LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 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-BF060716.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 1.667 6 7 16 rvv 151965 279218 8.29% 0.592%
2 1.793 16 18 42 rVB 1116653 2219968 65.89% 4_.706%
3 4.844 284 285 292 rVB 72505 101111 3.00% 0.214%
4 5.279 321 323 326 rBY 1062036 1292623 38.36% 2.740%
5 6.342 414 416 418 rBV 983175 931736 27 .65% 1.975%
6 6.467 424 427 429 rBV 2137218 2252923 66.87% 4_.776%
7 6.696 445 447 449 rBV 733290 657809 19.52% 1.394%
8 6.856 458 461 462 rBV 1778475 2120905 62.95% 4 .496%
9 6.879 462 463 465 rVB 133857 97155 2.88% 0.206%
10 6.947 467 469 474 rVB 112570 121183 3.60% 0.257%
11 7.039 474 477 480 rBvV2 79282 101566 3.01% 0.215%
12 7.084 480 481 483 rBV 45002 47946 1.42% 0.102%
13 7.267 490 497 500 rBvV2 1702977 2228622 66.14% 4.724%
14 7.347 502 504 506 rvVv 91401 88185 2.62% 0.187%
15 7.393 506 508 509 rvv 77908 94313 2.80% 0.200%

16 7.473 509 515 517 rvv 417389 402770 11.95% 0.854%
17 7.553 519 522 524 rVB3 23388 40686 1.21% 0.086%
18 7.633 526 529 534 rvB4 152070 283672 8.42% 0.601%
19 7.725 534 537 541 rBvV2 117728 213227 6.33% 0.452%
20 7.793 541 543 547 rVB4 48218 101129 3.00% 0.214%

21 7.850 547 548 551 rvB2 45323 63942 1.90% 0.136%
22 7.930 551 555 557 rBV3 72533 191381 5.68% 0.406%
23 7.976 557 559 563 rvv 772025 1208507 35.87% 2.562%
24 8.033 563 564 565 rvv 117812 83256 2.47% 0.176%
25 8.079 565 568 569 rvB2 46540 59755 1.77% 0.127%

26 8.113 569 571 574 rBV 112446 121849 3.62% 0.258%
27 8.182 574 577 578 rBV 186283 206487 6.13% 0.438%
28 8.227 578 581 583 rvv 265561 312131 9.26% 0.662%
29 8.262 583 584 587 rVB3 85529 111215 3.30% 0.236%

30 8.330 587 590 591 rBVvV2 25691 45802 1.36% 0.097%
31 8.365 591 593 595 rBvV 109926 134412 3.99% 0.285%
32 8.399 595 596 598 rvv2 64007 98173 2.91% 0.208%
33 8.456 598 601 602 rvv2 90194 149977 4._.45% 0.318%
34 8.547 607 609 610 rvv2 45485 36869 1.09% 0.078%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 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-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.582 610 612 613 rBv2 50991 52175 1.55% 0.111%

36 8.639 615 617 619 rvv3 106470 176107 5.23% 0.373%
37 8.673 619 620 623 rVB3 51875 76633 2.27% 0.162%
38 8.776 623 629 630 rBv4 157830 433327 12.86% 0.919%
39 8.845 633 635 636 rvv 119017 163146 4._.84% 0.346%
40 8.925 636 642 644 rVvV5 260407 771239 22.89%% 1.635%

41 9.016 648 650 651 rvv2 119717 186885 5.55% 0.396%
42 9.062 651 654 657 rvv 2534209 2895395 85.93% 6.138%
43 9.153 659 662 663 rBvV3 38260 90300 2.68% 0.191%
44 9.188 663 665 666 rvv2 100652 175247 5.20% 0.372%
45 9.256 669 671 674 rvv4 202851 313011 9.29% 0.664%

