LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 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-BF122116.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 3.315 121 125 130 rvVvB 12999 30178 2.59% 0.208%
2 4.756 249 251 258 rBV 423830 537701 46.07% 3.712%
3 5.258 293 295 303 rBvV 245976 338557 29.01% 2.337%
4 6.321 385 388 395 rBV 423801 555636 47.61% 3.836%
5 6.424 395 397 399 rVB 307260 396701 33.99% 2.739%

6.641 414 416 418 rBV 1069586 950663 81.46% 6.563%
6.790 427 429 432 rBvY 370125 442401 37.91% 3.054%
rBv 240505 307120 26.31% 2.120%
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7.259 468 470 471 rVB 17840 16175 1.39% 0.112%
1 7.453 482 487 489 rVB4 9372 18655 1.60% 0.129%
11 7.933 526 529 531 rBV 975999 1167101 100.00% 8.057%
12 8.219 549 554 559 rBV5 8457 30397 2.60% 0.210%
13 8.367 564 567 571 rBvV2 19782 31322 2.68% 0.216%
14 8.539 580 582 584 rBV 28503 35939 3.08% 0.248%
15 8.642 588 591 593 rvv2 22084 25691 2.20% 0.177%
16 8.733 598 599 603 rBv4 12453 21732 1.86% 0.150%
17 8.836 605 608 610 rBvV3 7325 17124 1.47% 0.118%
18 8.962 618 619 621 rVB 20034 14013 1.20% 0.097%
19 9.007 621 623 625 rVB 569218 548045 46.96% 3.783%
20 9.099 627 631 633 rBv 53016 56992 4._.88% 0.393%
21 9.270 642 646 648 rBv2 12792 23195 1.99% 0.160%
22 9.339 651 652 653 rvv 21123 17802 1.53% 0.123%
23 9.407 655 658 661 rvv 66736 75543 6.47% 0.522%
24 9.625 675 677 679 rBvV 64690 52331 4.48% 0.361%
25 9.670 679 681 683 rvv 910733 1030951 88.33% 7.117%
26 9.705 683 684 689 rvB4 31946 33286 2.85% 0.230%
27 9.785 689 691 693 rVB 8365 14085 1.21% 0.097%
28 9.876 697 699 701 rvB2 20923 24160 2.07% 0.167%
29 9.945 704 705 707 rvB2 18339 16008 1.37% 0.111%
30 9.990 707 709 710 rBV2 8303 13070 1.12% 0.090%
31 10.082 715 717 719 rBV2 10387 18772 1.61% 0.130%
32 10.116 719 720 722 rVB 37739 48233 4._.13% 0.333%
33 10.219 727 729 730 rvV 24543 19341 1.66% 0.134%
34 10.299 733 736 737 rBV3 9104 18768 1.61% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 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-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.345 737 740 741 rVB2 23101 34727 2.98% 0.240%

36 10.459 748 750 757 rVB4 98054 159849 13.70% 1.103%
37 10.608 760 763 766 rvv3 96289 155945 13.36% 1.077%
38 10.653 766 767 769 rvV 75926 99867 8.56% 0.689%
39 10.688 769 770 772 rvv2 101849 141550 12.13% 0.977%
40 10.722 772 773 777 rVV 99849 171000 14.65% 1.180%

41 10.790 777 779 781 rvv2 54726 111954 9.59% 0.773%
42 10.836 781 783 785 rVvV 97180 123325 10.57% 0.851%
43 10.870 785 786 789 rvV 95575 144013 12.34% 0.994%

