LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample - 63868-06

Misc :

ALS Vial : 6 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-BF092815.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

2.617 39 42 54 rBvV 364279 555601 18.18% 1.405%
3.680 132 135 142 rVB 16148 31477 1.03% 0.080%
259 268 rBV 933137 1278493 41.83% 3.233%
5.497 292 294 297 rBV 1577026 2113800 69.15% 5.345%
6.423 374 375 379 rBvV 19175 30773 1.01% 0.078%

abrwNPE
)]
o
©
\l
N
(9)]
)]

6.526 382 384 387 rBV 1517790 2172922 71.09% 5.495%
6.674 394 397 399 rBV 2202086 2494725 81.62% 6.309%
417 421 rBV 496172 618312 20.23% 1.564%
7.063 428 431 433 rBV 2029893 1976772 64.67% 4_.999%

QO ~NO®
(9}
(o}
o
w
N
=
al

1 7.177 438 441 443 rVB 43627 62347 2.04% 0.158%
11 7.246 445 447 448 rBvY 31167 38984 1.28% 0.099%
12 7.292 448 451 453 rBV3 30641 47728 1.56% 0.121%
13 7.326 453 454 457 rVB3 26127 32105 1.05% 0.081%
14 7.440 460 464 465 rBV3 49141 94966 3.11% 0.240%

15 7.474 465 467 469 rBV 1264579 1412213 46.20% 3.571%

16 7.543 471 473 475 rVB2 67237 109940 3.60% 0.278%

17 7.612 475 479 481 rBvY 44833 94649 3.10% 0.239%
18 7.680 484 485 486 rBvV 70500 57835 1.89% 0.146%
19 7.714 486 488 489 rVB2 43055 56843 1.86% 0.144%
20 7.829 493 498 500 rBv4 76326 145602 4.76% 0.368%
21 7.863 500 501 503 rvB2 43975 53158 1.74% 0.134%
22 7.932 505 507 509 rBv2 37469 55306 1.81% 0.140%
23 8.012 512 514 516 rVB 39214 55568 1.82% 0.141%
24 8.057 516 518 520 rBV 68979 102244 3.34% 0.259%
25 8.126 522 524 525 rBV2 23724 41122 1.35% 0.104%

26 8.194 525 530 532 rBV 668734 865367 28.31% 2.188%
27 8.252 533 535 536 rvB 239494 323612 10.59% 0.818%
28 8.274 536 537 541 rVB3 94988 135195 4.42% 0.342%
29 8.343 541 543 544 rBV2 47666 57273 1.87% 0.145%
30 8.389 546 547 551 rvB2 129636 122087 3.99% 0.309%

31 8.480 551 555 557 rBv4 123168 244138 7.99% 0.617%
32 8.526 557 559 561 rBv2 44798 75701 2.48% 0.191%
33 8.572 561 563 564 rVB 73459 70914 2.32% 0.179%
34 8.606 564 566 567 rBV 457271 392832 12.85% 0.993%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample - 63868-06

Misc :

ALS Vial : 6 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-BF092815.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.697 572 574 575 rBvV2 46504 59256 1.94% 0.150%
36 8.732 575 577 580 rBV3 78647 161372 5.28% 0.408%
37 8.777 580 581 583 rBvV 43437 78189 2.56% 0.198%
38 8.869 588 589 591 rvB2 136610 181997 5.95% 0.460%
39 8.937 593 595 596 rvB2 67795 59343 1.94% 0.150%
40 8.972 596 598 600 rBV3 84634 189173 6.19% 0.478%
41 9.063 605 606 607 rBvV 85171 84338 2.76% 0.213%
42 9.097 607 609 611 rVB3 88871 95370 3.12% 0.241%
43 9.132 611 612 615 rBV3 65179 93589 3.06% 0.237%

44 9.212 617 619 621 rBvV 484173 541081 17.70% 1.368%
45 9.269 621 624 626 rBV 2924281 2781525 91.00% 7.034%

46 9.349 628 631 633 rvv2 200198 279173 9.13% 0.706%
47 9.406 633 636 639 rvB5 80117 203924 6.67% 0.516%
48 9.463 639 641 644 rBvV2 47890 62228 2.04% 0.157%
49 9.532 646 647 650 rvv3 83324 112487 3.68% 0.284%
50 9.600 652 653 656 rvv3 91181 163554 5.35% 0.414%