46 9.336 674 678 681 rvv4 149125 529802 15.72% 1.123%
47 9.405 681 684 686 rvv3 346376 863160 25.62% 1.830%
48 9.462 686 689 691 rvv3 283576 516036 15.32% 1.094%
49 9.508 691 693 696 rvv4 143023 371183 11.02% 0.787%
50 9.610 698 702 704 rvv4 164539 491201 14.58% 1.041%

51 9.690 706 709 711 rvv2 630886 1091947 32.41% 2.315%
52 9.736 711 713 714 rVvV 1008043 1092251 32.42% 2.315%
53 9.782 714 717 719 rVvVv3 243307 454059 13.48% 0.963%
54 9.828 719 721 722 rVV2 63058 115595 3.43% 0.245%
55 9.942 722 731 734 rVvV3 706587 2831574 84.04% 6.003%

56 9.988 734 735 738 rVV2 126444 192771 5.72% 0.409%
57 10.045 738 740 743 rVV2 268426 569399 16.90% 1.207%
58 10.090 743 744 745 rVV 255073 243260 7.22% 0.516%
59 10.125 745 747 749 rVvV 476873 605531 17.97% 1.284%
60 10.159 749 750 754 rvv3 156908 349833 10.38% 0.742%

61 10.273 754 760 766 rvv5 989959 3369350 100.00% 7.143%
62 10.365 766 768 770 rvv2 144335 255867 7.59% 0.542%
63 10.399 770 771 774 rVB 137203 128219 3.81% 0.272%
64 10.468 774 777 779 rBV 416484 551648 16.37% 1.169%
65 10.525 779 782 785 rvv2 1552218 2110122 62.63% 4.473%

66 10.582 785 787 788 rvV 237625 340228 10.10% 0.721%
67 10.605 788 789 791 rvv2 465125 529052 15.70% 1.122%
68 10.651 791 793 797 rVB2 220403 472511 14.02% 1.002%
69 10.753 799 802 805 rBv4 115343 233779 6.94% 0.496%
70 10.799 805 806 811 rvB2 203197 295157 8.76% 0.626%

71 10.879 811 813 815 rBV3 79257 115651 3.43% 0.245%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 10.936 815 818 819 rBv2 133713 183809 5.46% 0.390%
73 11.211 840 842 846 rBV 995339 963522 28.60% 2.043%
74 11.279 846 848 849 rvB2 30462 37006 1.10% 0.078%
75 11.428 859 861 867 rvB 102860 142192 4.22% 0.301%

76 11.611 875 877 880 rVvB3 30835 44790 1.33% 0.095%
77 11.759 888 890 899 rvB2 243510 306502 9.10% 0.650%
78 11.942 902 906 911 rBV3 24807 78455 2.33% 0.166%
79 12.445 948 950 953 rBV3 18130 40203 1.19% 0.085%

80 12.536 956 958 960 rvv 144110 169876 5.04% 0.360%

81 12.582 960 962 964 rvVv 99619 128909 3.83% 0.273%
82 12.628 964 966 968 rvv 258040 217444 6.45% 0.461%
83 12.696 969 972 976 rVB3 39333 89174 2.65% 0.189%
84 12.799 978 981 983 rBvV 2235787 2357228 69.96% 4.997%
85 13.325 1025 1027 1029 rBV 127270 128345 3.81% 0.272%

86 13.577 1047 1049 1052 rVB2 60086 73088 2.17% 0.155%
87 13.702 1057 1060 1068 rVB3 63969 109557 3.25% 0.232%
88 13.839 1069 1072 1075 rBV 838998 760890 22.58% 1.613%

89 14.011 1085 1087 1092 rVB 36785 49850 1.48% 0.106%

90 14.319 1112 1114 1118 rVB 36851 44592 1.32% 0.095%

91 14.617 1138 1140 1141 rBV 28339 33797 1.00% 0.072%

92 15.222 1191 1193 1199 rBvV 512207 625942 18.58% 1.327%

93 16.068 1265 1267 1276 rVB2 14567 33718 1.00% 0.071%
Sum of corrected areas: 47172043
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061716\

