LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012617\

Data File : BF092527.D

Aca On : 26 Jan 2017 15:55 Instrument :

Operator : SJ/MA ?:'l\:gﬁ't:Sam ol

3§mple : 11312-04 2X S
isc _

ALS Vial : 18 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-BF012417 .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 5.150 265 268 270 rBV 569216 816133 31.88% 2.171%
2 5.561 301 304 306 rBVY 2252902 2037899 79.61% 5.422%
3 6.590 392 394 400 rVB 2181896 2112522 82.52% 5.620%
4 6.739 404 407 409 rBV 1956768 2132621 83.31% 5.674%
5 6.967 425 427 430 rBV 960030 998712 39.01% 2.657%
6 7.036 430 433 435 rBvV2 25398 43058 1.68% 0.115%
7 7.070 435 436 439 rvB2 35441 52152 2.04% 0.139%
8 7.127 439 441 443 rBV 1803925 1538743 60.11% 4.094%
9 7.253 449 452 453 rBV 32164 44294 1.73% 0.118%
10 7.310 453 457 459 rBV3 34217 68797 2.69% 0.183%

11 7.390 459 464 467 rVV3 126683 237827 9.29% 0.633%
12 7.459 467 470 472 rVv2 34689 67630 2.64% 0.180%
13 7.539 474 477 478 rVV 924769 1207261 47.16% 3.212%
14 7.573 478 480 482 rVvVv 207418 213453 8.34% 0.568%
15 7.619 482 484 486 rVv2 57759 95067 3.71% 0.253%

16 7.687 486 490 493 rVVv2 124059 268891 10.50% 0.715%
17 7.745 493 495 503 rVB5 67355 270987 10.59% 0.721%

18 7.882 503 507 508 rBV3 43009 66549 2.60% 0.177%
19 7.905 508 509 511 rvv2 68256 66153 2.58% 0.176%
20 7.985 514 516 517 rBV 38079 54897 2.14% 0.146%
21 8.007 517 518 521 rVB2 50972 76406 2.98% 0.203%
22 8.065 521 523 524 rBV 29033 51447 2.01% 0.137%
23 8.133 528 529 531 rBV2 31748 43283 1.69% 0.115%
24 8.213 533 536 537 rvv2 33270 58593 2.29% 0.156%

25 8.270 537 541 543 rvv2 973982 1595367 62.32% 4.245%

26 8.327 544 546 547 rVB 183730 164999 6.45% 0.439%

27 8.350 547 548 552 rBvV2 30918 55479 2.17% 0.148%
28 8.476 5562 559 560 rBv4 39801 98442 3.85% 0.262%
29 8.556 563 566 570 rBv4 92925 183204 7.16% 0.487%
30 8.648 572 574 576 rVB2 95030 96453 3.77% 0.257%
31 8.693 576 578 579 rBV 262203 259869 10.15% 0.691%
32 8.716 579 580 583 rvB3 48686 77358 3.02% 0.206%
33 8.773 583 585 586 rBV 83467 64497 2.52% 0.172%
34 8.830 586 590 591 rBV3 41754 84748 3.31% 0.225%

8270-BF012417_.M Fri Jan 27 17:49:53 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012617\

Data File : BF092527.D

Aca On : 26 Jan 2017 15:55 Instrument :

Operator : SJ/MA ?:'l\:gﬁ't:Sam ol

3§mple : 11312-04 2X S
isc _

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.865 591 593 595 rvv 424779 412280 16.10% 1.097%

36 8.956 599 601 602 rvv 89429 132213 5.16% 0.352%
37 8.979 602 603 605 rvB 127944 127358 4._.97% 0.339%
38 9.082 610 612 614 rVB2 95511 100521 3.93% 0.267%
39 9.150 616 618 619 rBv2 46817 59733 2.33% 0.159%
40 9.230 623 625 627 rVB 79139 79984 3.12% 0.213%