44 10.916 789 790 793 rVB 70217 55629 4.77% 0.384%
45 11.042 799 801 802 rBV 60817 67609 5.79% 0.467%
46 11.156 808 811 812 rBV 755830 915036 78.40% 6.317%
47 11.179 812 813 814 rVB 100492 68887 5.90% 0.476%
48 11.225 814 817 819 rVB 34040 39268 3.36% 0.271%
49 11.396 829 832 836 rBvV3 22477 56026 4._80% 0.387%
50 11.465 836 838 841 rBV 69880 80503 6.90% 0.556%
51 11.568 845 847 849 rvB2 15453 16771 1.44% 0.116%
52 11.625 849 852 853 rBvV3 12025 21859 1.87% 0.151%
53 11.659 853 855 856 rBvV 20582 30001 2.57% 0.207%
54 11.762 862 864 869 rvB2 37959 69427 5.95% 0.479%
55 11.865 869 873 877 rBV3 50782 114939 9.85% 0.793%
56 11.979 877 883 885 rBv4 29239 88131 7.55% 0.608%
57 12.025 885 887 889 rBvV3 11653 21969 1.88% 0.152%
58 12.082 889 892 894 rBvV2 21860 42783 3.67% 0.295%
59 12.151 894 898 900 rvB4 23169 35713 3.06% 0.247%
60 12.208 900 903 906 rBV2 35019 105820 9.07% 0.731%
61 12.253 906 907 909 rvB 57451 56218 4.82% 0.388%
62 12.322 912 913 915 rBV2 14107 19423 1.66% 0.134%
63 12.356 915 916 918 rVB 113845 99360 8.51% 0.686%
64 12.402 918 920 923 rBV3 22957 42863 3.67% 0.296%
65 12.459 923 925 926 rBV 15938 26128 2.24% 0.180%
66 12.585 934 936 938 rBV 95301 115061 9.86% 0.794%
67 12.631 938 940 943 rVvB2 62205 84889 7.27% 0.586%
68 12.733 947 949 952 rvv 500113 471355 40.39%% 3.254%
69 12.916 963 965 967 rBvV2 38620 46336 3.97% 0.320%
70 12.985 969 971 972 rVB 85734 84241 7.22% 0.582%

71 13.019 972 974 979 rBV5 35233 107772 9.23% 0.744%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 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-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.179 986 988 989 rBV 38642 44350 3.80% 0.306%
73 13.328 999 1001 1002 rBV 89833 81497 6.98% 0.563%

74 13.648 1028 1029 1032 rVB2 96039 139856 11.98% 0.965%
75 13.785 1038 1041 1042 rBV 785760 1031310 88.37% 7.120%

76 13.968 1055 1057 1061 rBV 140951 208069 17.83% 1.436%
77 14.277 1082 1084 1085 rBV 136029 158656 13.59% 1.095%
78 14.574 1107 1110 1113 rBV2 178798 367997 31.53% 2.540%
79 15.157 1158 1161 1163 rBV 487262 745530 63.88% 5.147%
80 15.568 1195 1197 1199 rBV 182805 326318 27.96% 2.253%

81 16.128 1244 1246 1252 rVB2 160120 308133 26.40% 2.127%

Sum of corrected areas: 14485651
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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: BF092127.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4.76 11.31 ng 537701 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
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 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 251 (4.756 min): BF092127.D (-249) (-) m/z 43.10 100.00%
43
59
5000
101 4.40 4.60 4.80 5.00
e Sl sl ee 8 | 8910  56.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL LA I R
59 440 460 480 500
m/z 101.00 17.13%
25 31 37 ‘ 83 g3 %
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 440 460 480 500
5000 m/z 58.10 14.62%
29 101
15 37 51 73 8 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R e R
50 440 4.60 4.80 5.00
m/z 41.10 9.39%
5000
41
29 101
"'|""|"JHN"'Jllk“'l??ﬁli""|??"|' ?p-u----m----u- USRS SRS SRS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.42 Concentration Rank 5

