LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 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-BF092016.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 1.644 3 5 30 rvB 1309768 3369278 87.24% 6.816%
2 4_.536 255 258 268 rBV 422787 874812 22.65% 1.770%
3 5.016 297 300 303 rBVY 2424609 3862220 100.00% 7.813%
4 6.124 394 397 399 rBVY 2804824 3597847 93.15% 7.278%
5 6.227 403 406 408 rBVY 3254791 3526822 91.32% 7.134%
6 6.456 424 426 429 rBV 946704 851647 22.05% 1.723%
7 6.616 437 440 442 rBV 3046746 2983994 77.26% 6.036%
8 7.039 473 477 479 rBV 2309650 2740086 70.95% 5.543%
9 7.519 514 519 522 rBV 17364 49488 1.28% 0.100%
10 7.747 536 539 541 rBVY 1317170 1162470 30.10% 2.351%
11 8.833 631 634 637 rBY 3787246 3824439 99.02% 7.736%
12 9.085 654 656 658 rBV 23546 39396 1.02% 0.080%
13 9.153 661 662 664 rvVv 30612 45462 1.18% 0.092%
14 9.233 666 669 671 rVV 1293826 1138058 29.47% 2.302%
15 9.268 671 672 675 rVB3 30981 40557 1.05% 0.082%
16 9.348 677 679 681 rBV 96438 115848 3.00% 0.234%
17 9.462 687 689 690 rBV 52014 61620 1.60% 0.125%
18 9.496 690 692 693 rVV 1164913 1219850 31.58% 2.468%
19 9.519 693 694 700 rVB 59872 82983 2.15% 0.168%
20 9.599 700 701 704 rBvV2 24436 41308 1.07% 0.084%
21 9.702 707 710 712 rBV2 43345 71095 1.84% 0.144%
22 9.736 712 713 715 rVB2 40241 40281 1.04% 0.081%
23 9.782 715 717 718 rBV 48517 63598 1.65% 0.129%
24 9.816 718 720 723 rVB2 46622 85477 2.21% 0.173%
25 9.919 725 729 730 rBV3 47028 90203 2.34% 0.182%
26 9.953 730 732 734 rBV2 112541 87843 2.27% 0.178%
27 9.988 734 735 738 rVB2 60631 67791 1.76% 0.137%
28 10.033 738 739 741 rVB 72924 56742 1.47% 0.115%
29 10.102 743 745 749 rBV3 23001 49560 1.28% 0.100%

30 10.170 749 751 754 rBV3 48569 112490 2.91% 0.228%

31 10.228 754 756 757 rVB2 33958 41712 1.08% 0.084%
32 10.285 757 761 763 rBV2 1514680 2284739 59.16% 4.622%
33 10.422 771 773 776 rVB 208354 299368 7.75% 0.606%
34 10.479 776 778 779 rBV 317525 293021 7.59% 0.593%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 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-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.513 779 781 782 rVvV 306512 320431 8.30% 0.648%

36 10.548 782 784 785 rvv2 233376 356630 9.23% 0.721%
37 10.605 788 789 792 rvv2 186267 348389 9.02% 0.705%
38 10.650 792 793 795 rvv2 356640 393180 10.18% 0.795%
39 10.696 795 797 799 rvVv 271793 430584 11.15% 0.871%
40 10.731 799 800 803 rvB 274789 222950 5.77% 0.451%

41 10.822 806 808 809 rBv2 26468 44425 1.15% 0.090%
42 10.868 809 812 814 rvv4 101344 148887 3.85% 0.301%
43 10.959 818 820 824 rBv2 948107 1494023 38.68% 3.022%
44 11.039 824 827 829 rvV 135280 173575 4._.49% 0.351%
45 11.085 829 831 832 rVB 37759 41150 1.07% 0.083%

46 11.222 839 843 845 rBvV2 55025 103673 2.68% 0.210%
47 11.291 848 849 851 rVvB 74480 73179 1.89% 0.148%
48 11.462 862 864 865 rBvV 154633 152306 3.94% 0.308%
49 11.485 865 866 868 rvv 135177 146329 3.79% 0.296%
50 11.531 868 870 872 rvVv 178637 215304 5.57% 0.436%

51 11.565 872 873 877 rVvV 235964 346699 8.98% 0.701%
52 11.656 879 881 883 rBvV3 28272 56236 1.46% 0.114%
53 11.702 883 885 887 rvv2 48175 72225 1.87% 0.146%
54 11.759 888 890 895 rvB2 82500 188043 4.87% 0.380%
55 12.011 910 912 913 rBV 116577 124446 3.22% 0.252%