41 9.299 627 631 633 rVB 184562 270742 10.58% 0.720%
42 9.345 633 635 638 rBV 1826701 1817990 71.02% 4_.837%
43 9.425 640 642 645 rBv2 376444 569103 22.23% 1.514%
44 9.550 650 653 654 rvv2 47201 81822 3.20% 0.218%
45 9.619 656 659 661 rvv 90660 152047 5.94% 0.405%

46 9.688 661 665 666 rvv 171857 230290 9.00% 0.613%
47 9.745 668 670 674 rvv2 482696 718013 28.05% 1.910%
48 9.813 674 676 677 rvv2 76279 111728 4._36% 0.297%
49 9.848 677 679 681 rvv3 71625 96922 3.79% 0.258%
50 9.893 681 683 685 rvv2 73647 96689 3.78% 0.257%

51 9.962 687 689 691 rvv 446884 397695 15.54% 1.058%
52 10.031 693 695 697 rvv 1373003 1204272 47.04% 3.204%

53 10.065 697 698 703 rvvs 56464 89771 3.51% 0.239%
54 10.156 703 706 708 rvv3 43310 97832 3.82% 0.260%
55 10.202 708 710 711 rvv2 45081 78188 3.05% 0.208%

56 10.225 711 712 715 rvv2 80728 126464 4.94% 0.336%
57 10.282 715 717 719 rVB3 86038 127243 4.97% 0.339%
58 10.351 721 723 724 rVvVv2 43317 39773 1.55% 0.106%
59 10.385 724 726 729 rVB3 60653 101108 3.95% 0.269%
60 10.465 729 733 734 rBV 281620 318689 12.45% 0.848%

61 10.579 741 743 746 rBV3 43135 78754 3.08% 0.210%
62 10.682 749 752 755 rvV 157377 228099 8.91% 0.607%
63 10.739 755 757 758 rVB 41068 54695 2.14% 0.146%
64 10.773 758 760 761 rBV 30191 43043 1.68% 0.115%
65 10.819 761 764 766 rBV 1019701 977659 38.19% 2.601%
66 10.865 766 768 770 rvv2 74594 84834 3.31% 0.226%
67 10.933 773 774 779 rVB 273303 493465 19.28% 1.313%
68 11.071 784 786 789 rBV3 53034 85381 3.34% 0.227%
69 11.128 789 791 792 rBV 54985 66886 2.61% 0.178%

70 11.265 801 803 805 rBv2 57677 110990 4._.34% 0.295%
71 11.379 811 813 815 rBV 165197 233743 9.13% 0.622%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012617\

Data File : BF092527.D

Aca On : 26 Jan 2017 15:55 Instrument :

Operator : SJ/MA gﬁgiéamlem'

agmp le : 11312-04 2X S
isc _

ALS Vial : 18 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-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.414 815 816 819 rVB 205415 197163 7.70% 0.525%
73 11.516 823 825 831 rBV2 1032447 1311485 51.23% 3.489%

74 11.596 831 832 833 rVB 74225 50881 1.99% 0.135%
75 11.631 833 835 836 rBv2 45166 57968 2.26% 0.154%
76 11.699 839 841 842 rBV 65360 60159 2.35% 0.160%

77 11.745 843 845 848 rBv2 239082 321014 12.54% 0.854%
78 11.814 849 851 853 rBvV 214817 201727 7.88% 0.537%
79 11.974 863 865 868 rBv2 102379 236600 9.24% 0.629%
80 12.134 875 879 880 rBv3 103139 230685 9.01% 0.614%

81 12.225 885 887 888 rBvV 199722 209050 8.17% 0.556%
82 12.499 909 911 914 rBV 145953 301259 11.77% 0.802%
83 12.568 915 917 919 rVB 452993 467067 18.25% 1.243%
84 12.614 919 921 922 rBV 255463 253983 9.92% 0.676%
85 12.739 929 932 934 rBV2 274544 677300 26.46% 1.802%

86 13.105 962 964 969 rBV 1274019 1879225 73.41% 5.000%
87 14.168 1055 1057 1058 rBV 539297 511882 20.00% 1.362%
88 14.500 1083 1086 1088 rBV 605455 1149594 44 .91% 3.059%
89 14.637 1096 1098 1102 rBV 747339 1509741 58.97% 4.017%
90 14.808 1110 1113 1116 rBV 1290192 2559968 100.00% 6.811%