51 9.657 656 658 660 rvv 858971 1182593 38.69% 2.991%
52 9.692 660 661 662 rvv 86948 68172 2.23% 0.172%
53 9.737 662 665 669 rvB4 96719 243010 7.95% 0.615%
54 9.806 669 671 673 rBv3 143582 148994 4.87% 0.377%
55 9.852 673 675 677 rBv3 123176 130066 4.26% 0.329%

56 9.943 681 683 685 rvv 881828 929071 30.39% 2.349%
57 9.977 685 686 688 rvv2 75957 114521 3.75% 0.290%
58 10.046 691 692 694 rBv2 105367 154492 5.05% 0.391%
59 10.092 694 696 698 rvB2 40231 44612 1.46% 0.113%
60 10.137 698 700 703 rBv2 150936 243328 7.96% 0.615%

61 10.195 703 705 709 rvB4 186249 310702 10.16% 0.786%
62 10.263 709 711 712 rBV 247177 266013 8.70% 0.673%
63 10.343 717 718 722 rVB 1149449 1492581 48.83% 3.774%
64 10.435 724 726 728 rVB3 73238 105476 3.45% 0.267%
65 10.480 728 730 732 rBV3 87562 188601 6.17% 0.477%

66 10.595 737 740 743 rVB 578208 728258 23.83% 1.842%
67 10.640 743 744 747 rVB3 81265 142201 4._.65% 0.360%
68 10.732 750 752 755 rBV2 1183379 1485023 48.58% 3.755%
69 10.858 761 763 767 rVB 1215489 1193683 39.05% 3.019%
70 10.926 767 769 774 rBV3 90494 261140 8.54% 0.660%

71 11.040 776 779 780 rvv2 97170 205456 6.72% 0.520%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample - 63868-06

Misc :

ALS Vial : 6 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-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.075 780 782 788 rVB6 167559 371893 12.17% 0.940%
73 11.189 790 792 795 rvVB2 73161 128439 4._.20% 0.325%
74 11.326 802 804 807 rvVvB 641314 747059 24 .44% 1.889%
75 11.429 811 813 820 rBV 742643 1013341 33.15% 2.563%

76 11.543 821 823 826 rBv4 51080 82547 2.70% 0.209%
77 11.669 832 834 837 rBv2 167337 215249 7.04% 0.544%
78 11.761 840 842 848 rvB4 101555 230505 7.54% 0.583%
79 11.932 856 857 862 rBV3 50065 128864 4.22% 0.326%
80 12.046 865 867 871 rvv3 67681 131448 4_30% 0.332%

81 12.161 875 877 879 rvB2 27610 33166 1.09% 0.084%
82 12.412 897 899 903 rvB2 62991 94191 3.08% 0.238%
83 12.481 903 905 907 rBV 61340 60784 1.99% 0.154%
84 12.652 918 920 925 rVB3 40012 69755 2.28% 0.176%
85 12.892 937 941 943 rBV2 24581 45681 1.49% 0.116%

86 13.018 950 952 965 rvB 2567880 3056658 100.00% 7.730%
87 13.909 1028 1030 1040 rBV 60609 177200 5.80% 0.448%
88 14.046 1040 1042 1043 rVV 86458 114624 3.75% 0.290%
89 14.069 1043 1044 1056 rVB 617210 804099 26.31% 2.033%
90 14.698 1097 1099 1101 rBV 679093 638540 20.89% 1.615%

91 15.521 1169 1171 1182 rBV 320336 595678 19.49% 1.506%

Sum of corrected areas: 39544917
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
3000000

TIC: BF081915.D

2500000
6.67

7.06
2000000

5.50 6.53

1500000

7.47

1000000 5.10

500000 6.90

64igl.

