 142060 179596 7.94% 0.312%

16 7.185 444 446 448 rVV2 264211 403139 17.83% 0.700%
17 7.219 448 449 451 rvv2 90386 166836 7.38% 0.290%
18 7.265 451 453 454 rVvv 169004 248937 11.01% 0.432%
19 7.310 454 457 458 rVvv 530013 629828 27.86% 1.093%
20 7.333 458 459 462 rVV3 185242 363963 16.10% 0.632%

21 7.390 462 464 466 rvv2 132776 265439 11.74% 0.461%
22 7.447 466 469 470 rvv2 517690 933546 41.30% 1.620%
23 7.482 470 472 474 rVV 1058046 1600918 70.82% 2.778%
24 7.516 474 475 476 rVvV 352114 315164 13.94% 0.547%
25 7.562 476 479 481 rVVv2 458718 809368 35.80% 1.405%

26 7.607 481 483 486 rvv2 235696 620395 27.44% 1.077%
27 7.699 486 491 492 rVV3 360493 960406 42.49% 1.667%
28 7.722 492 493 495 rVvVv 518194 565470 25.02% 0.981%
29 7.813 498 501 502 rVV3 424634 769957 34.06% 1.336%
30 7.836 502 503 506 rvv3 498598 795582 35.19% 1.381%

31 7.882 506 507 508 rvv 175085 191644 8.48% 0.333%
32 7.916 508 510 511 rvv 151069 264026 11.68% 0.458%
33 7.939 511 512 517 rVvV5 262023 693921 30.70% 1.204%
34 8.019 517 519 522 rvv3 231651 444302 19.65% 0.771%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 8.076 522 524 525 rvv2 218775 349549 15.46% 0.607%

36 8.099 525 526 528 rvVv 147857 271489 12.01% 0.471%
37 8.156 528 531 532 rvv3 263687 607642 26.88% 1.055%
38 8.202 532 535 536 rvV 1420458 1790552 79.21% 3.107%
39 8.259 538 540 541 rvv2 524637 638590 28.25% 1.108%
40 8.293 541 543 544 rvv2 225358 346314 15.32% 0.601%

41 8.373 547 550 551 rvv2 147556 362047 16.02% 0.628%
42 8.408 551 553 556 rvv2 185289 416451 18.42% 0.723%
43 8.488 556 560 562 rvv3 394208 738950 32.69% 1.282%
44 8.545 564 565 567 rvv2 182852 285145 12.61% 0.495%
45 8.579 567 568 570 rvv2 200148 288357 12.76% 0.500%

46 8.625 570 572 574 rVvV 451101 773443 34.22% 1.342%
47 8.705 578 579 580 rvv 149352 161325 7.14% 0.280%
48 8.739 580 582 583 rvv2 150693 255961 11.32% 0.444%
49 8.785 585 586 588 rvv2 204939 348236 15.41% 0.604%
50 8.830 588 590 591 rvv2 172406 312704 13.83% 0.543%

51 8.888 593 595 596 rvv2 238677 335892 14.86% 0.583%
52 8.979 601 603 604 rvv2 132074 235192 10.40% 0.408%
53 9.013 604 606 608 rvv 186804 326653 14.45% 0.567%
54 9.082 610 612 613 rvv2 109500 220390 9.75% 0.382%
55 9.105 613 614 616 rvVv 215365 274147 12.13% 0.476%

56 9.150 616 618 620 rvv3 100991 210565 9.31% 0.365%
57 9.196 620 622 623 rvv2 107073 184591 8.17% 0.320%
58 9.219 623 624 626 rvV 458229 473209 20.93% 0.821%
59 9.276 627 629 631 rvVV 1977206 1733202 76.67% 3.008%
60 9.356 633 636 638 rvv 167033 368991 16.32% 0.640%

61 9.425 640 642 645 rvv2 101944 215943 9.55% 0.375%
62 9.528 650 651 654 rvv3d 119973 216447 9.58% 0.376%
63 9.608 657 658 660 rvv 134239 215686 9.54% 0.374%
64 9.676 660 664 665 rvv3 331709 599944 26.54% 1.041%
65 9.950 686 688 690 rvv 700939 1018636 45.06% 1.768%