Sum of corrected areas: 37586561
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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: BF092527.D
3500000
3000000
2500000 556 6.59
2000000 674 13
1500000
1000000 6.97 7.54

5.15
500000

e e e L il I

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF092527.D

3500000

3000000

13.11

2500000

2000000

1500000

1000000

500000

O e B e L A B e e LA s o B o e B ML

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092527.D

3500000

3000000

2500000

2000000

1500000

1000000

500000

o T T T T ]

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.15 16.34 ng 816133 1,4-Dichlorobenzene-d4 6.97
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. 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-(1-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 268 (5.150 min): BF092527.D (-265) (-) m/z 43.05 100.00%
43
59
5000
1 480 500 520 540
0 ...,....,....,..??',':...,??.'.,...‘??....,??..,...:,|....,. m/z 59.10 57.88%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R IR L B
59 480 500 520 540
m/z 101.10 18.90%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.91%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e e
50 4.80 5.00 5.20 5.40
m/z 41.10 8.80%
5000 41
31
| © g
0 ---|-:-L5--|----|----|----|-5?--|----|----|----|---9-8|----|- —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rrL—ww’J/\"\
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.74 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.74 42_.71 ng 2132620 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9

5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 407 (6.739 min): BF092527.D (-404) (-) m/z 132.10 100.00%
132
5000
68
0 % 6.40 660 680 7.00
40 54 | 7 105 =2 D 080
Ol {7 87 | 3515y m/z 68.10 35.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LI L L L L L LB LN B}
6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.10 33.32%
0 ‘ b H (11 . !
e T e e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
B e R
6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.67%
41 97
53 117
79
88 106
ol bl il S8 W 2D L W e
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R AR RE R RS
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 14 _.15%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown7.39 Concentration Rank 14

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

7.39 4.76 ng 237827 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl-. 1l-meth... 144 C8H1602 032665-23-9 47
2 Butanoic acid. 3-methvl-. propvl... 144 C8H1602 000557-00-6 38
3 Pentanoic acid. 1-methvlethvl ester 144 C8H1602 018362-97-5 38
4 2-Butenoic acid. 4-hvdroxv-. met... 116 C5H803 004508-99-0 27
5 Ethanole, 2-[(2-chloroethyl)thio... 182 C6H11CI02S 006321-47-7 22

Abundance Scan 464 (7.390 min): BF092527.D (-459) (-) m/z 43.10 100.00%
ile] 60 8
69
5000
el sl L gl s 700 750 740 750 780
o — 1 1| |'.|:-.~-..!: e Y e m/z 60.00 95.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20145: Butanoic acid, 3-methyl-, 1-methylethyl ester
43
60 85
5000
7.00 7.20 7.40 7.60 7.80
27 103 m/z 85.05 90.81%
0 '|"J'l"'?t‘*“'l"l'hh"§?""|"'hl""|'L"|""l"}??"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
85
43 57
103 7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 86.08%
29
36 69 115
G R L R L R A I R SR SRS LA LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20093: Pentanoic acid, 1-methylethyl ester N A RAmEE B
43 7.00 7.20 7.40 7.60 7.80
g5 m/z 87.10 73.17%
5000 57
27
103
73
o H sl sl T la | 129
m/z--> ﬁo §o Jo éo eb fo éo do 160 110 150 150 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Hexadecane Concentration Rank 12

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

8.86 5.17 ng 412280 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 90
2 Dodecane 170 C12H26 000112-40-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 81
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 593 (8.865 min): BF092527.D (-591) (-) m/z 57.10 100.00%
57
43
5000 n
85
97 8.60 8.80 9.00 9.20
ol b L SF 113127 145 163 184 s 77 B0%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 Y
5000 n AN RSN RN A R
g5 8.60 8.80 9.00 9.20
29 m/z 71.10 49.40%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
57
i - " 860 880 9.00 9.20
5000 m/z 41.10 32.88%
85
29
o 15 98 112 127 141 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane R B AN WA
57 8.60 8.80 9.00 9.20
43 m/z 85.10 30.07%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> 20 40 éo 8b 100 150 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Tridecane, 6-methyl- Concentration Rank 7