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

6.42 8.35 ng 396701 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 397 (6.424 min): BF092127.D (-395) (-) m/z 132.00 100.00%
32
5000
68
W 54 | % 6.00 6.20 640 6.60 6.80
Ottt ot b el e | M/Z 68.10  34.07%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 NSNS SRS N
6.00 6.20 6.40 6.60 6.80
m/z 134.00 34 .03%
31 51 ‘
| H | |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.00 6.20 640 6.60 6.80
5000 67 m/z 66.00 20.27%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil i O B e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 12.33%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 600 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknownl10.61 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.61 3.41 ng 155945 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.4-dimethviphenvl)- 163 C10H13NO 002050-43-3 38
2 N-Allvl-p-hvdroxvbenzamide 177 C10H11NO2 090921-72-5 27
3 2-Propanone. 1-(4-methoxvphenvl)- 164 C10H1202 000122-84-9 22
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 18
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 18
Abundance Scan 763 (10.608 min): BF092127.D (-760) (-) m/z 121.10 100.00%
57
71 107
5000 43
P 163 LA ANSATL LN
177 I I I I I
| 1 | 134 | 220 10.20 10.40 10.60 10.80 11.00
e b @8 LS Tm/z 57.05  65.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31197: Acetamide, N-(2,4-dimethylphenyl)-
121
163
5000 106 10.20 10.40 10.60 10.80 11.00
m/z 107.00 55.23%
43 7 o1
15 28 | 5465 | % | 132 148
m/z--> ﬁo 45 éo 85 160 150 150 160 180 260 250
Abundance
121
10.20 10.40 10.60 10.80 11.00
5000 m/z 71.10 52.20%
56 93 177
28 39 77 105 133 148 162
m/z--> ﬁo 45 éo 85 100 150 150 160 180 260 250
Abundance #31643: 2-Propanone, 1-(4-methoxyphenyl)- i T E
121 10.20 10.40 10.60 10.80 11.00
m/z 43.10 38.03%
5000
43 164
27 63 ' 91 107 | 1%
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 180 2(')0 22'0 10 20 10 40 10. 60 10. 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.18 ng 99867 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Benzoic acid. 4-methoxv-. diethv... 220 C12H17B03 146681-61-0 64
3 1l-n-Hexvladamantane 220 C16H28 022458-75-9 64
4 Phenol. 4.4"-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 64
5 Hexestrol 270 C18H2202 005635-50-7 64
Abundance Scan 767 (10.653 min): BF092127.D (-766) (-) m/z 135.10 100.00%
5000
41 o 47 o5 1(|)7 121 149 165 220 10.40 10.60 10.80 11.00
SR VIS S G AU B . N S B —— L m/z 107.00 15.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.40 10.60 10.80 11.00
m/z 136.10 11.72%
18204 5 77 95 %199 | 9 175 101 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135
10.40 10.60 10.80 11.00
5000 m/z 41.05 9.87%

77 191
57 92 107
29 40 120 | 147 163177 204 220

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69640: 1-n-Hexyladamantane R A BAR T e  S
135 10.40 10.60 10.80 11.00
m/z 121.05 8.47%
5000
55 67 7? 93 107 ‘ 177 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknownl10.69 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.69 3.09 ng 141550 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanamide. N-(2-methviphenvI)-3... 191 C11H13NO2 000093-68-5 35
2 o-Tolvlbiauanide 191 C9H13N5 000093-69-6 32
3 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 32
4 1.2-Benzenedicarboxvlic acid. bi... 250 C14H1804 000605-45-8 27
5 Phenol, 4-butyl- 150 C10H140 001638-22-8 27
Abundance Scan 770 (10.688 min): BF092127.D (-769) (-) m/z 107.00 100.00%
107 149
121
5000
55 191
M 7 9 13|5 165 220 10.40 10.60 10.80 11.00
...w..”ﬂt”J,L.J“.hwu e m/z 149.05 98.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49752: Butanamide, N-(2-methylphenyl)-3-oxo-
107
5000
191 10.40 10.60 10.80 11.00
43 133 m/z 121.05 66.00%
15 27 ‘ 54 65 /7 91 | 159 \‘ 148 176
m/z--> 20 40 eb 80 160 120 140 160 180 200 220
Abundance
107
101 1040 10.60 10.80 11.00
5000 85 m/z 191.10 25.07%
43 132
60
149
16 28 74 118 160 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50011: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamino...
43 149 10.40 10.60 10.80 11.00
m/z 55.05 24 .24%
5000
120 191
54 67 80 94107 | 131 | 169
m/z--> 20 4'0 60 80 100 12'0 140 160 180 2(')0 220 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Phenol, m-tert-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.72 3.74 ng 171000 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 50
2 Benzestrol 298 C20H2602 000085-95-0 47
3 Hexestrol 270 C18H2202 005635-50-7 35
4 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 35
5 N-Ethyl-4-pyridinemethylamine 136 C8H12N2 033403-97-3 30