66 10.499 734 736 740 rvB2 117187 177202 7.84% 0.308%
67 10.739 755 757 760 rBv2 550440 755182 33.41% 1.311%
68 10.865 766 768 772 rVB 162598 267741 11.84% 0.465%
69 11.334 808 809 812 rVB2 147254 167698 7.42% 0.291%
70 11.448 816 819 820 rBV 847983 1082964 47.91% 1.879%

71 11.471 820 821 823 rvV 1131758 803224 35.53% 1.394%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 11.516 823 825 827 rVB 284065 249476 11.04% 0.433%
73 11.951 860 863 864 rvv 164992 244530 10.82% 0.424%
74 11.974 864 865 867 rvv 303161 257689 11.40% 0.447%
75 12.019 867 869 871 rvv2 108747 157228 6.96% 0.273%

76 12.054 871 872 876 rVB 310597 565364 25.01% 0.981%
77 12.145 877 880 882 rBV3 86010 159067 7.04% 0.276%
78 12.191 882 884 886 rvv2 187732 262579 11.62% 0.456%
79 12.236 886 888 892 rvB3 94791 192343 8.51% 0.334%
80 12.294 892 893 897 rBv3 140671 245483 10.86% 0.426%

81 12.396 899 902 903 rBv2 200067 282161 12.48% 0.490%
82 12.476 907 909 910 rBV 210001 195311 8.64% 0.339%
83 12.659 924 925 927 rBV 1276379 1664900 73.65% 2.889%
84 12.705 927 929 930 rVV 1299699 1417260 62.70% 2.460%
85 12.888 942 945 948 rBV 1433134 1796207 79.46% 3.117%

86 12.945 948 950 952 rvB2 107059 160703 7.11% 0.279%
87 13.025 955 957 961 rvVB 1011406 1284957 56.84% 2.230%
88 13.105 961 964 966 rBV2 144961 283924 12.56% 0.493%
89 13.162 968 969 971 rvv 205992 276828 12.25% 0.480%
90 13.219 972 974 976 rVvV 343666 368706 16.31% 0.640%

91 13.288 976 980 981 rvv2 194751 377422 16.70% 0.655%
92 13.322 981 983 986 rvB2 177008 261090 11.55% 0.453%
93 13.597 1005 1007 1010 rBV2 138035 231770 10.25% 0.402%
94 13.928 1035 1036 1039 rVB 219895 184244 8.15% 0.320%
95 14.088 1047 1050 1056 rVB2 1064073 2260509 100.00% 3.923%

96 15.128 1138 1141 1144 rBV 360927 825236 36.51% 1.432%
97 15.425 1165 1167 1170 rVB 215515 261406 11.56% 0.454%
98 15.482 1170 1172 1175 rVV 322799 456726 20.20% 0.793%
99 15.551 1175 1178 1187 rVB2 429325 881218 38.98% 1.529%
100 16.660 1273 1275 1278 rVB 140623 242504 10.73% 0.421%

Sum of corrected areas: 57621174
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF020617\

BF092821.D

7 Feb 2017  2:55

SJ/MA

11695-03 2X

25 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF092821.D

7.07

5.52

7.48

5.08

0

Time-->

T
5.00

T
5.50

T
2.50

I
3.00

T
3.50

T
4.00

T
4.50

Abundance
2000000

1500000

1000000

500000

0

8.20

TIC: BF092821.D

9128

12.89
13%61

13.03
11.47

T
Time--> 8.00

13.00 13.50

10.50 11.00 11.50

8.50 12.00 12.50

Abundance
2000000

1500000

1000000

500000

0

TIC: BF092821.D

14.09

14

Time-->

18.00 18.50

16.50 17.00 17.50

.00 14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.08 10.11 ng 645924 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 262 (5.081 min): BF092821.D (-260) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 HAD SRS SRR SRR A
4.80 500 5.20 5.40
O prtbh 700 832 1L “m/z 59.10  55.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I AR R U
480 500 5.20 5.40
59.0 m/z 101.10 14.76%
27\'0\ L1 H 70.0 83.0 10%.0
O T T T T o o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 210 m/z 58.00 14 .20%
o 73.0 126.0 1420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T T
59.0 4.80 500 5.20 5.40
m/z 41.10 9.41%
5000
41.0
29.0 101.0
Ouuluuu‘l‘l‘uu||‘|=‘|‘|||||‘l|i|||||7|3|.(|)| |8|6|.|0|||||||||||||||||||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—q—v—v—v—r
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 20