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

9.42 9.45 ng 569103 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 59
2 Tetradecane 198 C14H30 000629-59-4 58
3 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 58
4 Tridecane 184 C13H28 000629-50-5 58
5 Hexatriacontane 507 C36H74 000630-06-8 53

Abundance Scan 642 (9.425 min): BF092527.D (-640) (-) m/z 57.10 100.00%
4357
5000 71
8 N SRR SRR SR
109123137 193 9.00 9.20 9.40 9.60 9.80
0 ,....l,'...|,.-.||.. '-J el 89 09 ) 208 | m/Zz 43.10  78.89%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55016: Tridecane, 6-methyl-
57
5000 43 AR SRR AR B
71 9.00 9.20 9.40 9.60 9.80
85 m/z 71.10 46 .49%
29 2
ob ‘ | | 99 126145154160183
mz-> 20 45 60 85 100 120 140 160 180 200 220 240 260 280 |
Abundance
a3 SIS P/ VA
71 .00 9.20 9.40 9.60 9.80
5000 a5 m/z 41.10 41 _25%
29
99

127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115580: Heptadecane, 2,6,10,14-tetramethyl- A B

43 57 9.00 9.20 9.40 9.60 9.80

m/z 55.10 26.77%
71
5000
85
0 “ | ﬂ | 113127141155160183 211226 253267281296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 900 9.20 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Naphthalene, 1,7-dimethyl- Concentration Rank 17

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

9.69 3.82 ng 230290 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
2 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 98
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 665 (9.688 min): BF092527.D (-661) (-) m/z 156.10 100.00%
141 1%6
5000
9.40 9.60 9.80 10.00
ol 1> 188 m/z 141.10 92.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27169: Naphthalene, 1,7-dimethyl-
141 156
5000
9.40 9.60 9.80 10.00
115 m/z 57.10 39.38%
51 63 77 128
w0 S Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
9.40 9.60 9.80 10.00
5000 m/z 155.10 32.11%
115
27 39 51 63 "0 go 0, 128
O T o e e O
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27180: Naphthalene, 2,3-dimethyl-
156 9.40 9.60 9.80 10.00
14 m/z 115.10 19.77%
5000
115
128
0y ??' ?f' ?6' ﬁ?"Tﬁl'gg"ﬁog""l"b"‘”'"W‘l L N IR IR LN U
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00

8270-BF012417 .M Fri Jan 27 17:49:59 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Pentadecane Concentration Rank 10

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

9.96 6.60 ng 397695 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Eicosane 282 C20H42 000112-95-8 83
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 83
5 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 80

Abundance Scan 689 (9.962 min): BF092527.D (-687) (-) m/z 57.10 100.00%
57
71
5000
85
99 9.60 9.80 10.00 10.20
Okt e [ 2127141155160183 212 Tnm/z  43.10  74.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane
57
43
71
5000 85 9.60 9.80 10.00 1020
29 m/z 71.10 53.34Y%
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
43 o7
9.|60 9.130 10.'00 10.'20 '
5000 71 m/z 85.10 34 .54Y%

85
29

99113127141155169183197 226

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane e . st
43 57 9.60 9.80 10.00 10.20
m/z 41.10 29.73%
71
5000
85
29
o L || 2P 118127141155160 282
R AR aa s e AR BB AR AR A M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 960 980 10. OO 10.20

8270-BF012417 .M Fri Jan 27 17:50:00 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.68 3.79 ng 228099 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 76
4 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 74
5 Octacosane 394 C28H58 000630-02-4 72

Abundance Scan 752 (10.682 min): BF092527.D (-749) (-) m/z 57.10 100.00%
57
5000 43 71