Abundance Scan 773 (10.722 min): BF092127.D (-772) (-) m/z 135.10 100.00%

135
1211 149

5000

10.40 10.60 10.80 11.00
m/z 121.10  78.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22636: Phenol, m-tert-butyl-
135
5000 /\|||||||||||||||||||||
107 150 10.40 10.60 10.80 11.00

‘ m/z 149.10 T1.77%

4 779
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
107
121135

10.40 10 60 10 80 11.00

5000 m/z 107.00 64.11%
7 91 163177
42 55 148
mewmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestrol
135 10.40 10.60 10.80 11.00
m/z 41.10 16.94%
5000 107

274 55 7791 | 121 | 151165181104 212 241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 40 10 60 10 80 11. 00

8270-BF122116.M Sat Jan 07 03:00:11 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Phenol, 2-methyl-5-(1-methy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.45 ng 111954 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 64
2 47 -Methoxvbutvrophenone 178 C11H1402 004160-51-4 64
3 2-Fluoro-4-cvanotoluene 135 C8HG6FN 170572-49-3 64
4 Carbamic acid. N-T1.l1-bis(triflu... 413 C19H25F6N02 296242-69-8 64
5 Thymol 150 C10H140 000089-83-8 64
Abundance Scan 779 (10.790 min): BF092127.D (-777) (-) m/z 135.10 100.00%
135
5000
41 107 10.40 10.60 10.80 11.00 11.20
57 71 95 121 163 182
bt ot e e T TR 192 Th/z 107.05  12.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22723: Phenol, 2-methyl-5-(1-methylethyl)-
35
5000
150 10.40 10.60 10.80 11.00 11.20
o1 m/z 136.10 10.81%
1827 3 51_es 77 T 10717
mzs b 40 @ 8 10 130 140 16 180
Abundance
135
10.40 10.60 10.80 11.00 11.20
5000 m/z 41.10 9.60%
77 178
92
27 4150 64 107 ;1 190 163
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14939: 2-Fluoro-4-cyanotoluene e EREEE S
135 10.40 10.60 10.80 11.00 11.20
m/z 43.05 6.88%
5000
108
50 63 75 88 g9 | 120
m/z--> 20 40 (% 80 100 ﬁ01h 160 180 10,40 10.60 10.80 11.00 11.20

8270-BF122116.M Sat Jan 07 03:00:12 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknownl0.84 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.84 2.70 ng 123325 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(2-methvilpropvl)- 150 C10H140 004167-74-2 46
2 Phenol. 4-(1.1-dimethvlethvy)-2-... 164 C11H160 000098-27-1 32
3 Benzolblthiophene-3-methanol. 2.... 180 C10H120S 039891-65-1 32
4 Phenol. 4-butvl- 150 C10H140 001638-22-8 27
5 2-Oxazolidinone, 4-methyl-5-phen... 177 C10H11NO2 028044-22-6 27
Abundance Scan 783 (10.836 min): BF092127.D (-781) (-) m/z 149.10 100.00%
107 149
5000 121
135
41 55 g5 77 91 163 177 10.60 10.80 11.00 11.20
S N S W SR WY T Ja-,ﬂ m/z 107.00 89.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22660: Phenol, 4-(2-methylpropyl)-
107
5000
10.60 10.80 11.00 11.20
150 m/z 121.05 47 .07%
39 5 g5 ! 121
‘u L ‘\ 93 ‘ Il 133
LN I R UL LA UURLLAL SARLEL A SURLEL AL UL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
149
10,60 10.80 11.00 11.20
5000 m/z 135.10 17.27%
121 164
1827 451 g5 77 91 109 133
mz-> 20 40 60 80 100 120 140 160 180
Abundance #42365: Benzo[b]thiophene-3-methanol, 2,3-dihydro-3-methyl-
149 10.60 10.80 11.00 11.20
m/z 150.10 12 .54%
5000 134
180
39 115
e A L N e ) ) e
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20