6.00

3.68

4.00 4.50 5.00 5.50

0=y

3.50

Time-->
Abundance

3000000 9|27

TIC: BF081915.D

13.02
2500000

2000000

1500000

1000000

14.07 14.70

500000

13.84105

10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
TIC: BF081915.D

o} —

Time--> 14.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000 15.52

T T O P L L

15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

20.50 21.00

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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-Propenoic acid, 2-methyl-_.._. Concentration Rank 6

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

2.62 17.97 ng 555601 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 2-methvl-., met... 100 C5H802 000080-62-6 80
2 2-Butenoic acid. methvl ester. (Z2)- 100 C5H802 004358-59-2 64
3 2-Propenoic acid. 2-methvl-., 2-h_._._. 144 C7H1203 000923-26-2 56
4 2-Butenoic acid. methvl ester. (E)- 100 C5H802 000623-43-8 50
5 Cyclopropanecarboxylic acid, met... 100 C5H802 002868-37-3 33

Abundance Scan 42 (2.617 min): BF081915.D (-39) (-) m/z 41.10 100.00%
4.1
69
5000
100 e
o 59 85 | 240 2.60 2.80 3.00
b prerrrprrellbee 2 et e e || M/ 69.10 73.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3677: 2-Propenoic acid, 2-methyl-, methyl ester
4
69
5000 IEREE SRRBE RAREE LA
100 2.40 2.60 2.80 3.00
15 m/z 39.10 49.30%
. 2 . 52% | 788 o3
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
4 240 260 280 3.00
5000 100 m/z 100.10 22.88%
29 50 °° 85
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #19881: 2-Propenoic acid, 2-methyl-, 2-hydroxypropy!| ester R e e  EEEEE e
69 240 2.60 2.80 3.00
41 m/z 99.10 16.18%
5000
2 58 o 100
0 'W'%?'P"'I'”'I"'ﬁq"'l'“'I""P"'I"'W""}}ﬁ'l"}?g'" IEEEE SRREE AR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 41_.35 ng 1278490 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 259 (5.097 min): BF081915.D (-255) (-) m/z 43.10 100.00%
43
59
5000
101
480 5.00 5.20 5.40
o...,....,....,..?7.','....,??!.,...‘??....,??..,...:,|....,. m/z 59.10 63.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R R I
59 480 500 520 540
m/z 101.10 20.68%
o 25 3L 37 83 g3 01
miz--> A N e A A AR
Abundance
43
- 480 5.00 520 540
5000 m/z 58.10 17.94%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59 4.80 5.00 5.20 5.40
m/z 41.10 8.79%
5000
41
0 |""|"'H““" Jlﬁ”"|$?¢*i" "|??"|"gq| ""J""I' R U R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.67 Concentration Rank 1

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

6.67 80.69 ng 2494730 1,4-Dichlorobenzene-d4 6.90
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 397 (6.674 min): BF081915.D (-394) (-) m/z 132.10 100.00%
132
5000 68 A;
0 st |l 7o Puos | ok ko o Tk
Ol ety gl L7 87 L 3O1IS L m/z 68.10 35.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.74%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.05 23.79%
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
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .43%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 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\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Undecane, 2,6-dimethyl- Concentration Rank 11

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

8.25 7.48 ng 323612 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 90
2 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 72
3 Octane. 2.5-dimethvl- 142 C10H22 015869-89-3 64
4 Tridecane. 7-methvl- 198 C14H30 026730-14-3 59
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59

Abundance Scan 535 (8.252 min): BF081915.D (-533) (-) m/z 57.10 100.00%
57
5000 43 71
85 98 113 8.00 8.20 8.40 8.60
0 el 126 AL 155 169 0 Tmzz 71.10  40.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45593: Undecane, 2,6-dimethyl-
57
5000 43
71 8.00 8.20 8.40 8.60
m/z 43.10 36.39%
29 98 113
o T 88 3 127 141 154 169 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57
800 820 8.40 8.60
5000 43 m/z 41.10 17.77%
71
8 99 113
S L S S L L UL W LI S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18456: Octane, 2,5-dimethyl- T
s Y 8.00 8.20 8.40 8.60
m/z 56.10 12._.79%
5000
71
29
I | H 8 % 113 127 14
m/z--> 20 40 i 80 100 120 140 160 180 800 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown8.48 Concentration Rank 16