BF088112.D

18 Jun 2016 1:10

UM/SsJ

H3542-14

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 18

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

7.47 6.67 ng 402770 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
4 o-Cvmene 134 C10H14 000527-84-4 94
5 p-Cymene 134 C10H14 000099-87-6 94

Abundance Scan 515 (7.473 min): BF088112.D (-509) (-) m/z 119.10 100.00%
119
5000
39 65 7.20 7.40 7.60 7.80
b Ll p0 267 385 w3210 44.51%
m/z--> 50 100 150 200 250 300 350
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000
7.20 7.40 7.60 7.80
o1 m/z 91.05 15.02%
15 39 65 ‘
0.‘.‘.‘.‘,“.“.“‘..|“‘.““.“.|....,....,....,....,.
m/z--> 50 100 150 200 250 300 350
Abundance
119
7.20 7.40 7.60 7.80
5000 m/z 120.10 10.07%
91
o5 39 65
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 7.20 7.40 7.60 7.80
m/z 133.10 8.87%
5000
39 o o1
0..‘.L‘#‘.'L."..{l“.“‘.‘.lu...|.... ——— —
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 7 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 7

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

8.92 14.12 ng 771239 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 019832-98-5 84
2 Benzoic acid. 2.4-dimethvl- 150 C9H1002 000611-01-8 81
3 Benzoic acid. 2.6-dimethvl- 150 C9H1002 000632-46-2 80
4 Benzoic acid. 2.5-dimethvl- 150 C9H1002 000610-72-0 35
5 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 30

Abundance Scan 642 (8.925 min): BF088112.D (-636) (-) m/z 98.10 100.00%
9 1

5000
170 8.60 8.80 9.00 9.20
0 m/z 132.10 99.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30850: 1(2H)-Naphthalenone, 3,4-dihydro-4-methy!-
104 132 160
145
118
5000
51 8.60 8.80 9.00 9.20
27 39 m/z 150.10 86.89%
ol M A
oL | il \ ‘H\\M \H ‘: |‘||| T
m/z--> 20 40 140 160 180
Abundance
132 150
105 8.60 8.80 9.00 9.20
5000 m/z 81.10 71.22%
i o1
39 51
5 27 63 11
o < TN ST N TP | S S NS TN S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24455: Benzoic acid, 2,6-dimethyl- A BEmma BT R
132 150 8.60 8.80 9.00 9.20
m/z 105.05 67.44%
104
5000
Phe 1T |
27 63
0...1.5,.‘...‘,..“w.,“.“...“,..‘..,“.‘..%1,9.. N S -
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4-Fluoro-1-methoxy-adamantane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.34 9.70 ng 529802 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluoro-1-methoxv-adamantane 184 C11H17FO 1000318-00-1 50
2 6.6-Dimethvlhepta-2.4-diene 124 C9H16 1000195-03-3 49
3 1-Buten-3-vne.4-trimethvisilvl 124 C7H12Si 002696-32-4 47
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 43
5 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 43

Abundance Scan 678 (9.336 min): dI?FO88112.D (-674) () m/z 109.10 100.00%
109
5000
55
41 69 g3 95 124137 184 L e e N R
155164173 9.00 9.20 9.40 9.60
0 m/z 55.10 28.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48425: 4-Fluoro-1-methoxy-adamantane
109
5000 LI L L L L L L BB |
9.00 9.20 9.40 9.60
a1 184 m/z 41.10 22 .88%
32 77 91 127
O e ey S ed00 7 141158 160 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109
R R EEmEE R
9.00 9.20 9.40 9.60
5000 m/z 137.10 21.19%
67 124
41 81
27 55 95
0 A o o T A o o LA B I
m/z--> 20 40 80 100 120 140 160 180
Abundance #10392: 1-Buten-3-yne,4-trimethylsily| e
109 9.00 9.20 9.40 9.60
m/z 69.10 19.39%
43
5000 53
124
67 83
e
0 90 VI T A X | | !
R o e o o L e e RN B o o o o o R R EEmEE R
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 6