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

6.44 6.20 ng 395921 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 93
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 76
3 4-Nonene. 3-methvl-. (2)- 140 C10H20 063830-69-3 52
4 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 46
5 3-Ethyl-4-octene 140 C10H20 019781-32-9 43

Abundance Scan 381 (6.442 min): BF092821.D (-379) (-) m/z 69.10 100.00%
69.1
55.0
41.1
5000 125.2
83.1
111.2
||‘ ‘ 1l h 97.2 | | 140.2 6.20 6.40 6.60 6.80
o{ S OV 1 OO N OGOV OO P S RS A m/z 55.05 74.73%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17375: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
410 55
5000 RSN SRS A
29.0 125.0 6.20 6.40 6.60 6.80
8.0 m/z 70.10 64.76%
“ ‘ 97.0 111.0 140.0
0'|“*w'“'w'“|J“l"MJ“'WW““l“”w'“'ﬂ"w'”'v'“l”'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69.0
41.0 550
6.20 6.40 6.60 6.80
5000 m/z 41.10 55.58%
83.0 1o 140.0
31.0 :
97.0
o 125.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17335: 4-Nonene, 3-methyl-, (2)- N
55.0 6.20 6.40 6.60 6.80
m/z 56.10 50.08%
41.0 69.0
5000
29.0
‘ 830 111.0
0'I”JW'”jPL”IAJW'“'”'”IL'W'”'I”'WM”'P'“I'}?&q”l IEESE NSRS LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 unknown6.68 Concentration Rank 2

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

6.68 29.82 ng 1905590 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 402 (6.682 min): BF092821.D (-400) (-) m/z 132.10 100.00%
131
5000 68.1
40.1 %I'l o 640 6.60 680 7.00
0! L A e e B m/z 68.10 46 .16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132.0
5000
6.40 6.60 6.80 7.00
104.0 m/z 134.10 31.64%
510 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 om0 ok 6h0 70
5000 ogo 1160 m/z 66.05 28 .95%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- AR R B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.15%
5000
104.0
63.0
39.0 ‘ 78.0
0...,...AM.W.NN.wh.Nu.ﬁu.ﬂ,.ﬂﬂ,....,”..,..”
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Decane Concentration Rank 16

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

6.75 7.03 ng 449532 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 76
2 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 53
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 50
4 Undecane 156 C11H24 001120-21-4 50
5 Tridecane 184 C13H28 000629-50-5 50

Abundance Scan 408 (6.750 min): BF092821.D (-405) (-) m/z 57.10 100.00%
431 5%.1
5000
71.1
g o oh0 ok b
2 1422 : : : :
ol el 2282 122 Tw/z 43.10  95.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance ) #18421: Decane
43.0 510
5000 R R LI L L B
71.0 6.40 6.60 6.80 7.00
0.0 850 m/z 41.10 51.54%
daso L || ®omp o
m/z--> 20 40 60 80 100 120 140 160
Abundance
43.0
57.0 L L R L I
6.40 6.60 6.80 7.00
5000 110 m/z 69.10 38.32%
"~ 85.0
miz--> 20 40 60 80 100 120 140 160
Abundance #27141: Octane, 2,4,6-trimethyl-
57.0 6.40 6.60 6.80 7.00
43.0 m/z 55.10 37.41%
5000
71.0 g5.0
29.0
o T H‘ | 99911501270141,0 156.0
m/z--> 20 40 60 80 100 120 140 160 ' 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 3

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

6.99 12.62 ng 806121 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvleth... 134 C10H14 000099-87-6 97
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
3 Benzene. 1l-methvl-2-(l1-methvleth... 134 C10H14 000527-84-4 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 429 (6.990 min): BF092821.D (-425) (- m/z 119.10 100.00%
119.1
5000
91.0 134.2 IS A WY WS A
411 g5 650 77.0 1031 | 6.60 6.80 7.00 7.20 7.40
O“I””I”“I””T””I””I”hl”mﬁ””l“”l“”l”k!“”I“hl”” m/z 134.15 25.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14401: Benzene, 1-methyl-4-(1-methylethyl)-
119.0
5000 " ""I""I""I""IA'
6.60 6.80 7.00 7.20 7.40
91.0 134.0 m/z 91.05 24 _07%
b 270 0 s 890 70 | o0
B ot ol A M et A A I b
Abundance
119.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 117.05 13.76%
134.0
91.0
0 15.0 27.0 41.0 53.0 65.0 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14406: Benzene, 1-methyl-2-(1-methylethyl)-
119.0 6.60 6.80 7.00 7.20 7.40
m/z 120.10 10.53%
5000
134.0
91.0
150 27.0 QOSM)%OTW 1030 |
mz> 10 % % 4 80 80 70 80 90 100 110 130 130 140 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\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 5-Undecene Concentration Rank 19