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

8.48 5.64 ng 244138 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 38
2 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 38
3 Cvclohexane. 2-propenvl- 124 C9OH16 002114-42-3 35
4 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 35
5 Acetic acid, mercapto-, cyclohex... 174 C8H1402S 016849-98-2 35

Abundance Scan 555 (8.480 min): BF081915.D (-551) (-) m/z 83.10 100.00%
5000
820 8.40 860 880
0 m/z 55.10 98.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6488: Cyclohexane, ethyl-
55 83
5000 41 IR AR AR L
112 8.20 8.40 8.60 8.80
67 m/z 57.10 83.74%
27
0..1.5|.‘k‘..‘i“..‘.”l|.‘l“..|l...|...‘.|....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 83
820 8.40 860 880
5000 a1 m/z 82.10 67 .54%
67
27
ol 15 g7 111
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10318: Cyclohexane, 2-propenyl- R REREEEEEEE e
55 3 8.20 8.40 8.60 8.80
m/z 41.10 64 .85%
5000 41
67
27 96
0 "1?|"J"‘|“ i |"l "W‘l" l|'1'0?' Tfﬁ L DAL AL S IR AR AR L
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\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Octane, 2,6-dimethyl- Concentration Rank 10

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

8.61 9.08 ng 392832 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 78
2 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 78
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 72
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 72

Abundance Scan 566 (8.606 min): BF081915.D (-564) (-) m/z 57.10 100.00%
5
| m
43
5000
I SR RS R
85 113 8.20 8.40 8.60 8.80 9.00
o 20 L 127 141 155 169 183 | nzo 71 10 69.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18443: Octane, 2,6-dimethyl-
57
43 71
8.20 8.40 8.60 8.80 9.00
m/z 43.10 52.22%
‘ 85 113
oL 15 ‘\ L e 127 142
L L L S S W UL BN L S L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
71 R SR U R
8.20 8.40 8.60 8.80 9.00
5000 13 m/z 41.10 26.77%
113
29
0 84 97 127 141 170
miz--> 20 40 60 80 100 120 140 160 180
Abundance #18447: Octane, 3,6—dimethy|— [TT T T[T T T[T T T T[T T [TT
57 8.20 8.40 8.60 8.80 9.00
m/z 56.10 19.70%
71
5000 43
29
113
0 \‘ “‘ L8 e Py
m/z--> 20 40 éo 80 100 120 140 160 180 820 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 9

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

9.21 11.65 ng 541081 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 91
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 90
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 83
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 72

Abundance Scan 619 (9.212 min): BF081915.D (-617) (-) m/z 57.10 100.00%
71
5000 43
85
97 113 127 159 8.80 9.00 920 9.40 9.60
145
o e e D 7 I A7 gz 71.10 0 79.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64587: Dodecane, 2,7,10-trimethyl-
57
71
43
5000 RABENAREE LARAE ARSI
8.80 9.00 9.20 9.40 9.60
29 85 m/z 43.10 45.51%
o | ‘ I ‘ 99 113 127 149 155 169 183 197
m/z--> 20 Jo éo 50 100 150 140 160 180 200
Abundance
57
71 [rr T T Ty
8.80 9.00 9.20 9.40 9.60
5000 43 m/z 85.10 34.96%
29 85
o 99 113 127 141 155 183 197
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64586: Dodecane, 2,6,11-trimethyl- R e e R ma e
57 8.80 9.00 9.20 9.40 9.60
43 n m/z 41.10 27.07%
5000
29 85
b L Il w 99 113 127 149 155 169 182 197207
m/z--> 20 4'0 6|O 80 1(')0 120 140 160 180 200 880 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Heptadecane, 1-bromo- Concentration Rank 14

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

9.35 6.01 ng 279173 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 1-bromo- 318 C17H35Br 003508-00-7 59
2 Pentadecane. 1-bromo- 290 C15H31Br 000629-72-1 58
3 Hexadecane. 1-chloro- 260 C16H33CI 004860-03-1 53
4 Tridecane. l1l-bromo- 262 C13H27Br 000765-09-3 50
5 Nonane, 2-methyl- 142 C10H22 000871-83-0 49