85 R RRARE AR RS AR
99113157141 155169 184 207 10.40 10.60 10.80 11.00

o m/z 43.10 44 . 15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
43
5000 71 TTT TTTT LI N B L
8 10 40 10. 60 10.80 11.00
> m/z 71.10 42.75%
99 113
0 ﬂ ‘ \ 1 ‘ 17l 1?7141155169183196211225239254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
R R R REan
10.40 10.60 10.80 11.00
5000 71 m/z 41.10 20.88%
29 85
o 99 113127141155 184
T T T T T T [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45592: Undecane, 2,5-dimethyl- e e ERRES BE s
57 10.40 10.60 10.80 11.00
m/z 85.10 19.83%
5000
43 71
99 112
OENWMJ$Mhmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11.00

8270-BF012417 .M Fri Jan 27 17:50:01 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.93 7.53 ng 493465 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 87
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 80
Abundance Scan 774 (10.933 min): BF092527.D (-773) (-) m/z 57.10 100.00%
57
43
5000
99 113 10.60 10.80 11.00 11.20
o 127 141 154 169 183195 210 n/z 43 .10 71.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43
71
5000 85 IR SRR SRR
10 60 10 80 11. oo 11.20
29 o m/z 71.10 54 _76%
a5 | L L Pusiunssie e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
10.|60 10.I80 11.'00 11.'20 '
5000 71 m/z 85.10 36.41%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 120 150 160 180 200 250
Abundance #36165: Undecane, 2-methyl- e
43 57 10.60 10.80 11.00 11.20
m/z 41.10 30.80%
71
5000 85
29
99 127
015“3141155170 S B O —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1060 1080 1100 1120

8270-BF012417 .M Fri Jan 27 17:50:01 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Tridecane, 4,8-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.38 3.56 ng 233743 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 4.8-dimethvl- 212 C15H32 055030-62-1 68
2 Decane 142 C10H22 000124-18-5 64
3 Pentadecane 212 C15H32 000629-62-9 64
4 Hexadecane 226 Cl16H34 000544-76-3 58
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 53
Abundance Scan 813 (11.379 min): BF092527.D (-811) (-) m/z 57.10 100.00%
57
43
5000 1
99 90 1190 1140 1160
121 135 232 11.00 11.20 11.40 11.60
N 154167 182 201 217 77 4310 73 07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64583: Tridecane, 4,8-dimethyl-
43 57
5000 29 71 AR O B SUGLEE
85 11,00 1120 11.40 11.60
98 m/z 71.10 48.30%
o “ 1 w || 113 197 M 155 169 183 107 212
m/z--> 20 40 eb 80 100 120 140 1éo 180 200 220
Abundance
43 57
1100 11.20 11.40 11.60
5000 m/z 41.10 36.96%
71
29 85
oL 15 99 113 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane e ma E e AR
57 11.00 11.20 11.40 11.60
43 m/z 85.10 31.54%
71
5000 85
29 9
m/z--> 20 45 65 85 160 150 150 160 180 200 250 ' 11,00 1120 11.40 1160

8270-BF012417 .M Fri Jan 27 17:50:02 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 1-Hexadecene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.75 4.90 ng 321014 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 90
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 87
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 83
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 83
5 1-Hexadecanol 242 C16H340 036653-82-4 83
Abundance Scan 845 (11.745 min): BF092527.D (-843) (-) m/z 55.10 100.00%
69 83
41
5000
125139 1140 11.60 11.80 12.00
o.,“.ﬁ . 154 | 181 198 218 243 261 /7 43 10 88 010
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72489: 1-Hexadecene
43
5000 U DAL B B B B
29 nmnmumnm
111 125 m/z 69.10 82.10%
oL \\ 140154 168182196 224
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 g9
41 8 R DAL BRI SN DU I
97 11.40 11.60 11.80 12.00
5000 m/z 83.10 81.04%
ol 111
o 125139154168182196 224 252
m/z--> ﬁo Jo eb 85 160 150 1&0 160 180 200 220 240 260
Abundance #89785: 5-Octadecene, (E)- B Em R B
55 11.40 11.60 11.80 12.00
m/z 57.10 80.57%
4 69 g3
5000
2
o J 11 125139 154 168181195 224 252
m/z--> ﬁo Jo eb 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00

