LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/1Z

Sample - G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF112115.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 height area % max. total
1 4.719 236 239 247 rBV 635342 882835 19.91% 2.060%
2 5.199 279 281 291 rBV 1222464 1443710 32.56% 3.369%
3 6.273 373 375 383 rBvV 1509464 1659705 37.43% 3.874%
4 6.376 383 384 387 rVvV 1127926 1465148 33.04% 3.419%
5 6.605 402 404 407 rBV 1246807 1222576 27.57% 2.853%
6 6.765 415 418 427 rVB 1287204 1226196 27.65% 2.862%
7 7.176 452 454 457 rBV 1078002 951483 21.46% 2.221%
8 7.439 474 477 479 rBV 32614 47782 1.08% 0.112%
9 7.896 515 517 520 rBV 1777602 1602455 36.14% 3.740%
10 8.685 584 586 590 rBvV2 21040 54919 1.24% 0.128%

11 8.982 609 612 614 rVB 1284535 1422541 32.08% 3.320%
12 9.382 644 647 649 rBvV 247463 267592 6.03% 0.625%
13 9.645 668 670 672 rBV 1818152 1636658 36.91% 3.820%
14 9.713 675 676 678 rVB 86700 117430 2.65% 0.274%
15 9.851 686 688 690 rBvV 105295 104655 2.36% 0.244%

16 9.919 692 694 697 rBvV 49500 63134 1.42% 0.147%
17 10.068 705 707 709 rBV 170832 150227 3.39% 0.351%
18 10.193 715 718 719 rBv2 102652 114900 2.59% 0.268%
19 10.433 736 739 741 rBV 677690 807494 18.21% 1.885%
20 10.582 749 752 754 rBV 177637 211763 4.78% 0.494%

21 10.628 754 756 758 rvVv 291724 324123 7.31% 0.756%
22 10.662 758 759 761 rvv2 280763 392919 8.86% 0.917%
23 10.696 761 762 763 rVvV 262822 238539 5.38% 0.557%
24 10.765 766 768 770 rvv2 130285 216866 4._.89% 0.506%
25 10.811 770 772 774 rVV 215242 280582 6.33% 0.655%

26 10.845 774 775 777 rVV 284293 296309 6.68% 0.692%
27 10.891 777 779 781 rVB 140771 169115 3.81% 0.395%
28 10.982 785 787 788 rBV 40295 48379 1.09% 0.113%
29 11.016 788 790 792 rBv2 105919 123331 2.78% 0.288%
30 11.119 797 799 800 rBV 1293900 1246773 28.11% 2.910%

31 11.199 803 806 808 rvB 264757 284583 6.42% 0.664%
32 11.234 808 809 811 rBV 66378 61443 1.39% 0.143%
33 11.302 814 815 817 rBV 89587 109666 2.47% 0.256%
34 11.359 818 820 824 rVB 136146 177322 4._00% 0.414%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/1Z

Sample - G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF112115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.531 833 835 838 rvB3 39442 44602 1.01% 0.104%

36 11.622 841 843 844 rvV 158817 143638 3.24% 0.335%
37 11.645 844 845 847 rvV 126756 201807 4 _55% 0.471%
38 11.736 851 853 858 rvB 232870 420793 9.49% 0.982%
39 11.942 867 871 873 rBv2 185006 338597 7.64% 0.790%
40 12.068 880 882 884 rBvV2 72000 94389 2.13% 0.220%

41 12.171 889 891 892 rBvV 67874 71723 1.62% 0.167%
42 12.331 903 905 907 rBV 2871918 2651573 59.79% 6.188%
43 12.377 907 909 914 rvB2 162908 226166 5.10% 0.528%
44 12 .457 914 916 920 rBVv3 150469 378217 8.53% 0.883%
45 12.548 922 924 927 rVV 1615602 2395461 54.02% 5.591%

46 12.605 927 929 932 rVB 328666 377342 8.51% 0.881%
47 12.674 933 935 936 rvv 146178 150278 3.39% 0.351%
48 12.708 936 938 941 rVB 1112954 1154128 26.03% 2.694%
49 12.879 952 953 955 rVvB 362104 380860 8.59% 0.889%
50 12.948 957 959 961 rBvV 363989 383687 8.65% 0.895%

51 12.982 961 962 966 rvv2 171888 336590 7.59% 0.786%
52 13.497 1005 1007 1008 rBV 307822 338305 7.63% 0.790%
53 13.600 1015 1016 1017 rBV 142221 109769 2.48% 0.256%
54 13.748 1026 1029 1034 rBV4 1902757 4434594 100.00% 10.350%
55 13.851 1036 1038 1040 rVvVv 255262 249789 5.63% 0.583%