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

7.18 6.31 ng 403139 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Undecene 154 C11H22 004941-53-1 81
2 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 74
3 Cvclopropane. 1.2-dimethvl-1-pen... 140 C10H20 062238-04-4 59
4 Nonane. 2-methvl-3-methvlene- 154 C11H22 055499-08-6 58
5 Cyclopropane, 1,2-dibutyl- 154 C11H22 041977-32-6 53

Abundance Scan 446 (7.185 min): BF092821.D (-444) (-) m/z 69.10 100.00%
5.1 69.1
411
5000 83.1
97.1
‘l 110.1 125.1 139.2 154.2 é.86"7'.06"7'.26"7'.46”7'.66
Olerrrrrrrrprrrlee ot .,....,....,....,...:,...."'-..-.,..'.'.,....',....,.!..,.. m/z 55.10  99.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25807: 5-Undecene
55.0
69.0
5000 41.0 A AL UL R
83.0 154.0 6.80 7.00 7.20 7.40 7.60
970 m/z 56.10 65.26%
OH'WH'W“'W“'W“'W“'W "W”'W”'W”'W”'W”'W'”W'”W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69.0
55.0 .
41.0 6.80 7.00 7.20 7.40 7.60
5000 84.0 m/z 41.10 58.27%
29.0 139.0 154.0

97.0 111.0
125.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17387: Cyclopropane, 1,2-dimethyl-1-pentyl- R R B
69.0 6.80 7.00 7.20 7.40 7.60
55.0 m/z 43.10 55.67%
41.0
5000
84.0
29.0

P RST S  ofY 1-E N B AV a0 At
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Naphthalene, decahydro-, tr... Concentration Rank 7

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

7.31 9.86 ng 629828 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 97
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 89
4 Spirol4.51decane 138 C10H18 000176-63-6 86
5 2H-Inden-2-one, octahydro-, cis- 138 C9H140 005689-04-3 80

Abundance Scan 457 (7.310 min): BF092821.D (-454) (-) m/z 67.10 100.00%

671 138.2
411 821 96.1
5000
55.1

109.1 e A

,,,|,,|' ,-l...':';.'.'..,n':' S s TR | R m/z 138.20 79.49%

. | | 1252 | 700 720 7.40 7.60

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

Abundance #16320: Naphthalene, decahydro-, trans-
67,0 138.0
41.0
82.0 95.0
5000 LI L L L LB L LB |

27.0 55.0 7.00 7.20 7.40 7.60

109.0 m/z 68.10 78.23%

..f?.(.),...l‘,....w...,‘.M..,... el el 1280

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

67.0 820 96.0 138.0

700 7.20 7.40 7.60

o

5000 41.0 m/z 82.10 64 .76%
55.0
109.0
o 29.0 123.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16308: Naphthalene, decahydro-, cis-
67.0 810 96.0 138.0 7.00 7.20 7.40 7.60

m/z 96.10 62 .49%

5000 41.0
55.0 109.0
27.0
ok 15.0 ‘ ‘ ‘ m ‘ | ‘ i ‘\ ‘ L ‘ ‘ 123.0 ‘

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-BF013017.M Tue Feb 07 16:00:19 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 unknown7.56 Concentration Rank 9

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

7.56 9.04 ng 809368 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ketone. 2.2-dimethvlcvclohexvl m... 154 C10H180 017983-26-5 38
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 35
3 2-Pentene. 3-ethvl-4.4-dimethvl- 126 C9H18 053907-59-8 35
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 30
5 Cyclooctane, cyclohexyl- 194 C14H26 092369-78-3 27