Abundance Scan 631 (9.349 min): BF081915.D (-628) (-) m/z 57.10 100.00%
57
5000
4 85
‘ 125 e . 193 '9.00 920 940 960
109 174 193210 : : : :
Obrrrprrr it m/z 43.10 56.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127001: Heptadecane, 1-bromo-
57
5000 L R L L
85 137 9.00 9.20 9.40 9.60
m/z 71.10 45.84%
ob15 | | L , 113 1163179 205221239 263 289 316
m/z--> ﬁ&&m@@mmmmmmmmmm
Abundance
41 57
135 A R L R
9.00 9.20 9.40 9.60
5000 m/z 55.10 42 .43%
85
151
oL14 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94519: Hexadecane, 1-chloro- B B B
57 9.00 9.20 9.40 9.60
m/z 41.10 33.52%
5000 91
ol15 | } J HH}M‘ 33 161 189205 224 260
m/z--> 20 40 éo 80 100 120 150 160 180 200 220 240 260 280 300 320 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Naphthalene, 2,7-dimethyl- Concentration Rank 18

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

9.74 5.23 ng 243010 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 89
2 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 83
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 70
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 64
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 64

Abundance Scan 665 (9.737 min): BF081915.D (-662) (-) m/z 133.10 100.00%
133 156
5000

39 51 63 77 9,4, 9.40 9.60 9.80 10.00
0 m/z 156.10 83.60%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27177: Naphthalene, 2,7-dimethyl-
156

5000 R
141 9.40 9.60 9.80 10.00

m/z 141.10 66 .84%

i

o) NSRRI B A M. A S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
141 156
A B A AR
9.40 9.60 9.80 10.00
5000 m/z 134.10 49 .48%
76 115
63 128
15 27 39 91 89 102
e L L B L S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27185: Naphthalene, 2,6-dimethyl-
156 9.40 9.60 9.80 10.00
m/z 155.05 26.53%
5000 141
ol 15 27 39 51 63 77 g9 102 12128 |
e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 3-(2-Methyl-propenyl)-1H-in... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.14 5.24 ng 243328 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 55
2 Naphthalene. 2-(1l-methvlethvl)- 170 C13H14 002027-17-0 55
1-(2.2-Dimethvlcvclopropvl)-2-ph... 170 C13H14 1000294-91-1 43
4 1-Chloromethvl-4-methvlnaphthalene 190 C12H11CI 005261-50-7 42
5 Naphthalene, 1-(1-methylethyl)- 170 C13H14 006158-45-8 42
Abundance Scan 700 (10.137 min): BF081915.D (-698) (-) m/z 57.10 100.00%
57 155
43 1
5000 170
i 99 113 128 149 183 200 9.80 10.00 10.20 10.40
O B B e e m/z 155.10 87 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36221: 3-(2-Methyl-propenyl)-1H-indene
155 170
5000
115 9.80 10.00 10.20 10.40
128 m/z 71.10 63.64%
o 2041 55 76 91102 ‘ Lt
m/z--> 20 40 60 85 100 120 150 160 180 200
Abundance
155
9.80 10.00 10.20 10.40
5000 m/z 43.10 59.95%
170
128
15 27 39 51 63 "° g9 100 1% 141
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #36231: 1-(2,2-Dimethylcyclopropyl)-2-phenylacetylene T T e T
155 -9 9.80 10.00 10.20 10.40
m/z 85.10 50.84%
5000 o1 115
77 128
oo | ey e
SN N Y YO O O N O | N ALt B e e
m/z--> 20 40 60 8 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.19 6.69 ng 310702 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 83
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 64
3 Tetracosane 338 C24H50 000646-31-1 64
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 59
5 Hexadecane 226 C16H34 000544-76-3 58
Abundance Scan 705 (10.195 min): BF081915.D (-703) (-) m/z 57.10 100.00%
57
5000
3 9.80 10.00 10.20 10.40 10.60
0! m/z 71.10 85 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #36159: Dodecane
57
5000
85 9.80 10.00 10.20 10.40 10.60
29 m/z 43.10 65.74%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance
57
9.80 10.00 10.20 10.40 10.60
5000 m/z 85.10 55.39%
85
29
0 113 169 211 206
B LR L B LA AN LARAN LA RN LAY RN LA KRS RARAS LR AR RARRN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane R e TLE A Bt
57 9.80 10.00 10.20 10.40 10.60
m/z 41.10 35.09%
5000 85
29 113
0 | | |70 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 9. 80 10 00 10 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.26 5.73 ng 266013 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 98
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 97
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 97
4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 93
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 90
Abundance Scan 711 (10.263 min): BF081915.D (-709) (-) m/z 170.10 100.00%
185 170
5000
20 51 69 83 o7 151284 193204 10.00 10.20 10.40 10.60
01 m/z 155.10 93.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36216: Naphthalene, 2,3,6-trimethyl-
155 170
5000 R ARRA AN LR e R
10.00 1020 10.40 10.60
m/z 153.10 24 _41%
14 27 39 51 63 76 g9 100 ° 141 m\ |
m/z--> 20 45 60 80 160 120 140 160 180 200
Abundance
155 170
10.00 1020 10.40 10.60
5000 m/z 169.10 20.96%
39 51 63 76 gg 10, 115128 141
O T s o e e T e oo LA
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36210: Naphthalene, 1,4,6-trimethyl- LB B LRI B B
155 10.00 10.20 10.40 10.60
170 m/z 152.10 17.68%
5000
115 128
Il 0 TN B P9 T i
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 1020 10.40 10.60