56 12.045 913 915 916 rvVv 66469 88432 2.29% 0.179%
57 12.091 918 919 921 rVB2 88108 81100 2.10% 0.164%
58 12.159 923 925 928 rvVv 813360 809987 20.97% 1.638%
59 12.308 936 938 941 rBV3 143458 249630 6.46% 0.505%
60 12.388 942 945 947 rvV 869425 1014040 26.26% 2.051%

61 12.456 947 951 953 rvv2 94201 192058 4._.97% 0.389%
62 12.548 957 959 962 rBV 2181142 2756230 71.36% 5.575%
63 12.616 962 965 966 rvB2 47831 95168 2.46% 0.193%
64 12.788 978 980 981 rBV 92797 97546 2.53% 0.197%
65 12.822 981 983 984 rBv2 117076 177543 4.60% 0.359%

66 13.474 1037 1040 1044 rBV2 207070 376302 9.74% 0.761%
67 13.577 1046 1049 1056 rBV3 872586 1707898 44.22% 3.455%
68 14.102 1093 1095 1098 rVB2 253432 321276 8.32% 0.650%
69 14.571 1134 1136 1140 rBV 368272 728712 18.87% 1.474%
70 14.811 1155 1157 1159 rVB 239508 297059 7.69% 0.601%

71 14.857 1159 1161 1163 rVV 321968 402324 10.42% 0.814%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 14.902 1163 1165 1170 rVB2 390890 712972 18.46% 1.442%
73 15.622 1226 1228 1231 rVB 256845 329513 8.53% 0.667%
74 16.057 1264 1266 1270 rVB2 154235 272885 7.07% 0.552%

Sum of corrected areas: 49435444
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090289.D

3500000 6.23

6.62
3000000

6.19
2500000 5.02 7.04
2000000
1500000 g4

1000000 6.46

500000 4.54

o L L 7.5.

I
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF090289.D
8|83

3500000
3000000
12.55
2500000

2000000

10.28 13.

1500000{ 7 75

1000000

500000

O e e e e e T ————————

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF090289.D

3500000

3000000

2500000

2000000

1500000

1000000

500000

O T T T T 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\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

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

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

4.54 20.54 ng 874812 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 258 (4.536 min): BF090289.D (-255) (-) m/z 43.10 100.00%

43
5000
101

420 440 460 480

83
O i ..!l,....,....-,....,....,....,....,....,?97.. m/z 59.10 65.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L LB L LN |
420 4.40 4.60 4.80
59 m/z 101.10 24_49%
27 | eom
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
S EEE e R RRREE R
420 4.40 4.60 4.80
5000 a1 m/z 58.10 17.04%
69 126 142
R o e A S e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3152: 5-Hexen-2-one R R el R ,

43 420 4.40 4.60 4.80
m/z 41.10 8.78%

5000
55
27
15
‘\ |, ‘ 718? 9?
0....,....,....,....,....,....,....,....,....,....,....

m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 unknown6.23 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.23 82.82 ng 3526820 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 406 (6.227 min): BF090289.D (-403) (-) m/z 132.10 100.00%
5000 68
40 % 580 6.00 6.20 6.40 6.60
54 : . : :
0 g8 laeewr o Wz 68.10  43.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IREBSARASESARBERRERER

580 6.00 620 6.40 6.60
m/z 134.10 33.06%

31 51
‘ 1 H | jg
0 1 L |
T T T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
24 e
5.80 6.00 6.20 6.40 6.60
5000 gg 116 m/z 66.10 26.73%
158 189
o} SNBSS |V O MY L [ S . AN,
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- T R B e
132 5.80 6.00 6.20 6.40 6.60
m/z 69.10 17.17%
5000
63
15 28 39 52 °F 77 90 1044
e s s B B
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl10.42 Concentration Rank 13

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

10.42 4.01 ng 299368 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 27
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 27
3 Heptacosane 380 C27H56 000593-49-7 27
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 27
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 27
Abundance Scan 773 (10.422 min): BF090289.D (-771) (-) m/z 121.10 100.00%

57 121
5000 85
163
10.20 10.40 10.60 10.80
o 1220 m/z 57.10 86.08%
m/z--> 50 100 150 200 250 300 350
Abundance #48879: Undecane, 4,8-dimethyl-
43
71
5000 LR UL UL I BUL