56 14.742 1114 1116 1120 rVV 1156870 2231816 50.33% 5.209%
57 14.834 1123 1124 1126 rVB 343062 356534 8.04% 0.832%
58 15.005 1137 1139 1141 rVB 657542 765594 17.26% 1.787%
59 15.063 1141 1144 1146 rVV 737433 1106932 24.96% 2.583%
60 15.108 1146 1148 1157 rVB2 912194 1774522 40.02% 4.142%

61 15.531 1183 1185 1189 rBV3 163782 359235 8.10% 0.838%
62 16.068 1230 1232 1239 rVB3 283213 656758 14.81% 1.533%
63 16.354 1254 1257 1261 rVB2 343765 645974 14.57% 1.508%
64 16.548 1272 1274 1277 rBV2 134340 230581 5.20% 0.538%
65 16.720 1286 1289 1293 rBV 227282 413630 9.33% 0.965%

Sum of corrected areas: 42847037
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF083264.D
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Abundance TIC: BF083264.D
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Abundance TIC: BF083264.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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 3

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

4.72 14.44 ng 882835 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 239 (4.719 min): BF083264.D (-236) (-) m/z 43.10 100.00%
43
59
5000
101 4.40 4.60 4.80 5.00
e St 83l 60 8 | 69,10 55.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L I U
59 440 460 480 500
m/z 101.10 16.83%
15 31 101
| 25 7 37, 53, 83
miz--> A S N N S
Abundance
43
- 440 460 4.80 500
5000 m/z 58.10 13.98%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59 4.40 4.60 4.80 5.00
m/z 41.10 8.92%
5000
a1 101
15 \3\1 il 53\\\ 69 83
m/z--> 10 20 30 40 50 6|O 7'0 8IO 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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 4-Butylbenzyl alcohol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.58 3.40 ng 211763 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butylbenzyl alcohol 164 C11H160 060834-63-1 50
2 2-Acetamidotropone 163 C9HONO2 006422-12-4 46
3 Acetamide, N-(2,6-dimethylphenyl)- 163 C10H13NO 002198-53-0 46
4 1,2-Bis(p-acetoxyphenyl)ethanedione 326 C18H1406 093655-79-9 43
5 Benzene, l-methoxy-4-octyl- 220 C15H240 067698-82-2 35
Abundance Scan 752 (10.582 min): BF083264.D (-749) (-) m/z 121.10 100.00%
121
107
5000
13 5( il 1T3 177
91 134 10.20 10.40 10.60 10.80 11.00
. ..,....,”...'.', M bl g M7 L 290220 1 ho7107.10 ¢ 53.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31840: 4-Butylbenzyl alcohol
107 121
91 164
5000
10.20 10.40 10.60 10.80 11.00
‘ m/z 163.10 30.45%
m/z--> 20 100 120 140 160 180 200 220
Abundance
121
10.20 10.40 10.60 10.80 11.00
m/z 57.10 28.78%
5000 163 o
43 93
15 28 66 77 104 134 148
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance #31199: Acetamide, N-(2,6-dimethylphenyl)- R EREEE R
121 10.20 10.40 10.60 10.80 11.00
m/z 43.10 21.79%
163
5000
106
43
g5 1 9 148 |
m/z--> 20 4'0 6|0 80 1(')0 120 140 160 180 200 220 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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-dimethylprop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.63 5.20 ng 324123 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
3 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
4 1-Adamantan-1-yl-6-chloro-7-fluo... 375 C20H19CIFNO3 1000210-85-1 64
5 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 64
Abundance Scan 756 (10.628 min): BF083264.D (-754) (-) m/z 135.10 100.00%
35
5000
41 107
55 an 77 95 121 10.40 10.60 10.80 11.00
O oo 88 0P L T f M7 aes e 20 soT07 10 14450
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107
10.40 10.60 10.80 11.00
164 m/z 41.10 12._.07%
77 95
15 27 41 53 65 /7 7 119 | 149
s do 4o e e 10 136 10 1o 100 3% 30
Abundance
135
10,40 10,60 10.80 11.00
5000 m/z 136.10 10.06%
41
g 29 5 77 91 Y9 149163 101 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50307: 4-tert-Butylphenyl acetate
135 10.40 10.60 10.80 11.00
m/z 43.10 7.08%
5000
150
107
15 29 BBoge5 77 91 119 | 177 192
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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 Acetamide, N-(3-methylphenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.66 6.30 ng 392919 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 53
2 1-(2,6-Dimethyl-4-propoxyphenyl) ... 220 C14H2002 1000190-22-3 38
3 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 38
4 Benzene, l-ethoxy-4-ethyl- 150 C10H140 001585-06-4 38
5 Butanamide, N-(2-methylphenyl)-3... 191 C11H13NO2 000093-68-5 35