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

9.40 15.81 ng 863160 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 50
2 Ethvl o-methvlbenzoate 164 C10H1202 000087-24-1 46
3 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 001590-08-5 38
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 30
5 1H-2-Benzothiopyran-4(3H)-one 164 C9H80S 004426-76-0 30

Abundance Scan 684 (9.405 min): BF088112.D (-681) (-) m/z 119.10 100.00%
9
5000
9.00 9.20 9.40 9.60 9.80
o m/z 118.00 90.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30853: 1(2H)-Naphthalenone, 3,4-dihydro-3-methy!-
118
90
160
5000 145 R AR SRR SRR
9.00 9.20 9.40 9.60 9.80
39 m/z 95.10 64 .32%
77
Ob——— I |2\=7| "‘I S I‘lwl IMI‘I ..“. .1|O.2. .‘.Hl .].-3‘.1. I‘I\I : I\I\I e
m/z--> 20 40 80 100 120 140 160 180
Abundance
119
91 SRR SR SRR SR
9.00 9.20 9.40 9.60 9.80
5000 164 m/z 90.10 58.26%
65 135
39
o 15 29 51 7 105 149
mz-> 20 40 60 80 100 120 140 160 180
Abundance #30847: 1(2H)-Naphthalenone, 3,4-dihydro-2-methy!-
118 9.00 9.20 9.40 9.60 9.80
m/z 160.10 56.19%
%0 160
5000
131 145
39 63
G o W
| 1l i . N | I ] |
0....,..”,..w.,.M.J,..L.,h..“h..l.,....,....,”.
m/z--> 20 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 14

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

9.61 8.99 ng 491201 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 91
2 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 80
3 2.5-Dimethvilphenvlacetic acid 164 C10H1202 1000342-65-5 49
4 Acetic acid. (2.4-xvivD)- 164 C10H1202 006331-04-0 46
5 5-Methoxy-2-allylphenol 164 C10H1202 1000306-52-6 25

Abundance Scan 702 (9.610 min): BF088112.D (-698) (-) m/z 164.10 100.00%
119 146 164
5000 105
77
39 %1 65 oL 131 174 9.20 9.40 9.60 9.80 10.00
o m/z 146.10 96 .13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33350: Benzoic acid, 2,4,5-trimethyl-
146 164
119
5000 I AN A TN R
9.20 9.40 9.60 9.80 10.00
; 1 o5 m/z 119.10 92 .07%
PRI I N N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
146 164
920 9.40 9.60 9.80 10.00
5000 m/z 118.10 49_87%
119
91
o7 39 51 g5 !f 103 .
O o T S o e A I e T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33337: 2,5-Dimethylphenylacetic acid e
119 9.20 9.40 9.60 9.80 10.00
m/z 105.10 40.72%
5000 164
s . 91 105
27 51 65 ‘
o2 L ..‘ﬂ.‘nb. - MH . r.,‘ﬂ. Ih\l }%5I%4§| N S S
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Propofol Concentration Rank 5

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

9.94 51.85 ng 2831570 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propofol 178 C12H180 002078-54-8 64
2 4-1sopropviphenvlacetic acid 178 C11H1402 004476-28-2 62
3 1.4-Benzenediamine., N4-_N4-dieth... 178 C11H18N2 000148-71-0 52
4 Phenol. 2.4-bis(l-methvlethvl)- 178 C12H180 002934-05-6 50
5 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 50

Abundance Scan 731 (9.942 min): BF088112.D (-722) (-) m/z 163.10 100.00%
5000
91 117 s 178
M 51 65 ' 105 133 9.60 9.80 10.00 10.20
o} m/z 178.10 32.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43976: Propofol
163
5000
9.60 9.80 10.00 10.20
117 178 m/z 91.10 30.13%
91
0 M5 65 77 07 ol 17 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
117 163
9.60 9.80 10.00 10.20
5000 m/z 117.10 24 .68%
91 178
45 77
) 15 27 55 65 105 133 145
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43957: 1,4-Benzenediamine, N4-,N4-diethyl-2-methyl- s B ma e e
163 9.60 9.80 10.00 10.20
m/z 145.10 19.80%
178
5000
134
15 2939 53 66 77 93 9 10 | 18 | |
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20