Abundance Scan 479 (7.562 min): BF092821.D (-476) (-) m/z 55.10 100.00%
54.1 69.1
105.1
411
5000
720 7.40 7.60 7.80
Obrprerrprrrrrrr el m/z 69.10 90.45%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25587: Ketone, 2,2-dimethylcyclohexyl methyl
43.0 69.0
5000 55.0 IIIIIIIIIIIIIIIIIIIIIII
9.0 111.0 1540 7.20 7.40 7.60 7.80
810 ' ' m/z 105.10 73.97%
‘ L 136.0
o) S | S TSN | SO 1 ST S Nt N N
SRR RN RARRN RARES RARES RERRS RARES LRRS LRSS LARLE LARAN LAARE LUALE RARRN RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
97.0
55.0
7.20 7.40 7.60 7.80
5000 41.0 69.0 m/z 41.10 60.59%
27.0
o 15.0 84.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11250: 2-Pentene, 3-ethyl-4,4-dimethyl- R A RAEEmEa
55.0 69.0 97.0 720 7.40 7.60 7.80
41.0 m/z 97.10 60.52%
5000
29.0 111.0
126.0
B
0 | 1l \‘\\ L u\‘ | . .
R B B R L B e A A a R R A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 10 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 17

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

7.61 6.93 ng 620395 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 91
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 64
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 64
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 58
5 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 58

Abundance Scan 483 (7.607 min): BF092821.D (-481) (-) m/z 131.10 100.00%
13f.1
57.1
5000
146.1 7.20 7.40 7.60 7.80 8.00
o} m/z 57.10 60.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20747: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 ISR R LR R
910 7.20 7.40 7.60 7.80 8.00
: m/z 55.10 41.23%
27.0 39.0 51‘ .0 65.0 77.0 ‘ 103011?0 0 14?0
O T T e e T e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131.0
720 7.40 7.60 7.80 8.00
5000 146.0 m/z 69.10 28.25%
7.0 39.0 51.0 650 770 910 103.0 115.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20743: 1H-Indene, 2,3-dihydro-1,6-dimethyl- I RREEEEEES T
131.0 7.20 7.40 7.60 7.80 8.00
m/z 41.10 27 .90%
5000
146.0
27.0 39‘0 51‘0 64.0 770 9]"010301]?0 Wl
o) ...‘. SN PO PSS RN UM SNt Mt | P ””\”” ”\” SN T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Decane, 3,7-dimethyl- Concentration Rank 4

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

7.70 10.73 ng 960406 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 64
2 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 59
3 Tetratetracontane 619 C44H90 007098-22-8 53
4 Decane. 5-propvl- 184 C13H28 017312-62-8 50
5 Tetracosane 338 C24H50 000646-31-1 50

Abundance Scan 491 (7.699 min): BF092821.D (-486) (-) m/z 57.10 100.00%
57.1
135.1
5000
L 740 7.60 7.80 8.00
L s = e m/z 43.10 88.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #36179: Decane, 3,7-dimethyl-
43,
5000 U UL UL R R
7.40 7.60 7.80 8.00
m/z 71.10 78.12%
“ 127.0
O'A‘N‘“i“'w'“"'“ SRS SURBE RS BRRLN SRS BN BN SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
740 7.60 7.80 8.00
5000 m/z 135.10 59.27%
113.0
o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane
57.0 7.40 7.60 7.80 8.00
m/z 85.10 45 _.38%
5000
o 113.0 169.0 2250 2810 337.0 3930 4630 ___ 5610 615.0
m/z--> 5'0 100 150 200 250 300 350 400 450 500 550 600 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 trans-Decalin, 2-methyl- Concentration Rank 18

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

7.72 6.32 ng 565470 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 98
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 95
3 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 86
4 5-Eicosvne 278 C20H38 074685-31-7 83
5 Pulegone 152 C10H160 000089-82-7 81