8270-BF012417 .M Fri Jan 27 17:50:03 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.50 4_.59 ng 301259 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Pentadecane 212 C15H32 000629-62-9 70
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 58
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 58
5 Heptacosane 380 C27H56 000593-49-7 58
Abundance Scan 911 (12.499 min): BF092527.D (-909) (-) m/z 57.10 100.00%
57
5000 43
85
206 LSRR BN SN B

12.20 12.40 12.60 12.80

| A J 37 127 151160 189 | 221 247 268 291

Oty et e b e e e e ey || M7z 71.10 49 28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99476: Nonadecane
57
71
5000 U AUV AR

12.20 12.40 12,60 12.80
m/z 43.10  44.44%

99

127141 169 197

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R EE AN BEE
71 12.20 12.40 12.60 12.80
5000 m/z 85.10 27.06%
41
99
ol 26 127141 169 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86886: 2-Bromo dodecane R REEam B S
57 12.20 12.40 12.60 12.80
m/z 55.10 25.94%
71
5000
169
o ‘ ‘\ | 127 149 248
,,,,,,, e R AN BEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80

8270-BF012417 .M Fri Jan 27 17:50:04 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Cyclopentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.57 7.12 ng 467067 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 91
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
3 Dichloroacetic acid. 4-hexadecvl... 352 C18H34C1202 1000282-98-1 80
4 Pentafluoropropionic acid. 4-hex... 388 C19H33F502 1000283-04-1 74
5 1-Hexadecanol 242 C16H340 036653-82-4 68
Abundance Scan 917 (12.568 min): BF092527.D (-915) (-) m/z 55.10 100.00%
55

|

5000

12.20 12.40 12.60 12.80
m/z 83.10 94.34%

3

o

I 224 244 269 287302
BREERRRaS

R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63051: Cyclopentadecane

Iy

5000

12.20 12.40 12.60 12.80
m/z 43.10 78.73%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

43
69 IIIIIIIIIIIIIIIIIIIIIII
97 12.20 12.40 12.60 12.80
5000 m/z 69.10 76.37%
123
2 141
o 166181196 222 269

mmmﬁm‘mwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141863: Dichloroacetic acid, 4-hexadecy! ester R e EEaE L
5 12.20 12.40 12.60 12.80

m/z 97.10 69.14%

5000

i

29 224

154 181196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12 60 12.80

8270-BF012417 .M Fri Jan 27 17:50:05 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Heneicosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.61 3.87 ng 253983 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
3 Octadecane 254 C18H38 000593-45-3 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86

Abundance Scan 921 (12.614 min): BF092527.D (-919) (-) m/z 57.10 100.00%
57
5000 85
13 1 189206 12.20 12.40 12.60 12.80 13.00
0 ...,....,...|,..".-.,1:... e e oo et e 200, 2599 280296 | sz 43.10 58.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115569: Heneicosane
57
5000 85 AR AR R R
nmnmnmnmmm
13 m/z 71.10 57.29%
obta L |y L S 109 197 225 25368 296
m/z--> 26 45 65 85 160 150 150 160 180 200 220 240 260 2éo 360
Abundance
43
o 12.20 12.40 12.60 12.80 13.00
5000 m/z 85.10 40.75%
99
o 127 155 183108 225 253268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91037: Octadecane e o S e e e o o
57 12.20 12.40 12.60 12.80 13.00
m/z 55.10 24 .96%
5000 85
A D
m/z--> 26 45 65 85 160 150 150 160 180 200 220 240 260 2éo 360 12. 20 12. 40 12. 60 12. 80 13. oo

8270-BF012417 .M Fri Jan 27 17:50:06 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.50 44 .92 ng 1149590 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1086 (14.500 min): BF092527.D (-1083) (-) m/z 57.10 100.00%
5
5000 |J
140 182 14.20 14.40 14.60 14.80
ob LU LLLL T, 182 224258 309 350 3gratsasa 506 7110 67.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #142113: Heptadecane, 9-octyl-
57
5000 L B B I
14.20 14.40 14.60 14.80
m/z 43.10 53.95%
ot dd 141 183 2399 308 352
m/z--> §0 160 150 200 250 300 350 400 450 500 550 600
Abundance
57
14,20 14,40 14.60 14.80
5000 m/z 85.10 51.51%
97
o 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #159267: Heptacosane, 1-chloro- R REAE R S
57 14.20 14.40 14.60 14.80
m/z 55.10 22 .58%
5000
97
0 27 | 127 183217 273303 343373 414
m/z--> §0 160 1%0 200 250 300 350 400 450 500 550 600 1420 14.40 14.60 14.80