8270-BF060716.M Mon Jun 20 17:44:04 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzeneacetaldehyde, 2-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.04 10.43 ng 569399 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. 2-methoxv-.... 178 C11H1402 053155-90-1 59
2 1.3-Cvclohexadiene, 1.2.3.4.5.6-... 164 C12H20 1000152-09-6 50
3 Benzenemethanol. 4-(1.1-dimethvl... 164 C11H160 000877-65-6 47
4 Benzene. 2-methoxv-4-methvl-1-(1... 164 C11H160 001076-56-8 47
5 1,3-Dioxolane, 2-phenyl-2-(pheny... 240 C16H1602 004362-19-0 47
Abundance Scan 740 (10.045 min): BF088112.D (-738) (-) m/z 149.10 100.00%
149
5000
7 91 121 e
105 9.80 10.00 10.20 10.40
39 51 63 133
Ol bl Ll L399 ) .|-, A2 "m/z 178.10 20.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43900: Benzeneacetaldehyde, 2-methoxy-.alpha.,5-dimethyl-
149
5000
g1 9.80 10.00 10.20 10.40
19 178 m/z  77.10  13.35%
27 39 51 65 77 105 ‘ .
OIIIII\I\II‘I‘II\I\III\III\\IIII\II\I‘IIUIIIIIIII‘II]'I:!'IIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
149
" 9.80 10.00 10.20 10.40
5000 m/z 150.10 12.04%
a1 134 164
27 53 g5 77 91 105 119
e L S S U L UL UL BRI L I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33645: Benzenemethanol, 4-(1,1-dimethylethyl)-
149 9.80 10.00 10.20 10.40
m/z 91.10 10.04%
5000
91
77 164
oL 20 %St es ) | 105 TPum |
mz> %0 40 60 8o 100 10 1o 1o 1o " 9.80 10,00 10.20 10,40

8270-BF060716.M Mon Jun 20 17:44:05 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4-Pentenoic acid, 5-phenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.12 11.09 ng 605531 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pentenoic acid. 5-phenvl- 176 C11H1202 028525-69-1 51
2 Cvclopropanecarboxvlic acid. 2-p... 176 C11H1202 020030-70-0 30
3 Cvclopropvl phenvl sulphide 150 C9H10S 014633-54-6 25
4 Benzoic acid. 4-butvl-. methvl e... 192 C12H1602 020651-69-8 22
5 Bicyclo[4.2.1]nona-2,4,7-triene, ... 274 C15H14Se 072065-50-0 18
Abundance Scan 747 (10.125 min): BF088112.D (-745) (-) m/z 149.10 100.00%
117 149
161
5000 176 192
'9.80 10,00 10.20 1040
o} m/z 117.10 92.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42334: 4-Pentenoic acid, 5-phenyl-
117
5000 91 176 L LA BN SN BN
9.80 10.00 10.20 10.40
07 45 130 m/z 115.05 72.53%
63 77 102 ‘ ‘
0 I .“.‘. . ‘IM" .“l‘. IM ; .“lhl - |Hl‘. ; "I .‘l“. ; |].-4.7. EI'?OI — "I e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
'9.80 10.00 10.20 10.40 |
5000 176 m/z 161.10 71.28%
9 144
39 51 63 o7
27 105 133 161
0 rrryrrTTrTrTTT T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24551: Cyclopropy! pheny! sulphide R ARBRERE SRS R
117 9.80 10.00 10.20 10.40
m/z 131.10 58.64%
5000
m/z--> ‘ 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40