I T I I
10.20 10.40 10.60 10.80

m/z 43.10 65.43%
99 141
e
m/z--> 50 100 150 200 250 300 350
Abundance
43
B S
71 10.20 10.40 10.60 10.80
5000 m/z 71.10 63 .86%
140
99 183
226
ol e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane L B
57 10.20 10.40 10.60 10.80
m/z 107.10 51.88%
5000
85
29
o] (113 141 169 197 225 253 281 323 351 380
T T T T T e T e e T
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Pentanoic acid, 5-hydroxy-,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.48 3.92 ng 293021 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 72
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
3 1l-n-Hexvladamantane 220 C16H28 022458-75-9 64
4 m-Anisic acid. 4-nitrophenvl ester 273 C14H11NO5 1000307-80-4 64
5 1-Adamantanecarboxylic acid, 3,4... 324 C17H18CI1202 1000307-66-4 59
Abundance Scan 778 (10.479 min): BF090289.D (-776) (-) m/z 135.10 100.00%
5000
4 g5 77 91 107 151 153 169 184108 220 10.20 10.40 10.60 10.80
Ol oo b L 188 10 18498 220 Tn/z 107.10 12.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102346: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135
5000
150 10.20 10.40 10.60 10.80
" m/z 136.10 9.74%
oL 27 | 55 77 91 \ 121 | | 163177 192206219 235 250
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220 240
Abundance
135
10.20 10.40 10.60 10.80
5000 m/z 121.10 6.32%
15284 5 7700 100 149 175 101 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #77675: 1-n-Hexyladamantane
135 10.20 10.40 10.60 10.80
m/z 41.10 4._.04%
5000
. 55 1993107 | 177 220
m/z--> 20 40 6|O 80 100 120 140 160 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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, 2-(1,1-dimethylethyl)- Concentration Rank 12

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

10.51 4.29 ng 320431 Phenanthrene-d10 10.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 58

2 Ethanone. 2-ethoxv-1.2-diphenvl- 240 C16H1602 000574-09-4 50

3 2.5-Cvclohexadiene. 1.4-diethvl-... 164 C12H20 1000150-21-6 50

4 Hexestrol 270 C18H2202 000084-16-2 50

5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 35
Abundance Scan 781 (10.513 min): BF090289.D (-779) (-) m/z 135.10 100.00%

135
107 149

5000

10.20 10.40 10.60 10.80

o m/z 107.10 74 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)-
135
107
5000
150 10.20 10.40 10.60 10.80
91 m/z 149.10 70.79%
65 77
s ST e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135
T e
10.20 10.40 10.60 10.80
5000 107 m/z 121.10 44 .04%
79
oL 15 29 5l g3 91 152165178 195 240
T T T T T T T T [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33790: 2,5-Cyclohexadiene, 1,4-diethyl-1,4-dimethyl-