Abundance Scan 493 (7.722 min): BF092821.D (-492) (-) m/z 81.10 100.00%
81.1
67.1 95.1
55.1 152.2
5000 41.1
137.2
|l ‘ 109 03y ‘ 740 7.60 7.80 8.00
0..,....,....|,-.-...,-.“:.,..'!.,...'.ll ...,'!I:.'.,....|!....,.'.-..,....-,....,.'...,.1.‘??‘,'?’... m/z 67.10 73.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #24310: trans-Decalin, 2-methyl-
81.0
67.0
41.0 55.0 9.0 152.0
5000 R UL U
137.0 7.40 7.60 7.80 8.00
29.0 109.0 m/z 95.10 70.47%
I
0”P”W””HLWNhvﬁw””whﬂ“”v”ﬂh”vmﬂ””v”ﬂ““P”W“”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41.0 81.0 152.0
510 95.0 R UL R
55.0 7.40 7.60 7.80 8.00
s000{ 27-0 1370 m/z 55.10 54.95%
109.0
123.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #24332: trans-4a-Methyl-decahydronaphthalene A RARREEEEE
95.0 7.40 7.60 7.80 8.00
m/z 152.20 54 .78%
67.0 L0 137.0 152.0
5000 55.0 109.0
‘ 123.0
O”P”W””P”W”h'”W””M”W”LP”WM”PLW”HP”W””P”W””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Cyclohexane, pentyl- Concentration Rank 12

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

7.81 8.60 ng 769957 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 94
2 n-Amvlcvclohexane 154 C1l1H22 029949-27-7 91
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 86
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 78
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 78

Abundance Scan 501 (7.813 min): BF092821.D (-498) (-) m/z 83.10 100.00%
55.1 83.1
5000
391 || 03.0119.1 139 ,154.2 740 7.60 7.80 8.00 8.0
0 P N .3 - — m/z 55.10 97.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25840: Cyclohexane, pentyl-
83.0
55.0
5000 USRI SRR U R
7.40 7.60 7.80 8.00 8.20
m/z 82.10 63.22%
29.0 154.0
0 "'I'U"wh"wl'tw'll' ?§P""}%qq'l"' N SR BN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 83.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.10 37.41%
29.0 154.0
oL 14.0 111.0126.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53644: Cyclohexane, OCtyl- LA DAL B B B
83.0 7.40 7.60 7.80 8.00 8.20
55.0 m/z 67.10 19.20%
5000
290
0 bl “h‘ 112.0  139.0 1680  196.0
m/z--> 2'0 40 60 8 100 120 140 160 180 200 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Naphthalene, decahydro-2-me... Concentration Rank 10

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

7.84 8.89 ng 795582 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 90
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 64
3 Cvclohexanone. 2-(2-methvlpropvl... 152 C10H160 043108-69-6 49
4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 000529-00-0 46
5 Pulegone 152 C10H160 000089-82-7 43

Abundance Scan 503 (7.836 min): BF092821.D (-502) (-) m/z 95.10 100.00%
67.1 81.1 951
152.2
5000 M1 137.2
109.1 A AR
| | 53"1| || | | ‘ | 123.2 7.60 7.80 8.00 8.20
Ol b el L Ll e Tm/z 67.10 95.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24328: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
67.0 95.0
55.0
27.0
5000 L I I I I
137.0 760 7.80 8.00 8.20
109.0 m/z 81.10 94 .71%
bl ] a0
0..,..:.,....H‘...,‘:.l‘. o ﬂ...‘.“....,‘.‘l.‘.,....l.... .‘l..,...l,....,....,.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81.0
67.0 LR LR LR L
410 550 95.0 152.0 760 7.80 8.00 8.20
5000 m/z 152.20 68.46%
137.0
29.0 109.0
123.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24084: Cyclohexanone, 2-(2-methylpropylidene)-
41.0 67.0 81.0 109.0 7.60 7.80 8.00 8.20
' 152.0 m/z 96.10 45_.21%
21.0 55.0
5000 : 97.0
137.0
‘ 124.0
0.|..l|...M \‘ ”---llH-w‘Hll--‘I‘H‘----H-‘-u“--l|----|‘-‘---|- S A
m/z--> 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\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 15 1-Phenyl-1-butene Concentration Rank 14

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

7.94 7.75 ng 693921 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 55
2 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 55
3 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 55
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 51
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 50

Abundance Scan 512 (7.939 min): BF092821.D (-511) (-) m/z 117.10 100.00%
117.1

5000

7.60 7.80 8.00 8.20
m/z 119.05 66 .86%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13569: 1-Phenyl-1-butene
117.0
5000 132.0
91.0 7.60 7.80 8.00 8.20
510 770 : m/z 132.10 36.42%
26!'0 39‘0 \‘:u Gﬁo ‘ \“ 19?0 “ H‘\
O e P T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117.0
132.0 7.60 7.80 8.00 8.20
5000 m/z 115.10 30.88%