8270-BF092815.M Thu Oct 01 15:34:39 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Propanoic acid, 2-methyl-, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.34 32.13 ng 1492580 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 72
2 Butanoic acid. 2-propenvl ester 128 C7H1202 002051-78-7 53
3 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 50
4 Butanoic acid. 2-butoxv-l1-methvl... 216 C11H2004 007492-70-8 50
5 4-Hexen-3-ol, 2-methyl- 114 C7H140 004798-60-1 42
Abundance Scan 718 (10.343 min): BF081915.D (-717) (-) m/z 71.10 100.00%
!
43
5000
PR e e
56 10.00 10.20 10.40 10.60
83 111 155 170
Obr bl S 17128 14353 170184 207222 243 | “h77 43.10  55.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109845: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
7
5000 AU
10.00 10.20 10,40 10.60
43 m/z 41.10 11.67%
0 56 | 83 g7 111 143 159173 243
m/z--> 20 45 60 85 160 150 140 1éo 180 200 220 240
Abundance
71
43 10,00 10.20 10.40 10.60 |
5000 m/z 56.10 9.89%
27
o 57 g5 100113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109836: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate R
7 10.00 10.20 10.40 10.60
43 m/z 55.10 7.48%
5000
56
o 00 \ %8111 157 143 159173185108 215 243
m/z--> 20 45 60 80 160 120 150 160 180 200 220 240 10.00 10.20 10,40 10.60

8270-BF092815.M Thu Oct 01 15:34:40 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.59 15.68 ng 728258 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Tridecane 184 C13H28 000629-50-5 80
3 Hexadecane 226 Cl16H34 000544-76-3 80
4 Eicosane 282 C20H42 000112-95-8 78
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
Abundance Scan 740 (10.595 min): BF081915.D (-737) (-) m/z 57.10 100.00%
57
e A/\_/\_A/\WA\M
‘ 85 o J T
113 169 10.20 10.40 10.60 10.80 11.00
0 ...J,l. 1 AL M T o188 o m/z 71.10 48.85%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000
85 10.20 10.40 10.60 10.80 11.00
m/z 43.10 39.77%
0 %9‘ g 13 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 25.07%
29 85
o 113 141 184
m/z--> 50 100 150 200 250 300 350
Abundance #73966: Hexadecane e B B R
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 19.38%
- I V\M
29
m/z--> 55 100 1éo 260 250 300 350 10,20 1040 10.60 10.80 11.00

8270-BF092815.M Thu Oct 01 15:34:41 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Tridecane, 5-propyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.86 23.56 ng 1193680 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 72
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 72
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
Abundance Scan 763 (10.858 min): BF081915.D (-761) (-) m/z 57.10 100.00%