8270-BF122116.M Sat Jan 07 03:00:12 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Phenol, 4-(1,1-dimethylprop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.15 ng 144013 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 78
2 Benzeneacetonitrile. 4-fluoro- 135 C8H6FN 000459-22-3 64
3 Pentandioic acid. (p-t-butvlphen... 264 C15H2004 212762-88-4 64
4 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 64
5 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 50
Abundance Scan 786 (10.870 min): BF092127.D (-785) (-) m/z 135.05 100.00%
135
5000
41 107 10.60 10.80 11.00 11.20
77 91 121 | 149 : : : :
...,....,'-..?.“3,....,..-.1.,.I...,... b 2 et | M/z 107.00  18.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
135
5000

07 10.60 10.80 11.00 11.20
m/z 136.10 10.12%
o7 s 77 @1 ‘ 121 | 149164

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
10.60 10.80 11.00 11.20
5000 108 m/z 41.10 8.10%

2639 2/ 75 95

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96679: Pentandioic acid, (p-t-butylphenyl) ester e e ERRmS R
135 10.60 10.80 11.00 11.20
m/z 95.05 5.00%
5000 150
27 41 55 70 87 10715 | _163177101205219 247 264
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10. 80 11. OO 11.20

8270-BF122116.M Sat Jan 07 03:00:13 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Docosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.51 ng 114939 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 72
2 Tetracosane 338 C24H50 000646-31-1 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 64
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 64
Abundance Scan 873 (11.865 min): BF092127.D (-869) (-) m/z 57.05 100.00%
57
5000 85
113 134 159 181 208 1160 1180 12,00 1220
rerpreeefhl m/z 43.05 70.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #123095: Docosane
57
5000 85 LR B S UL SRR
umnmnmnm
m/z 71.10 67.47%
20| ™ 169 107 225 253 281 310
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 32'0 340
Abundance
57
' 11.60 11.80 12.00 12.20 |
5000 P m/z 85.05 38.71%
29

113 141 169 197 225 253 281 309 338

LRI SR AR R S AR LA BN AR LR LAY SR SARAN R LA SARAS SR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73967: Hexadecane R B
57 11.60 11.80 12.00 12.20
m/z 41.05 32.59%

5000 85
29
DL 18 141 160 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 60 11. 80 12. 00 12. 20

8270-BF122116.M Sat Jan 07 03:00:13 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Phenanthrene, 3,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.21 2.31 ng 105820 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 89
2 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 87
3 1H-Indene. 2-methvIl-3-phenvl- 206 C16H14 035099-60-6 70
4 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 68
5 Phenanthrene, 4,5-dimethyl- 206 Cl6H14 003674-69-9 59
Abundance Scan 903 (12.208 min): BF092127.D (-900) (-) m/z 206.05 100.00%
206
191
5000

165
106 120,41 148 223 11.80 12.00 12.20 12.40 12.60
m/z 191.10 59.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60361: Phenanthrene, 3,6-dimethyl-
206

5000 191 e o B EEmms
11. 80 12. OO 12. 20 12. 40 12 60

102 m/z 189.10 33.04%
76 89
15 27 39 51 63 7 %7 1" 115105139152 165178 | ‘
L e e e AR ”..“..w..”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206
e e
11.80 12.00 12.20 12.40 12.60
5000 191 m/z 190.10 27.21%
g9 101 6
27 39 51 63 /6 115127130152 165178
i B L AL e I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60368: 1H-Indene, 2-methyl-3-phenyl-
206 11.80 12.00 12.20 12.40 12.60
191 m/z 205.10 26.32%
5000
40 51 63 91 128 65
76 115 17
e Y -l T O Ml Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40 12.60