10.20 10.40 10.60 10.80

m/z 191.20 19.98%

5000

29 41 53 65 77 149 164

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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, 4-(1,1-dimethylprop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.55 4.77 ng 356630 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 59
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 58
3 Hexestrol. O-heptafluorobutvrvl- 466 C22H21F703 1000365-31-9 53
4 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 53
5 Hexestrol 270 C18H2202 000084-16-2 50
Abundance Scan 784 (10.548 min): BF090289.D (-782) (-) m/z 135.10 100.00%
135
5000
107
4 77 ‘ j | 191 220 10.20 10.40 10.60 10.80
oY S PSURE EPYN A . Bt—— m/z 121.10 41.78%
m/z--> 50 100 150 200 250 300 350
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107
10.20 10.40 10.60 10.80
164 m/z 107.10 31.01%
O}Q'ﬁﬂ“‘w‘ﬂl“*“'\""|"" U SO DU
m/z--> 50 100 150 200 250 300 350
Abundance
135
10.20 10.40 10.60 10.80
5000 m/z 149.10 26.73%
107
a
L S L UL L UL S LR
m/z--> 50 100 150 200 250 300 350
Abundance #230198: Hexestrol, O-heptafluorobutyryl- e AR N
135 10.20 10.40 10.60 10.80
m/z 136.10 9.92%
5000 107
o 41 69 169 211 272 303 330 395
m/z--> 50 100 150 200 250 300 350 ' 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 4-(1,1-Dimethylpropyl)pheny... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.60 4.66 ng 348389 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
4-(1.1-Dimethvlpropvlphenvl ace... 206 C13H1802 1000373-45-3 72
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
3 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 64
4 1-Adamantanecarboxvlic acid. 4-n... 301 C17H19NO4 1000307-66-5 53
5 1-Adamantanecarboxylic acid, 3,4... 324 C17H18CI1202 1000307-66-4 53
Abundance Scan 789 (10.605 min): BF090289.D (-788) (-) m/z 135.10 100.00%
135
5000
107
41 77 95 121 165 180 10.20 10.40 10.60 10.80 11.00
Ol et bt el 24Tl 194220 1 Fns77107.10 0 13.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
135
5000
10.20 10.40 10.60 10.80 11.00
m/z 136.10 9.89%
107 164
0 15 27 43 54 65 77 91 ‘ 119 ‘ 1“19 ‘ 177 191 296
m/z--> 20 45 60 85 160 120 140 160 180 200 220
Abundance
135
10.20 10.40 10.60 10.80 11.00
5000 m/z 165.10 8.95%
41
oL 182 77 91 %19 49163 191 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23805: Phenol, 2-methyl-5-(1-methylethyl)- e EAEaama s S
135 10.20 10.40 10.60 10.80 11.00
m/z 41.10 6.68%
5000
150
91
27 3‘9 51 65 7‘7 ‘ 10 l‘]‘.7
[o) - .‘... ‘..‘.‘. .‘...‘ | S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1020 10.40 10.60 10.80 11.00

8270-BF092016.-M Fri Sep 30 16:47:18 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Methyl-4-hydroxybenzoxazole Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.65 5.26 ng 393180 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 64
2 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 49
3 Benzoic acid. 4-(2.4-dichlorophe... 310 C15H12C1203 1000294-38-1 43
4 Phenol. 2-(1l.1-dimethvlethvl)-5-... 164 C11H160 000088-60-8 38
5 Phthalic acid, propyl 6-ethyl-3-._.. 348 C21H3204 1000315-17-3 35

Abundance Scan 793 (10.650 min): BF090289.D (-792) (-) m/z 149.10 100.00%
149
107
5000
55 177 A A en 10 en 1100
77 133 10.40 10.60 10.80 11.00
Obprrr b B bt e b 293 220 M7z 107.10  80.53%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149
107
5000
10.40 10.60 10.80 11.00
5 19 m/z 121.10 41.20%
Ol?zﬂm“w'“w'“wjh'h“'vm"“'w“'VH'v'“v'“w'“v'“v'“v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
107
10.40 10.60 10.80 11.00
5000 149 m/z 177.20 13.31%
43
77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152542: Benzoic acid, 4-(2,4-dichlorophenoxymethyl)-, met...
149 10.40 10.60 10.80 11.00
m/z 55.10 11.69%
5000
121
90
ol 39 ‘ 105 || |, | 171187 215231 249 279 310
miz-> 20 40 65 éo 100 150 140 160 180 200 220 240 260 280 360 ' 1040 10.60 10.80 11.00

8270-BF092016.-M Fri Sep 30 16:47:20 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.70 5.76 ng 430584 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Phenol. 4-(l1.1-dimethvipropvl)- 164 C11H160 000080-46-6 64
3 4-(1.1-DimethvlpropvDphenvl ace... 206 C13H1802 1000373-45-3 64
4 3-(1l-Adamantvl)svdnone 220 C12H16N202 1000140-20-2 56
5 1-Adamantanecarboxylic acid, 3,4... 324 C17H18CI1202 1000307-66-4 50
Abundance Scan 797 (10.696 min): BF090289.D (-795) (-) m/z 135.10 100.00%
135
5000
107 10.40 10.60 10.80 11.00
41 95 149 : : ) .
Ol 236677 35 | 121 | M9 167 182103205 220 | 7p 70710 15.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000

10.40 10.60 10.80 11.00
m/z 136.10 9.62%

107

18204 5" 77 95119 | 149 175 101 206
i s e A s o e
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 95.10 3.78%
107
1527 M 5577 B g9 149 164
s i B e B B .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate R EEmaEE T S
135 10.40 10.60 10.80 11.00
m/z 41.10 3.52%
5000
107 164
o527 Bsaes 77 91 ['ug || 19 a7t g 206
s T B I e B LA we o S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00