91.0
39.0 51.0 65.0 77.0 105.0

26.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13596: Benzene, (2-methyl-2-propenyl)-
117.0 7.60 7.80 8.00 8.20
m/z 134.20 29.65%
91.0 132.0
5000
65.0
39.0 510 .
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\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Heptylcyclohexane Concentration Rank 13

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

8.49 8.25 ng 738950 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvlcvclohexane 182 C13H26 005617-41-4 81
2 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 58
3 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 53
4 n-Amvlcvclohexane 154 C11H22 029949-27-7 50
5 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 49

Abundance Scan 560 (8.488 min): BF092821.D (-556) (-) m/z 55.10 100.00%
1 83.1
5000
71 1191 1372 IS RARSE RS LRSS SR
166.2 8.20 8.40 8.60 8.80
0’ m/z 83.10 92.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44142: Heptylcyclohexane
83.0
55.0
5000 ISR LR LR S
41.0 8.20 8.40 8.60 8.80
60.0 m/z 82.10 59.75%
L ﬂ 97.0111.0 182.0
0"'I'”'HM'N'Pl“'“y'wh"“'l”"l"'W""f'”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83.0
55.0 ISR LR LR S
8.20 8.40 8.60 8.80
5000 m/z 41.10 56.20%
41.0
69.0
o 270 97.0111.0125.0140.0154.0168-0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10318: Cyclohexane, 2-propenyl- B A RRREE R
58.0 83.0 8.20 8.40 8.60 8.80
m/z 67.10 33.65%
5000 41.0
27.0
Unm |'U' 'h“ e §é9'1‘l" l|1'0?"0'1|2TL'0"| U SN SN ISR LR LN S
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Decane, 2-methyl- Concentration Rank 11

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

8.62 8.64 ng 773443 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 64
2 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 64
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 59
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 53

Abundance Scan 572 (8.625 min): BF092821.D (-570) (-) m/z 57.10 100.00%
57.1
5000 431
85.1 113.2 820 840 8.60 8.80 9.00
0 el bl 2332 19538 1832 m/z 71.10 71.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27126: Decane, 2-methyl-
43.0
5000 71.0 I A R A
8.20 840 860 880 9.00
970 m/z 43.10 50.11%
oL ‘“ || 9901130 14101560
m/z--> 20 40 60 85 100 120 140 160 180 200
Abundance
57.0
820 8.40 8.60 8.80 9.00
5000 m/z 41.10 23.50%
41.0 113.0
oL_260 72.0 97.0 141.0 170.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64587: Dodecane, 2,7,10—trimethy|— LA DL BN A B N L
57.0 8.20 840 860 880 9.00
m/z 56.10 18.18%
5000
41.0 85.0
o 26,0 ‘L [ - ‘ 130 14101560 1830
m/z--> 20 40 6|0 8|0 1(')0 120 140 160 180 200 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Dodecane, 2,6,10-trimethyl- Concentration Rank 8

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

9.22 9.29 ng 473209 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 78
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 64
5 Decane, 5-propyl- 184 C13H28 017312-62-8 59

Abundance Scan 624 (9.219 min): BF092821.D (-623) (-) m/z 57.10 100.00%
57.1
5000
4111 851
113.2 159.1 8.80 9.00 9.20 9.40 9.60
0 .-.,.‘...',...-'.,.'..1.4,1.1...,..17.4.?..19.“.?.... m/z 71.10 73.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64585: Dodecane, 2,6,10-trimethyl-
57.0
5000 SRR RN AR RN R
410 8.80 9.00 9.20 9.40 9.60
85.0 m/z 43.10 54 _05%
o 26,0 “ ||| M305,00 1550 1830 2060
m/z--> 20 40 60 éo 100 120 140 160 180 200
Abundance
57.0
880 9.00 9.20 9.40 9.60
5000 m/z 41.10 33.04%
41.0 85.0
ol 260 130 14101560 1830
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #64586: Dodecane, 2,6,ll—trimethyl— [T T T[T T r[Trrr[rrrr[rm
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 29.76%
5000
41l0
85.0
oL 260 ‘ IR w 130 1410 1600  197.0
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 880 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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 Dodecane Concentration Rank 15