57
71
5000 43
85
HRIRR AN SN SURRRE BN
99
127 169 184 10.60 10.80 11.00 11.20
o.,....,'...|.,..":.,J...J'...'.,....lf‘.l.l.“??....,'!..1.9,8..2.1?,.2.392,‘.“.‘..,.... m/z 71.10 70.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73971: Tridecane, 5-propyl-
57
43 71

10.60 10.80 11.00 11.20

85 m/z 43.10 48.02%

99 112
ol 30 | \‘ i ‘ 7 127141154168183197 226
N L —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71 T
43 10.60 10.80 11.00 11.20
5000 m/z 85.10 27.09%
o 99 113127 141 155 169183 197
N N —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99492: Pentadecane, 2,6,10,14-tetramethyl- T e
57 10.60 10.80 11.00 11.20
71 m/z 41.10 21.34%
5000 43
8 113
29 99
ol Iy “ 7| 127141155 169 1> 197211 225239 253 268
N e i A L4 R o T MMM
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20

8270-BF092815.M Thu Oct 01 15:34:41 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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, 1,2,3,4-tetram... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.93 5.15 ng 261140 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetramethvl- 184 C14H16 003031-15-0 87
2 Azulene. 7-ethvl-1.4-dimethvl- 184 C14H16 000529-05-5 83
3 Naphthalene. 1l-methvl-7-(l1-methv... 184 C14H16 000490-65-3 76
4 2.4.6(1H.3H.5H)-Pvrimidinetrione... 226 C11H18N203 069855-52-3 59
5 2,4,6(1H,3H,5H)-Pyrimidinetrione... 240 C12H20N203 055134-03-7 53
Abundance Scan 769 (10.926 min): BF081915.D (-767) (-) m/z 169.10 100.00%
169
184
5000

153 L L o e

97 111 128141 198 10.60 10.80 11.00 11.20

69
41 57 69 g 214 233

0 m/z 184.10 63.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45645: Naphthalene, 1,2,3,4-tetramethyl-
169 184
5000
10.60 10.80 11.00 11.20
0
115 105141153 m/z 153.10 19.75%
R A L N S W Y Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
169 184
R AN EEREEE R
10.60 10.80 11.00 11.20
5000 m/z 165.10 18.88%
153
128
O T T T T T T T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45652: Naphthalene, 1-methyl-7-(1-methylethyl)- AN BT B
169 10.60 10.80 11.00 11.20
m/z 183.10 17.06%
184
5000
154
141
115
1527 41 63 7789102 "1 | | ]
L e L i B o e L o o o L REEEmmm ey R EREREEEEEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 4,4"-Dimethylbiphenyl Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.07 7.34 ng 371893 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4"-Dimethvibiphenvl 182 C14H14 000613-33-2 68
2 Benzene. l1l-methvl-4-(phenvimethvIl)- 182 C14H14 000620-83-7 64
3 1.1°-Biphenvl. 2.4"-dimethvl- 182 C14H14 000611-61-0 64
4 Tricvclol4.4.1.0(2.5)Tundeca-1(1... 182 C14H14 055836-29-8 58
5 1,1"-Biphenyl, 2,3"-dimethyl- 182 C14H14 000611-43-8 52

Abundance Scan 782 (11.075 min): BF081915.D (-780) (-) m/z 182.10 100.00%

167 182

5000

10.80 11.00 11.20 11.40

0 m/z 167.10 95.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44174: 4,4'-Dimethylbiphenyl
182
5000 LI L L L L LB
167 10. 80 11. 00 11. 20 11. 40
m/z 165.10 84 .94%
15 27 39 51 63 76 91 703115128149152 h‘ |
LA L o e e R A R s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
167
R
182 10.80 11.00 11.20 11.40
5000 m/z 57.10 76.08%
39 51 65 77 91105  1pg. 012
o SN S YN 1 St N Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44189: 1,1'-Biphenyl, 2,4'-dimethyl- T T
167 182 10. 80 11. 00 11. 20 11. 40