Abundance Scan 759 (10.662 min): BF083264.D (-758) (-) m/z 149.10 100.00%
107 149
121
5000
191
a >y 7 135
| | o1 165 179 220 10.40 10.60 10.80 11.00
S P NN RSP PR VDY SO WO 4 S e m/z 107.10 99.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22577: Acetam&de, N-(3-methylphenyl)-
107
5000
149 10.40 10.60 10.80 11.00
43 77 m/z 121.10 63.76%
1527 | 5465 | 91 | 13013>
m/z--> 20 40 éo 80 160 120 140 160 180 200 220
Abundance
149 191
10.40 10.60 10.80 11.00
5000 m/z 191.15 29.78%
121
77 91 220
29 41 57 103 132 | 161 177
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 55.10 24 .86%
5000
120 191
| 54 67 80 04105 | 131 | 169
m/z--> 20 40 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:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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, p-tert-butyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.83 ng 238539 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 58
2 Phenol, 4-(1,1- dimethylpropyl)— 164 C11H160 000080-46-6 50
3 3-Penten-2-one, 4-(2,6,6-trimeth... 206 C14H220 114933-28-7 50
4 Hexestrol 270 C18H2202 005635-50-7 47
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 38
Abundance Scan 762 (10.696 min): BF083264.D (-761) (-) m/z 135.10 100.00%
35
121 149
5000 107
4|1 5 77 o5 191 220 10.40 10.60 10.80 11.00
Ob e 88 bl AT0 205 S8 777121 .10 59. 14%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #22637: Phenol, p-tert-butyl-
135
5000
107 10.40 10.60 10.80 11.00
150 m/z 149.10 56.26%
77 95
15 27 \\ 53 00 7 19
m/z--> 20 40 eb 86 160 120 140 160 180 200 220
Abundance
135
10.40 10.60 10.80 11.00
5000 107 m/z 107.10 50.00%
164
1527 415365 77 % 119 149
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60236: 3-Penten-2-one, 4-(2,6,6-trimethyl-2-cyclohexen-1-yl)
135 10.40 10.60 10.80 11.00
m/z 41.10 16.74%
150
5000 107
43 91
79 123
29 \‘ ?5 (\3\7 Ll ‘\ Ll | | 163174 191 20\6
m/z--> 20 40 60 86 160 120 140 160 180 200 220 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.81 4_.50 ng 280582 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(6-Methyl-2-pyridyl)propan-2-one 149 C9H11NO 065702-08-1 53
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 43
3 Acetamide, N-(4-methylphenyl)- 149 C9H11NO 000103-89-9 43
4 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 38
5 Phenol, 2-(1,1-dimethylethyl)-3-_... 164 C11H160 013037-79-1 35
Abundance Scan 772 (10.811 min): BF083264.D (-770) (-) m/z 149.10 100.00%
107 149
121
5000
135 163
4|1 5|5 77 9 | | 77 0 00 10.40 10.60 10.80 11.00 11.20
et 3 b el L 1391 220 0 o 707.10 0 99.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22590: l—(6—l\/|eth®yl 2-pyridyl)propan-2-one
107
5000
43 10.40 10.60 10.80 11.00 11.20
149 m/z 121.10 61.35%
| 54 % 19 %2 | 121134
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance
107
10.40 10.60 10.80 11.00 11.20
5000 m/z 163.10 21.83%
149
43
77
15 27 54 65 91 120132
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22582: Acetamide, N-(4-methylphenyl)-
107 10.40 10.60 10.80 11.00 11.20
m/z 135.10 17.29%
5000 149
43 &
15 27 | 5465 M 91 || 120132
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.62 2.30 ng 143638 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
4 Anthracene, l-methyl- 192 C15H12 000610-48-0 95
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94

Abundance Scan 843 (11.622 min): BF083264.D (-841) (-) m/z 192.05 100.00%

192

5000

165 11.40 11.60 11.80 12.00

m/z 191.10 59.00%

95
82 111 126 139151 213226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50627: Phenanthrene, 2-methyl-
192
5000