8270-BF012417 .M Fri Jan 27 17:50:06 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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, 2,6,11-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.64 58.99 ng 1509740 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 87
Abundance Scan 1098 (14.637 min): BF092527.D (-1096) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 71.10 66.14%

113140168 11 252280

o 330360 403 440 478 512
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #64591: Dodecane, 2,6,11-trimethyl-
57
5000 LA L L L L L L L L L
85 14.40 14.60 14.80 15.00
m/z 43.10 53.93%
29 113 169
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
AN EEa TS S S
85 14.40 14.60 14.80 15.00
5000 m/z 85.10 47 .71%
29
o 113141169 212
L R LA B B e e o .
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109917: Methoxyacetic acid, 2-tetradecy! ester AN EEa TS S S
57 14.40 14.60 14.80 15.00
m/z 55.10 19.49%
5000
29 85
J WL litP141168 107 a3
oM Ay s e e

T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092527.D

Aca On : 26 Jan 2017 15:55

Operator : SJ/MA

Sample : 11312-04 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.81 100.02 ng 2559970 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Octadecane 254 C18H38 000593-45-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 87

Abundance Scan 1113 (14.808 min): BF092527.D (-1110) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00 15.20
m/z 71.10 66.84%

141169197204252280309 348379 410 441 485 516
miz-> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #155177: Octacosane
57
5000 85 LI L L L
14. 40 14 60 14. 80 15. OO 15 20
29 m/z 43.10 52.83%
ok L | h\\J H41169;97225253281309337365394
T B A S W e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
e
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 49 .55%
29
. 113141 169197225 254
T T T T T T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane I RREEEEEES T
14.40 14.60 14.80 15.00 15.20
m/z 55.10 19.35%
5000

‘ 141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 1440 14'60 14.80 15.00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\

Data File : BF092527.D

Acq On - 26 Jan 2017 15:55 Instrument :

Operator : SJ/MA gmgigamlem'

agmple : 11312-04 2X CASSB40£&2
isc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.15 16.3 ng 816133 1 6.97 998712 20.0
unknown6.74 6.74 42.7 ng 2132620 1 6.97 998712 20.0
unknown7 .39 7.39 4.8 ng 237827 1 6.97 998712 20.0
Hexadecane 8.86 5.2 ng 412280 2 8.27 1595370 20.0
Tridecane, 6-methyl- 9.42 9.4 ng 569103 3 10.03 1204270 20.0
Naphthalene, 1,7-... 9.69 3.8 ng 230290 3 10.03 1204270 20.0
Pentadecane 9.96 6.6 ng 397695 3 10.03 1204270 20.0
Pentadecane, 2,6,... 10.68 3.8 ng 228099 3 10.03 1204270 20.0
Tetradecane 10.93 7.5 ng 493465 4 11.52 1311490 20.0
Tridecane, 4,8-di... 11.38 3.6 ng 233743 4 11.52 1311490 20.0
1-Hexadecene 11.75 4.9 ng 321014 4 11.52 1311490 20.0
Nonadecane 12.50 4.6 ng 301259 4 11.52 1311490 20.0
Cyclopentadecane 12.57 7.1 ng 467067 4 11.52 1311490 20.0
Heneicosane 12.61 3.9 ng 253983 4 11.52 1311490 20.0
Heptadecane, 9-oc... 14.50 44 _.9 ng 1149590 5 14.17 511882 20.0
Dodecane, 2,6,11-... 14.64 59.0 ng 1509740 5 14.17 511882 20.0
Octacosane 14.81 100.0 ng 2559970 5 14.17 511882 20.0
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