m/z 71.10 40.17%

5000
89 152 ‘
115
27 39 o1 63 \\ I M 102 128140 ‘\ M‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.33 14.74 ng 747059 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
3 Heptadecane 240 C17H36 000629-78-7 78
4 Tridecane 184 C13H28 000629-50-5 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
Abundance Scan 804 (11.326 min): BF081915.D (-802) (-) m/z 57.10 100.00%
57
5000 85
|1 1 e 100 1520 1140 1160
ol b b L 718075 200220 m/z 71.10 74.91%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
85 11.00 11.20 11.40 11.60
m/z 43.10 43.87%
0 ?P || | ;118 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
57
11.00 11.20 11,40 11.60
5000 o m/z 85.10 42 .69%
29 113
o 141 183 211 253 282
m/z--> 55 160 1éo 260 2éo 300 3éo
Abundance #82607: Heptadecane R e A E
57 11.00 11.20 11.40 11.60
m/z 41.10 22.27%
5000 85
29
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 11.'00 11.'20 11.'40 11.|60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081915.D

Aca On : 30 Sep 2015 21:50

Operator : UM/I1Z

Sample : 63868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Dibenzothiophene, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.76 4_.55 ng 230505 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene. 4-methvl- 198 C13H10S 007372-88-5 86
2 Dibenzothiophene. 3-methvl- 198 C13H10S 016587-52-3 50
3 4.6.8-Trimethvl-1-azulenecarbald... 198 C14H140 000832-62-2 43
4 Benzenamine. 4.4 -methvlenebis- 198 C13H14N2 000101-77-9 43
5 Pyridine, 4-(4-dimethylaminophen... 198 C13H14N2 001137-80-0 43

Abundance Scan 842 (11.761 min): BF081915.D (-840) (-) m/z 198.10 100.00%

198

5000

11.40 11.60 11.80 12.00

219 242 260

0 m/z 197.10 70.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54878: Dibenzothiophene, 4-methyl-
198

5000

11:40 11.60 11.80 12.00
m/z 57.10 69.24%

99

39 5, 69 86 9152165

11312613 182

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
198
T e e
11.40 11.60 11.80 12.00
5000 m/z 71.10 49.80%
28 99 165
ol 14 °" 45 6376 1131261391%277° 187
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54990: 4,6,8-Trimethyl-1-azulenecarbaldehyde B R s s o
11.40 11.60 11.80 12.00
m/z 85.10 32.37%
5000
0 18 39 63 76 91 115128

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF093015\
Data File : BF081915.D

Acq On : 30 Sep 2015 21:50

Operator : UM/1Z

Sample - G3868-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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-Propenoic acid, ... 2.62 18.0 ng 555601 1 6.90 618312 20.0
2-Pentanone, 4-hy... 5.10 41.4 ng 1278490 1 6.90 618312 20.0
unknown6.67 6.67 80.7 ng 2494730 1 6.90 618312 20.0
Undecane, 2,6-dim... 8.25 7.5 ng 323612 2 8.19 865367 20.0
unknown8 .48 8.48 5.6 ng 244138 2 8.19 865367 20.0
Octane, 2,6-dimet... 8.61 9.1 ng 392832 2 8.19 865367 20.0
Dodecane, 2,7,10-... 9.21 11.7 ng 541081 3 9.94 929071 20.0
Heptadecane, 1-br... 9.35 6.0 ng 279173 3 9.94 929071 20.0
Naphthalene, 2,7-... 9.74 5.2 ng 243010 3 9.94 929071 20.0
3-(2-Methyl-prope... 10.14 5.2 ng 243328 3 9.94 929071 20.0
Dodecane 10.19 6.7 ng 310702 3 9.94 929071 20.0
Naphthalene, 2,3,... 10.26 5.7 ng 266013 3 9.94 929071 20.0
Propanoic acid, 2... 10.34 32.1 ng 1492580 3 9.94 929071 20.0
Heptacosane 10.59 15.7 ng 728258 3 9.94 929071 20.0
Tridecane, 5-propyl- 10.86 23.6 ng 1193680 4 11.43 1013340 20.0
Naphthalene, 1,2,... 10.93 5.2 ng 261140 4 11.43 1013340 20.0
4,4 -Dimethylbiph... 11.07 7.3 ng 371893 4 11.43 1013340 20.0
Hexadecane, 2,6,1... 11.33 14.7 ng 747059 4 11.43 1013340 20.0
Dibenzothiophene,... 11.76 4.5 ng 230505 4 11.43 1013340 20.0
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