11.40 11.60 11.80 12.00
m/z 189.10 29.76%

165
27305063 82 % igp139152 | 176 ||
A v it MR || HNSNSN
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192

11.40 11.60 11.80 12.00

5000 m/z 193.10 17.92%
165
15 27 39 51 63 23 95 115196139152 176
AU I S S LG UL L e e L |
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50623: Phenanthrene, 1-methy!l- B
192 1140 11'60 11.80 12.00

m/z 190.10 16.10%

5000
27 39 51 63 74 96 115126 139 152 \ 176 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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 13 Anthracene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.65 3.24 ng 201807 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 93
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 91
Abundance Scan 845 (11.645 min): BF083264.D (-844) (-) m/z 192.10 100.00%
192
5000
6 165
139 11.40 11.60 11.80 12.00
e i 211224 | "m/z 191.10  61.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50612: Anthracene, 2-methyl-
192
5000
11.40 11.60 11.80 12.00
m/z 189.10 26.35%
83 95 165
15 27 39 51 63  °7 ¥ 115127139152 | 177 ||
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220
Abundance
192
11.40 11.60 11.80 12.00
5000 m/z 190.10 16.03%
165
44 63 82 96 115758139152 1,7
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50614: Anthracene, 9-methyl- R REmRR RS L a e
192 11.40 11.60 11.80 12.00
m/z 193.10 14 _.37%
5000
96
27 39 51 63 83 | 115177139152 ‘ 178 .
m/z--> 20 Jo eb éo 100 120 140 160 180 200 220 11:40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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 14 A4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.74 6.75 ng 420793 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
3 2,2°-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
4 Pyrimidine, 6-oxo-4-(3-Fluorophe... 190 C1OH7FN20 085979-55-1 42
5 Pyrimidine, 2-chloro-5-phenyl- 190 C10H7CIN2 022536-62-5 25

Abundance Scan 853 (11.736 min): BF083264.D (-851) (-) m/z 190.10 100.00%
190
5000
M 11140 11.60 11.80 12.00
57 163 : : . .
e 3 ST T ) 1 azr1sesm 163z ] 204 224 | e Tias G 92,950
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.40 11.60 11.80 12.00
m/z 191.10 26 .83%
27 39 51 63 81 || 110122 137150163 178 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
39 190
51 91 11.40 11.60 11.80 12.00
5000 65 '/ 115 133 161 m/z 192 .05 23 .25%
103
147 175
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48945: 2,2'-Bis(4,5-dimethylimidazole)
42 190 11.40 11.60 11.80 12.00
m/z 187.10 20.71%
5000 122
162
175
\\ H\ Ll
| A MMM M\l\”‘lul Al \ s u‘ ‘...‘. .:‘..,....,... A s e
m/z--> 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00

8270-BF112115.M Wed Nov 25 12:49:13 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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 9,10-Anthracenedione Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.94 5.43 ng 338597 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 99
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 92
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
4 9H-Fluoren-9-one 180 C13H80 000486-25-9 52
5 Acenaphthylene 152 C12H8 000208-96-8 38

Abundance Scan 871 (11.942 min): BF083264.D (-867) (-) m/z 208.10 100.00%

208
180

152

5000

| —

11.60 11.80 12.00 12.20

197 223
des | vy m/z 180.10 82.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61653: 9,10-Anthracenedione
180 208
152
5000 76
11.60 11.80 12.00 12.20
50 m/z 152.10 75.13%
30 | 7 L1025y | 165 103 |
,....,....,....,...., T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
152 180
R IR e
11.60 11.80 12.00 12.20
5000 m/z 151.10 35.97%

63 76 126
27 39 51 87 102113 139 167

m/z--> 20 40 60 80 100 120 140 160 180 200 220

ﬁ

Abundance #42770: 1H-Phenalen-1-one B e e
180 11.60 11.80 12.00 12.20
152 m/z 76.10 34.84%
5000
76
63 26
283950 | | 8798111 126139 || 163 |
e o e L L o e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20

8270-BF112115.M Wed Nov 25 12:49:14 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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 Docosane, 9-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.53 4_.05 ng 359235 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 9-butyl- 366 C26H54 055282-14-9 83
2 Hexadecane, 6,11-dipentyl- 366 C26H54 015874-03-0 80
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 80
4 Heneicosane 296 C21H44 000629-94-7 74
5 Octadecane 254 C18H38 000593-45-3 74