8270-BF122116.M Sat Jan 07 03:00:14 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.65 2.71 ng 139856 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 10-MethvlInonadecane 282 C20H42 056862-62-5 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 1029 (13.648 min): BF092127.D (-1028) (-) m/z 57.10 100.00%
57
5000 M
99 231 "' 1340 13.60 13.80 14.00
141175 201 : : : :
- ...4.“.‘"..‘,.‘1'..,'.“..l'.|‘.... B — m/z 71.10 73.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane
57
5000 LS UL BULELN B L

13.40 13.60 13.80 14.00
m/z 43.10 72.02%

\\\H‘7 169 211 253 205 337 393 432463 505 561591

4

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R B A B
13.40 13.60 13.80 14.00
5000 m/z 85.10 43.28%
99 154
267
R B A B e R o AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99477: Nonadecane R AR RRRES T
57 13.40 13.60 13.80 14.00
m/z 55.10 30.96%
5000 Jk”\ﬂAWA/VVV‘/ﬁL’AI¢Jl/A\JpVV
99
26/ || |1, 141 183 225 268
A B R A RS B R B A B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13. 40 13. 60 13 80 14. 00

8270-BF122116.M Sat Jan 07 03:00:14 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.04 ng 208069 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetracosane 338 C24H50 000646-31-1 90
3 Tricosane 324 C23H48 000638-67-5 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Nonacosane 408 C29H60 000630-03-5 86
Abundance Scan 1057 (13.968 min): BF092127.D (-1055) (-) m/z 57.10 100.00%
g7
5000 85
113 155 207 231 13.60 13.80 14.00 14.20
3 ,|. A TR 720 183 207 7Y 260280 302321341 m/z 71.10 68.19%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 U UL DU B
13. 60 13. 80 14.00 14.20
29 113 m/z 43.10 60.28%
\‘ Al ‘\ “\ ‘h h‘ H‘ \141 169 197 225 253 296
m/z--> éo 160 150 200 2%0 300 3%0
Abundance
57
13.60 13.80 14.00 14.20
5000 85 m/z 85.10 47 .65%
29
113 141 169 197 225 253 281 309 338
m/z--> éo 160 150 200 250 360 3%0
Abundance #130016: Tricosane R e EEaE L
57 13.60 13.80 14.00 14.20
m/z 55.10 19.75%
5000 85 Pvv\/f\v/~“”/L/A\“fW“PJ“ka/NJ/
113 324
3 ‘\‘ | 4L )yt 169 197 239 267 g5 |
m/z--> éo 160 150 200 2%0 360 3%0 1360 1380 1400 1450 '

8270-BF122116.M Sat Jan 07 03:00:15 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Octadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .57 9.87 ng 367997 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 64
2 Nonadecane 268 C19H40 000629-92-5 62
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 50
4 Hexacosane 366 C26H54 000630-01-3 46
5 Hexadecane 226 C16H34 000544-76-3 46
Abundance Scan 1110 (14.574 min): BF092127.D (-1107) (-) m/z 57.10 100.00%
g7
5000
18 143 o ot | 276 agsm s a0 || 1630 1440 1aE0 1450
Oty m/z 71.10 68.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91035: Octadecane
57
5000 85 L B IS BN B
14.20 14.40 14.60 14.80
m/z 43.10 63.44%
29 ‘ 113
\‘ \‘ | “\ H H‘ \‘ \14\.1 . 169 197 225 254
m/z--> Sb 100 1%0 260 2éo 300 3%0 460
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 57 .79%
29
113 141 169 197 225 268
m/z--> ' "éolll 166 B 150"' ééd B ésd B éoo"' ééd B 266
Abundance #99480: Octadecane, 2-methyl- R AR L
43 14.20 14.40 14.60 14.80
m/z 253.15 56.43%
5000
71
1} J J 99 127 155 183 22° 268
m/z--> éo 100 1%0 260 250 360 3%0 460 1450 1440 1460 1J80 '