8270-BF060716.M Mon Jun 20 17:44:06 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 1H-1,3-Disilaindene, 2,3-di... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.16 6.41 ng 349833 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.3-Disilaindene. 2.3-dihvdro- 150 C7H10Si2 004361-65-3 58
2 Benzoic acid. 2.5-dimethvl- 150 C9H1002 000610-72-0 35
3 5-Formvisalicvlaldehvde 150 C8H603 003328-70-9 30
4 Benzoic acid. 2.3-dimethvyl- 150 C9H1002 000603-79-2 30
5 3-Methyl-p-anisaldehyde 150 C9H1002 032723-67-4 25

Abundance Scan 750 (10.159 min): BF088112.D (-749) (-) m/z 149.10 100.00%

49

5000

9.80 10.00 10.20 10.40

0 m/z 145.10 92.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24252: 1H-1,3-Disilaindene, 2,3-dihydro-
149
5000 105 L L L I L L LB L LN B

9.80 10.00 10.20 10.40
m/z 150.10 80.22%

53
28 43 ‘ 69 79 o3 119 133
1 |

0 | [, | \‘M\H il [, ol oyl ‘\
I L L e o e o e AN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105 132 150
9.80 10.00 10.20 10.40
5000 m/z 91.10 69.83%
7
51 91
39
15 27 63 119
T T T S o SRR

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24364: 5-Formylsalicylaldehyde R B

149 9.80 10.00 10.20 10.40

m/z 132.10 60.42%
5000
65
39 93 121
N
e i A ssih il i

m/z--> 20 40 60 80 100 120 140 160 180 9. 80 10 00 10.20 10.40

8270-BF060716.M Mon Jun 20 17:44:07 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3-Pentenoic acid, 4-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.27 61.70 ng 3369350 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 76
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 59
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 53
4 Bicvclol4.2.0locta-1.3.5-triene.... 146 C11H14 027087-54-3 52
5 Benzene, (2-chloro-2-butenyl)- 166 C10H11CI 054411-12-0 52
Abundance Scan 760 (10.273 min): BF088112.D (-754) (-) m/z 131.10 100.00%
5000
o1 115 176
29 51 63 77 | 103 149 161 191 o0 10.00 10.20 10.40 10.60
o m/z 176.10 36.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42329: 3-Pentenoic acid, 4-phenyl-
131
5000 o1 176
10.00 10.20 10.40 10.60
115 m/z 115.05 31.13%
39 51 g3 77| 103 L.l 158
Ol||||||||‘|‘l|“|‘||‘|‘|||‘|||l||“||||‘|‘|l‘|| ....‘|....‘|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
10,00 10.20 10,40 10.60
5000 m/z 91.10 29.73%
146
91 118
15 27 39 51 63 77 104
O e 2 et B L e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3—dihydro—l,2—dimethy|— LI L L L L L
131 10.00 10.20 10.40 10.60
m/z 117.10 22 .24%
5000
o1 146
115
27 39 51 63 77 ‘ 103 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 10,00 10,20 10.40 10.60

8270-BF060716.M Mon Jun 20 17:44:08 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl10.47 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.47 10.10 ng 551648 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-1-dimethvlvinvilsilv... 206 C12H180Si 1000307-91-8 47
2 Phenol. 3.5-bis(l.1-dimethvlethvl)- 206 C14H220 001138-52-9 47
3 Pentanoic acid. 5-hvdroxv-. 2.4-... 306 C19H3003 166273-38-7 43
4 4-Fluoro-2-trifluoromethvlbenzoi... 309 C15H7F4N02 1000357-66-9 43
5 Oxirane, [[4-(1,1-dimethylethyl)... 206 C13H1802 003101-60-8 43
Abundance Scan 777 (10.468 min): BF088112.D (-774) (-) m/z 191.10 100.00%
191
5000
43 91 115 163 206
65 131 e 10.20 10.40 10.60 10.80
o} m/z 177.10 36.80%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65875: 3,5-Dimethyl-1-dimethylvinylsilyloxybenzene
191
5000 206
10.20 10.40 10.60 10.80
163 m/z 206.15 30.17%
28 5975 1% 1z | |