8270-BF092016.-M Fri Sep 30 16:47:21 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Acetamide, N-(3-methylphenyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.73 2.98 ng 222950 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 72
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 56
3 Phenol. 4-(1.1-dimethvlethyvy)-2-... 164 C11H160 000098-27-1 47
4 Phthalic acid. 8-chlorooctvl eth... 340 C18H25CI104 1000356-85-6 43
5 Phthalic acid, butyl 4-isopropyl... 340 C21H2404 1000315-22-1 43

Abundance Scan 800 (10.731 min): BF090289.D (-799) (-) m/z 149.10 100.00%
149
107
5000
55 2P 10.40 10.60 10.80 11.00
43 77 91 178 . . . .
Ol 88 S b WL 167300 A% 221 | 5710710 55.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23629: Acetamide, N-(3-methylphenyl)-
107
5000
149 10.40 10.60 10.80 11.00
43 m/z 135.10 17.37%
oL 15 27 5465 77 91 | 120132
m/z--> 20 40 65 80 100 120 140 160 180 200 220
Abundance
149
107 10.40 10.60 10.80 11.00
5000 m/z 150.10 11.85%
39 52 79
. 27 65 94 120 435
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33644: Phenol, 4-(1,1-dimethylethyl)-2-methyl-
149 10.40 10.60 10.80 11.00
m/z 55.10 9.76%
5000
121 164
oL 15 27 4! 53 65 77 9} 10971 153
m/z--> 20 4'0 60 80 1(')0 120 14'10 160 180 200 220 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.88 ng 215304 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 83
3 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 66
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 64
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 64
Abundance Scan 870 (11.531 min): BF090289.D (-868) (-) m/z 73.05 100.00%
B 192
43 60
5000
11.20 11,40 1160 11.80
0 m/z 192.10 83.69%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
5000 129
11.20 11.40 11.60 11.80
115 . 213 256 m/z 60.10 74 _.57%
H\ \ 143 771185 199 77 29750
0‘ HIHMIH I\\m ‘\HI\\ ‘::::luu‘uulu‘uuu|||||||| < -
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11.20 11.40 11.60 11.80
5000 m/z 43.10 71.61%
96 165
. 63 83 115 139151
m/z--> 45 éo 85 160 150 150 1éo 180 200 220 250 2éo
Abundance #54756: Naphtho[2,3-b]norbornadiene R R mEEE
192 11.20 11.40 11.60 11.80
m/z 57.10 68.70%
5000
165
3951 63 82 9 115177139152 h“ 178 ||
m/z--> 45 éo 85 160 150 150 160 180 200 220 250 2éo 1150 1140 1160 11%0

8270-BF092016.-M Fri Sep 30 16:47:23 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 10

R.T. EstConc Area Relative to ISTD R.T.
11.56 4.64 ng 346699 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 91
2 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 42
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 42
4 Naphtholl.2-blnorbornadiene 192 C15H12 1000210-14-8 42
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38

Abundance Scan 873 (11.565 min): BF090289.D (-872) (-) m/z 189.10 100.00%
1
5000
82 11.20 11.40 11.60 11.80
o 111 127139 152 204 221 m/z 19010 94 69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 LN BN R I /?rﬁ?
o4 11.20 11.40 11.60 11.80
m/z 192.10 92 .65%
o 27 3950 63 8l | 110122 137 150163 178
m/z--> 20 40 60 éo 100 120 140 1éo 180 200 220
Abundance
192
11.20 11.40 11.60 11.80
5000 m/z 191.10 67 .08%
165
27 39 51 63 77 96 115557139152 176
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192 11.20 11.40 11.60 11.80
m/z 94.60 36.88%
5000
83 96 \
oL zmm e B P pspumse e | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1120 11.40 11.60 11.80

8270-BF092016.-M Fri Sep 30 16:47:24 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Naphthalene, 2-phenyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.76 2.52 ng 188043 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 Cl6H12 000612-94-2 95
2 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 86
3 5.160I1".271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 80
4 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 80
5 Naphthalene, 1-phenyl- 204 Cl6H12 000605-02-7 78
Abundance Scan 890 (11.759 min): BF090289.D (-888) (-) m/z 204.10 100.00%
204
5000
101
76 165 11.40 11.60 11.80 12.00
I 120 A | m/z 202.10  33.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204
5000 L DN UL UL SV I
11.40 11.60 11.80 12.00
101 m/z 203.10 26.98%
28 81 10, 126150176
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
11.40 11.60 11.80 12.00
5000 m/z 205.10 17.03%
101
27 51 76 126 152176
mz-> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy... S e
204 11.40 11.60 11.80 12.00
m/z 101.10 12.95%
5000
39 63 101 156 152176 313 408
m/z--> 50 100 150 200 250 300 350 400 11.40 11.60 11.80 12.00