Abundance Scan 1185 (15.531 min): BF083264.D (-1183) (-) m/z 57.10 100.00%

7

5000

15.20 15.40 15.60 15.80
m/z 71.10 60.01%

113

6
155177 5091 231 294315 341 378399 428

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #147096: Docosane, 9-butyl-
57
5000 85 LA L L L L L L LN L |
15.20 15.40 15.60 15.80
“ m/z 43.10 50.48%
113
Ll T 192 211 253 280 309 5a7 365
e I e e R e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
R ma
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 44 .67%
29 154 295
113
183 211 238 267 | 323 365
I R e e e B s B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl- R R ma T R
57 15.20 15.40 15.60 15.80
m/z 55.10 20.00%
5000 85
29 113 21 O
ﬁ ‘ b (141 169 239 266 309

m/z--> 0 50 100 150 200 250 300 350 400 15.20 15. 40 15 60 15.80

8270-BF112115.M Wed Nov 25 12:49:15 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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 _beta.-iso-Methyl ionone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.07 7.40 ng 656758 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 76
2 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 53
3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 46
4 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 43
5 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 42
Abundance Scan 1232 (16.068 min): BF083264.D (-1230) (-) m/z 191.20 100.00%

5000
41

15.80 16.00 16.20 16.40

218 252 284 326

371 397 424 456

0 m/z 95.10 53.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60190: .beta.-iso-Methyl ionone
191
5000 28 LB I
15.80 16.00 16.20 16.40
s 9 135 163 m/z 81.10 48 .49%
o 1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
R B LA M e e
15.80 16.00 16.20 16.40
5000 43 m/z 69.10 35.69%
o5 23149
69
— T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R B LA M e e
191 15.80 16.00 16.20 16.40
m/z 123.10 29.53%
50000 g7
107 149
20, LS e e S —
m/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/I1Z

Sample : G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.M
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 Benzo[b]triphenylene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.55 2.60 ng 230581 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 56
2 1,2:7,8-Dibenzophenanthrene 278 C22H14 000213-46-7 42
3 Benzo[a]naphthacene 278 C22H14 000226-88-0 42
4 Pentacene 278 C22H14 000135-48-8 42
5 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 42

Abundance Scan 1274 (16.548 min): BF083264.D (-1272) (-) m/z 278.20 100.00%

218

191

5000

F

16.20 16.40 16.60 16.80

217 245
m/z 191.20 63.79%

308 340 368

m/z--> 50 100 150 200 250 300 350 400
Abundance #105331: Benzol[b]triphenylene
278
5000 LA LI L L L L B LB B B
16.20 16.40 16.60 16.80
139 m/z 81.10 44.67%
39 63 87 112, | 174200224 250 |
T o B e e o o e e LA B o o o B o
m/z--> 50 100 150 200 250 300 350 400
Abundance
278
e R R AR
16.20 16.40 16.60 16.80
5000 m/z 95.10 40.10%

{

139
41 63 87 113 163187 224 250

|
m/z--> 50 100 150 200 250 300 350 400

Abundance #105328: Benzo[a]naphthacene e REREE
278 16.20 16.40 16.60 16.80
m/z 69.10 39.99%
5000

39 63 87 113 139163187 224250 |

T T I
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083264.D

Acq On : 25 Nov 2015 4:32

Operator : UM/1Z

Sample - G4440-03 5X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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... 4.72 14.4 ng 882835 1 6.60 1222580 20.0
4-Butylbenzyl alc... 10.58 3.4 ng 211763 4 11.12 1246770 20.0
Phenol, 4-(1,1-di... 10.63 5.2 ng 324123 4 11.12 1246770 20.0
Acetamide, N-(3-m... 10.66 6.3 ng 392919 4 11.12 1246770 20.0
Phenol, p-tert-bu... 10.70 3.8 ng 238539 4 11.12 1246770 20.0
1-(6-Methyl-2-pyr... 10.81 4.5 ng 280582 4 11.12 1246770 20.0
Phenanthrene, 2-m... 11.62 2.3 ng 143638 4 11.12 1246770 20.0
Anthracene, 2-met... 11.65 3.2 ng 201807 4 11.12 1246770 20.0
4H-Cyclopenta[def... 11.74 6.8 ng 420793 4 11.12 1246770 20.0
9,10-Anthracenedione 11.94 5.4 ng 338597 4 11.12 1246770 20.0
Docosane, 9-butyl- 15.53 4.0 ng 359235 6 15.11 1774520 20.0
-beta.-iso-Methyl... 16.07 7.4 ng 656758 6 15.11 1774520 20.0
Benzo[b]triphenylene 16.55 2.6 ng 230581 6 15.11 1774520 20.0
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