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

191

10.20 10.40 10.60 10.80
5000 57 m/z 91.10 29.64%

a1 206
73 91107 135 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149820: Pentanoic acid, 5-hydroxy-, 2,4-di-t-butylphenyl ... R R AREE E e S
191 10.20 10.40 10.60 10.80
m/z 163.10 27 .66%
5000 206
57
0l-28 L] 74 91107 128147 175 | | 233248 275291306
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 20 10 40 10. 60 10.80

8270-BF060716.M Mon Jun 20 17:44:09 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl10.58 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.58 7.06 ng 340228 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ibuprofen 206 C13H1802 015687-27-1 43
2 1.2-Naphthalenediol. l1-ethvl-1.2... 192 C12H1602 056588-35-3 43
3 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 27
4 1H-Indole. l1l-acetvl-2.3-dihvdro-... 206 C10H10N203 033632-27-8 22
5 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 22
Abundance Scan 787 (10.582 min): BF088112.D (-785) (-) m/z 164.10 100.00%
164
119
206
5000
183 o || 1020 10140 1080 1080 1100
0! m/z 163.10 86.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65887: Ibuprofen
163
5000 91 119 206 B BARSA RARE
107 10 20 10. 40 10. 60 10 80 11. oo
m/z 119.10 67.96%
1527 st T ‘\‘ \H 131145 ] rrag |
m/z--> ﬁo Jo eb éo 160 150 1&0 160 180 200 250 250
Abundance
119 145 163
10.20 10.40 10.60 10.80 11.00
5000 o m/z 206.10 53.92%
77
o 29 51 65 103 132 175
m/z--> ﬁo Jo eb éo 160 150 1&0 1éo 180 200 250 250
Abundance #33358: Benzoic acid, 2,4,5-trimethyl-
119 164 10.20 10.40 10.60 10.80 11.00
146 m/z 91.10 40.78%
5000
395 ., 9ios
oL H\‘MH m ‘\Hl?l Ay N S SR
m/z--> 20 80 100 120 140 160 180 200 220 240 1020 1040 1060 1080 1100

8270-BF060716.M Mon Jun 20 17:44:09 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl10.60 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.60 10.98 ng 529052 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzeneacetic acid. 4-(l1.1-dimet... 206 C13H1802 003549-23-3 43
2 Pentamethvlbenzoic acid 192 C12H1602 002243-32-5 42
1-(4-Methoxymethvl-2.6-dimethvlp... 192 C12H1602

4 2-Fluoro-6-(trifluoromethvl)benz... 192 C8H4F40 060611-24-7 27

1000202-02-2 38

5 Benzene, (1-methyl-1-butenyl)- 146 Cl1l1H14 053172-84-2 25
Abundance Scan 789 (10.605 min): BF088112.D (- 788 ) m/z 177.10 100.00%
131 177 101

5000
77 206 L e
39 51 65 220 10.20 10.40 10.60 10.80 11.00
0! m/z 131.10 87.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66041: Benzeneacetic acid, 4-(1,1-dimethylethyl)-, methyl...
191
5000 131
10.20 10.40 10.60 10.80 11.00
91 117 206 m/z 191.10 84.92%
65 147 163
15 29 41 53 8577 | 105 | 163 145
B B B B B e LS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
131 147 174 192
10.20 10.40 10.60 10.80 11.00
5000 91 m/z 192.10 71.43%
39 77 115
27 | 51 65 o
15 103 15
(o B VORI RN T LM NSNS NS M -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54499: 1-(4-Methoxymethyl-2,6-dimethylphenyl)ethanone — e
177 10.20 10.40 10.60 10.80 11.00
m/z 163.10 47 .63%
5000
117 192
R ' 105 | 133 149161
o) IS RS-+ S Mo Y B W N SR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 20 10. 40 10. 60 10. 80 11. 00