8270-BF092016.-M Fri Sep 30 16:47:25 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl2.31 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.31 2.92 ng 249630 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(4.4-Dimethvl-4H-benzolhlauino... 251 C17H17NO 1000310-52-4 47
2 1.8-dimethvl-3.6-diazahomoadaman... 208 C12H20N20 160777-78-6 43
3 Pvrimidine. 2-(2.4-difluoropheno... 208 C10H6F2N20 1000260-37-2 43
4 2.4.7-Pteridinetriol. 6-ethvl- 208 C8H8N403 031053-47-1 43
5 3-Methyl-2,2-diphenylaziridine 209 C15H15N 007764-13-8 43
Abundance Scan 938 (12.308 min): BF090289.Dd)(—936) ) m/z 208.10 100.00%
208

5000 43 57

%

99 A
241 260 284 12.00 12.20 12.40 12.60

0 m/z 73.10 54 .92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103244: 1-(4,4-Dimethyl-4H-benzo[h]quinolin-1-yl)-ethanone
208
5000 LA L L L L L LB L |
12.00 12.20 12.40 12.60
250 m/z 43.10 46 .54%
222 265
ol 43 127 151165179193 | |
T L R RRARE BEE s L e e A RARAREERES B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
208
R e AR B
72 12.00 12.20 12.40 12.60
5000 m/z 57.10 45 .44%
135 50
58
RE: 42 96 120 164178193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67230: Pyrimidine, 2-(2,4-difluorophenoxy)- R e AR B
53 208 12.00 12.20 12.40 12.60
180 m/z 60.10 42 .09%

5000

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl2.46 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.46 2.25 ng 192058 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 38
2 Phenmethvlcvnide. .alpha...alpha... 220 C11H12N203 1000128-94-6 35
3 Pvrrololl.2-althienol2.3-dlovrim... 220 C11H12N20S 056929-61-4 30
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 25
5 1-Penten-3-one, 4-methyl-1-[2,6,... 220 C15H240 1000132-20-9 25
Abundance Scan 951 (12.456 min): BF090289.D (-947) (-) m/z 57.10 100.00%
7 220

71

5000

12.20 12.40 12.60 12.80
m/z 220.20 96.16%

. 137 156 175 236252 274289

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

Abundance #77700: Phenanthrene, 2,3,5-trimethyl-
220
205
5000 LI N N O N O N
12.20 12.40 12.60 12.80
m/z 71.10 80.61%
ol 3053 76
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
220
R I EEEE SRR
205 12.20 12.40 12.60 12.80
5000 m/z 43.10 62.08%

77
91 116131 159
43 63 145 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76975: Pyrrolo[1,2-a]thieno[2,3-d]pyrimidin-4(6H)-one, 7,... R B A REEERE B L
220 12.20 12.40 12.60 12.80
m/z 85.10 54 _89%
205
5000
41 59
ol I .1, 8 1012413815216 187 | |
O B L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cyclohexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.47 4.41 ng 376302 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
3 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 81
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 81
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 81
Abundance Scan 1040 (13.474 min): BF090289.D (-1037) (-) m/z 57.10 100.00%
57
8 W
5000
; O T "3 1340 1360 1380
o} m/z 71.10 62.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81246: Cyclohexadecane
55 g3
5000 SR UANLSR SN SUNRILN I
29 13.20 13.40 13.60 13.80
m/z 83.10 61.74%
. R 139 167 106 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
83 |13.20 13.40 13.60 13.80
5000 m/z 43.10 59.97%
29 111

:

196
o 139 168 227 5sg
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164026: 1-Hexadecanesulfonyl chloride Al BaREE R
13.20 13.40 13.60 13.80

m/z 69.10 57.28%

83

5000

139

167 196 224

253271289307325
o S S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1-Docosene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.10 3.76 ng 321276 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 87
3 Methoxvacetic acid. heptadecvl e... 328 C20H4003 1000282-99-1 87
4 Heptadecane 240 C17H36 000629-78-7 80
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 74
Abundance Scan 1095 (14.102 min): BF090289.D (-1093) (-) m/z 57.10 100.00%
57
83
5000
111 e
139 242262 13.80 14.00 14.20 14.40
ol o 72T FUTAT 294 830 360384 | o7 71.10 66.38%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55
97
5000 R AR B DU B
29 13.80 14.00 14.20 14.40
L 125 m/z 43.10 62.11%
ol d | ,H,MI Ll 3 iet s
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 83.10 58.30%
0 1l 139 196 224 269
m/z--> éo 160 150 200 250 360 3éo
Abundance #167790: Methoxyacetic acid, heptadecy! ester R RRmma B
57 13.80 14.00 14.20 14.40
m/z 55.10 53.11%
5000
} 111 283
29 210 238
oL LA h \Lli‘o.,l‘??, I A T e
m/z--> 50 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090289.D

Aca On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample = H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Propenenitrile, 2-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.62 9.24 ng 329513 Perylene-di12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenenitrile. 2-chloro- 87 C3H2CIN 000920-37-6 58
2 Silane. T (4-ethoxvcvclohexvl)oxv... 216 C11H2402Si 029809-00-5 38
3 3.4-Di-0-methvl-L-arabinopvranose 178 C7H1405 086049-20-9 38
4 Thiophene. 2-butvltetrahvdro- 144 C8H16S 001613-49-6 37
5 2-[2-[2-[2-[2-(2-Acetyloxyethoxy... 366 C16H3009 1000351-90-8 37
Abundance Scan 1228 (15.622 min): BF090289.D (-1226) (-) m/z 87.05 100.00%
a7
55
5000
120
[ 152 192 i 267 293316338361 386411 442 16.40 15,60 15,30 16.00
Of il .y 152 192 | 207293316338361 386411 442 m/z 55.10 55.85%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #1844: 2-Propenenitrile, 2-chloro- MWJ\\%
87
5000 52 LR UL SRR I
1540 15.60 15.80 16.00
m/z 89.10 36.07%
26
0 'Jw“lb'“ | SN SURLELEL SURLELEL SURLELELN SURLLELA SR UL
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
87
1540 15.60 15.80 16.00
5000 59 m/z 120.00 29.22%
131 170
201
L S B U W UL UL B L B
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #44319: 3,4-Di-O-methyl-L-arabinopyranose LA e o LR
87 15.40 15.60 15.80 16.00
m/z 71.10 16.67%
58
o il 1]\-9 147
m'z--> 0 50 100 150 200 250 300 350 400 ' 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092916\
Data File : BF090289.D

Acq On : 29 Sep 2016 13:16

Operator : UM/SJ

Sample - H4982-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.54 20.5 ng 874812 1 6.46 851647 20.0
unknown6 .23 6.23 82.8 ng 3526820 1 6.46 851647 20.0
unknown10.42 10.42 4.0 ng 299368 4 10.96 1494020 20.0
Pentanoic acid, 5... 10.48 3.9 ng 293021 4 10.96 1494020 20.0
Phenol, 2-(1,1-di... 10.51 4.3 ng 320431 4 10.96 1494020 20.0
Phenol, 4-(1,1-di... 10.55 4.8 ng 356630 4 10.96 1494020 20.0
4-(1,1-Dimethylpr... 10.60 4.7 ng 348389 4 10.96 1494020 20.0
2-Methyl-4-hydrox... 10.65 5.3 ng 393180 4 10.96 1494020 20.0
Phenol, 4-(1,1,3,... 10.70 5.8 ng 430584 4 10.96 1494020 20.0
Acetamide, N-(3-m... 10.73 3.0 ng 222950 4 10.96 1494020 20.0
n-Hexadecanoic acid 11.53 2.9 ng 215304 4 10.96 1494020 20.0
4H-Cyclopenta[def... 11.56 4.6 ng 346699 4 10.96 1494020 20.0
Naphthalene, 2-ph... 11.76 2.5 ng 188043 4 10.96 1494020 20.0
unknownl12 .31 12.31 2.9 ng 249630 5 13.58 1707900 20.0
unknownl12 .46 12.46 2.3 ng 192058 5 13.58 1707900 20.0
Cyclohexadecane 13.47 4.4 ng 376302 5 13.58 1707900 20.0
1-Docosene 14.10 3.8 ng 321276 5 13.58 1707900 20.0
2-Propenenitrile, ... 15.62 9.2 ng 329513 6 14.91 712972 20.0
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