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

9.36 7.24 ng 368991 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 58
2 Tetradecane 198 C14H30 000629-59-4 58
3 Undecane 156 C11H24 001120-21-4 58
4 Decane. 2.3.5.8-tetramethvl- 198 C14H30 192823-15-7 53
5 Eicosane 282 C20H42 000112-95-8 52

Abundance Scan 636 (9.356 min): BF092821.D (-633) (-) m/z 57.10 100.00%
57.1
5000
411 ‘ 51
T T e
1191 1451 1731 1932 9.00 9.20 9.40 9.60
0 ...,....l,'...-l-,.'.":.,' 3.0 2192 | "m/z 43.10 66.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36159: Dodecane
57.0
5000 AN SRR B LR
41.0 85.0 9.00 920 940 9.60
m/z 71.10 49 .88%
0 15.0 \‘ \‘ ‘\ \‘ i I 1120 ) 141.0 17\00
miz--> b w8 8 a0 Do 140 10 1% a0
Abundance
57.0
atlo %'06' 920 9.40 960
m/z 55.10 35.08%
5000 850 0
0 113.0  141.0 169.0 198.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27120: Undecane A AT o
57.0 9.00 9.20 9.40 9.60
m/z 41.10 34.43%
41)0
5000
85.0
ol 140 || W l J 113.0 1550
m/z--> ﬁo 45 eb ' 160 150 150 1éo 1éo 260 ! 9. oo 9. 50 9. Zo 9. %0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092821.D

Aca On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 20 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.05 10.44 ng 565364 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 59
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 52
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 38
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 30

Abundance Scan 872 (12.054 min): BF092821.D (- 871) ) m/z 190.10 100.00%
5000
11.80 12.00 12.20 12.40
o 1141 1391 262 2514 Tnyz 189.10  99.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
) m/z 192.05 94 .53%
0 390 630 | 11501370 1630 |
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260
Abundance
190.0
11.80 12.00 12.20 12.40
5000 m/z 191.10 66.29%
63.0 133.0
28.0 97.0 162.0
R O R e S A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189.0 11.80 12.00 12.20 12.40
m/z 94.60 38.31%
5000
94.0
163.0
0 IIII""I""I""I"""I""I""IIIII ""' """ TTTTpTrTTrprrTTyTT TTTTTTTT T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1180 12.00 12.20 12,40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020617\
Data File : BF092821.D

Acq On > 7 Feb 2017 2:55

Operator : SJ/MA

Sample : 11695-03 2X

Misc :

ALS Vial : 25 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-Pentanone, 4-hy... 5.08 10.1 ng 645924 1 6.91 1278030 20.0
Cyclohexane, 1,1,... 6.44 6.2 ng 395921 1 6.91 1278030 20.0
unknown6 .68 6.68 29.8 ng 1905590 1 6.91 1278030 20.0
Decane 6.75 7.0 ng 449532 1 6.91 1278030 20.0
Benzene, 1l-methyl... 6.99 12.6 ng 806121 1 6.91 1278030 20.0
5-Undecene 7.18 6.3 ng 403139 1 6.91 1278030 20.0
Naphthalene, deca... 7.31 9.9 ng 629828 1 6.91 1278030 20.0
unknown? .56 7.56 9.0 ng 809368 2 8.20 1790550 20.0
1H-Indene, 2,3-di... 7.61 6.9 ng 620395 2 8.20 1790550 20.0
Decane, 3,7-dimet... 7.70 10.7 ng 960406 2 8.20 1790550 20.0
trans-Decalin, 2-_.. 7.72 6.3 ng 565470 2 8.20 1790550 20.0
Cyclohexane, pentyl- 7.81 8.6 ng 769957 2 8.20 1790550 20.0
Naphthalene, deca... 7.84 8.9 ng 795582 2 8.20 1790550 20.0
1-Phenyl-1-butene 7.94 7.8 ng 693921 2 8.20 1790550 20.0
Heptylcyclohexane 8.49 8.3 ng 738950 2 8.20 1790550 20.0
Decane, 2-methyl- 8.62 8.6 ng 773443 2 8.20 1790550 20.0
Dodecane, 2,6,10-... 9.22 9.3 ng 473209 3 9.96 1018640 20.0
Dodecane 9.36 7.2 ng 368991 3 9.96 1018640 20.0
4H-Cyclopenta[def... 12.05 10.4 ng 565364 4 11.45 1082960 20.0
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