8270-BF060716.M Mon Jun 20 17:44:10 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl10.65 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.65 9.81 ng 472511 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 49
2 trans-.beta.-lonone 192 C13H200 000079-77-6 49
3 Phenol. 2.5-bis(l1-methvipropvl)- 206 C14H220 054932-77-3 47
4 Octamethvl-1.4-cvclohexadiene 192 C14H24 172684-93-4 43
5 2-Buten-1-one, 1-(2,6,6-trimethy... 192 C13H200 035044-68-9 38
Abundance Scan 793 (10.651 min): BF088112.D (-791) (-) m/z 177.10 100.00%
117
5000 163
206
43 57 71 9N 4105 135 149 RN B BN AR I
| | UL 1 | | 192 | g 10.40 10.60 10.80 11.00
o} SN 0T SV PO B PR VU PR WO Y B m/z 163.10 49.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54648: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-y)-
177
5000 43 LR UL BRI I B
mmmmmmum
o1 e 10 m/z 206.10 27 .24%
> 149
LI il Gﬁ \m AT ‘\ e ) e
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
177
10.40 10.60 10.80 11.00
5000 43 m/z 57.10 23.51%
91 135
5 20 | B5ge | 105120714995 g
m/z--> ﬁo 45 éo 85 160 150 150 160 180 260 250
Abundance #66101: Phenol, 2,5-bis(1-methylpropyl)- e AR RREEE R
177 10.40 10.60 10.80 11.00
m/z 135.00 20.29%
5000
206
1829 41 57 77 91 107 121133 148 163 | 191
B D ST ST AT e Ry 10,40 10,60 10.80 11.00

8270-BF060716.M Mon Jun 20 17:44:11 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088112.D

Aca On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.76 6.36 ng 306502 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 890 (11.759 min): BF088112.D (-888) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 115 157 213 BT N R
1431°7171185199"17 557 256 11.40 11.60 11.80 12.00
0 m/z 60.00 82.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 N AR AR BUUUNARER
nmnmnmnm
m/ 43.10 74 .94Y%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1140 11.60 11.80 12.00
5000 129 m/z 57.10 68.45%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72646: Tridecanoic acid L AL EEE
43 60 78 11.40 11.60 11.80 12.00
m/z 55.10 62.13%
5000 - e
“ T? 01115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061716\
Data File : BF088112.D

Acq On : 18 Jun 2016 1:10

Operator : UM/SJ

Sample : H3542-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
Benzene, 1,2,3,4-_.. 7.47 6.7 ng 402770 2 7.98 1208510 20.0
1(2H)-Naphthaleno. .. 8.92 14.1 ng 771239 3 9.74 1092250 20.0
4-Fluoro-1-methox. .. 9.34 9.7 ng 529802 3 9.74 1092250 20.0
1(2H)-Naphthaleno. .. 9.40 15.8 ng 863160 3 9.74 1092250 20.0
Benzoic acid, 2,4... 9.61 9.0 ng 491201 3 9.74 1092250 20.0
Propofol 9.94 51.9 ng 2831570 3 9.74 1092250 20.0
Benzeneacetaldehy... 10.04 10.4 ng 569399 3 9.74 1092250 20.0
4-Pentenoic acid,... 10.12 11.1 ng 605531 3 9.74 1092250 20.0
1H-1,3-Disilainde... 10.16 6.4 ng 349833 3 9.74 1092250 20.0
3-Pentenoic acid,... 10.27 61.7 ng 3369350 3 9.74 1092250 20.0
unknown10.47 10.47 10.1 ng 551648 3 9.74 1092250 20.0
unknown10.58 10.58 7.1 ng 340228 4 11.21 963522 20.0
unknown10.60 10.60 11.0 ng 529052 4 11.21 963522 20.0
unknown10.65 10.65 9.8 ng 472511 4 11.21 963522 20.0
n-Hexadecanoic acid 11.76 6.4 ng 306502 4 11.21 963522 20.0

8270-BF060716.M Mon Jun 20 17:44:12 2016 Page: 20