8270-BF122116.M Sat Jan 07 03:00:15 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.57 8.75 ng 326318 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 70
2 Heneicosane 296 C21H44 000629-94-7 62
3 Tetracosane 338 C24H50 000646-31-1 62
4 Eicosane. 3-methvl- 296 C21H44 006418-46-8 62
5 Eicosane 282 C20H42 000112-95-8 62
Abundance Scan 1197 (15.568 min): BF092127.D (-1195) (-) m/z 57.10 100.00%
57
5000
111 135 163 191 245 15.20 15.40 15.60 15.80
ol d 221 282306 333355 383 408 77 71.10 20 14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 L AU LR B U B
85 1520 1540 15.60 15.80
29 m/z 43.10 61.06%
| ‘ T ‘141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 150 260 250 360 3%0 460
Abundance
57
o 15,20 15.40 15.60 15.80
5000 m/z 85.10 52.61%
29 113
141 169 197 225 253 296
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #136480: Tetracosane R e EEaE L
57 15.20 15.40 15.60 15.80
m/z 55.10 28.16%
85
5000
29
113
] | 777,141 169 197 225 253 281 309 338
R A A " " 15,20 15.40 15.60 15.80

8270-BF122116.M Sat Jan 07 03:00:16 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092127.D

Aca On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 _beta.-iso-Methyl ionone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.13 8.27 ng 308133 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 50
2 Silane. 1.3-decadivnvitrimethvl- 206 C13H22Si 084751-17-7 41
3 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 40
4 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 38
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 32
Abundance Scan 1246 (16.128 min): BF092127.D (-1244) (-) m/z 191.15 100.00%
191
5000 95
69 123
43 i 15180 15,00 1620 1640
217 397 - . . .
249271223 | 236360 A% m/z 95.10 45.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 LN U SR
15.80 16.00 16.20 16.40
g5 135163 m/z 81.10 38.48%
|||‘||‘|||“|‘L|‘“|“|‘i:‘:‘: T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
15.80 16.00 16,20 16.40
5000 73 m/z 123.10 27 .35%
43
97
183 |
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #145074: Anthracene, 9-dodecyltetradecahydro- R R ma AR
191 15.80 16.00 16.20 16.40
95 m/z 69.10 27 .02%
5000{ 43
67
135
..,h.txh.,..u..,lﬁ?\.2.12.%3§2?f‘..3???39,3‘?°...,....,
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010617\
Data File : BF092127.D

Acq On : 6 Jan 2017 19:59

Operator : UM/SJ

Sample : 11045-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.76 11.3 ng 537701 1 6.64 950663 20.0
unknown6 .42 6.42 8.3 ng 396701 1 6.64 950663 20.0
unknown10.61 10.61 3.4 ng 155945 4 11.16 915036 20.0
Phenol, 4-(1,1,3,... 10.65 2.2 ng 99867 4 11.16 915036 20.0
unknown10.69 10.69 3.1 ng 141550 4 11.16 915036 20.0
Phenol, m-tert-bu... 10.72 3.7 ng 171000 4 11.16 915036 20.0
Phenol, 2-methyl-._.. 10.79 2.5 ng 111954 4 11.16 915036 20.0
unknown10.84 10.84 2.7 ng 123325 4 11.16 915036 20.0
Phenol, 4-(1,1-di... 10.87 3.1 ng 144013 4 11.16 915036 20.0
Docosane 11.86 2.5 ng 114939 4 11.16 915036 20.0
Phenanthrene, 3,6... 12.21 2.3 ng 105820 4 11.16 915036 20.0
Tetratetracontane 13.65 2.7 ng 139856 5 13.79 1031310 20.0
Heneicosane 13.97 4.0 ng 208069 5 13.79 1031310 20.0
Octadecane 14 .57 9.9 ng 367997 6 15.16 745530 20.0
Octacosane 15.57 8.8 ng 326318 6 15.16 745530 20.0
-beta.-iso-Methyl... 16.13 8.3 ng 308133 6 15.16 745530 20.0
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