LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 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-BF052316.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 2.021 33 38 49 rVB 106043 272390 6.31% 0.363%
2 4.707 270 273 278 rBV 59821 172983 4_.01% 0.231%
3 5.176 310 314 318 rVB3 48078 106330 2.46% 0.142%
4 5.404 332 334 345 rBV 429024 1325508 30.73% 1.767%
5 5.564 346 348 351 rVvVv 131480 223576 5.18% 0.298%
6 5.999 384 386 391 rVB 94242 162822 3.77% 0.217%
7 6.147 397 399 402 rBV 79332 118470 2.75% 0.158%
8 6.296 410 412 415 rvVB 69707 105703 2.45% 0.141%
9 6.433 422 424 429 rBV 80897 148364 3.44% 0.198%
10 6.902 460 465 469 rBV 274938 484289 11.23% 0.645%

11 7.073 474 480 484 rBV2 342443 872489 20.23% 1.163%
12 7.142 484 486 495 rVB 1339068 2989121 69.29% 3.984%
13 7.393 504 508 511 rBV3 141846 347247 8.05% 0.463%
14 7.473 513 515 518 rVB 475099 599702 13.90% 0.799%
15 7.530 518 520 523 rvB3 158605 264570 6.13% 0.353%

16 7.702 532 535 537 rBV 1874067 2664260 61.76% 3.551%
17 7.839 545 547 549 rvv3 77619 141570 3.28% 0.189%
18 7.885 549 551 554 rVvB 415414 497026 11.52% 0.662%
19 8.022 559 563 570 rBv2 324633 1026459 23.80% 1.368%
20 8.239 580 582 584 rBV 88994 155824 3.61% 0.208%

21 8.342 586 591 594 rBV3 1057096 2836316 65.75% 3.780%
22 8.399 594 596 601 rvv 1576592 2523671 58.50% 3.364%
23 8.490 601 604 606 rvv3 94951 239018 5.54% 0.319%
24 8.525 606 607 608 rvv 121543 131420 3.05% 0.175%
25 8.559 608 610 614 rVB 182215 334445 7.75% 0.446%

26 8.650 614 618 619 rBv3 104269 208004 4.82% 0.277%
27 8.719 622 624 628 rVB 956869 1148288 26.62% 1.530%
28 8.822 631 633 635 rVvB 117179 135013 3.13% 0.180%
29 8.868 635 637 638 rBv2 73358 107724 2.50% 0.144%
30 8.925 638 642 643 rBv2 141169 311051 7.21% 0.415%

31 8.959 643 645 646 rBv2 86327 125473 2.91% 0.167%
32 8.993 646 648 653 rvB 636368 959040 22.23% 1.278%
33 9.119 654 659 664 rBv2 1352698 3671819 85.12% 4.894%
34 9.188 664 665 668 rvB3 134263 175187 4._.06% 0.233%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.268 668 672 675 rBv4 328662 633494 14.69% 0.844%

36 9.348 675 679 681 rBv2 294435 491181 11.39%% 0.655%
37 9.393 681 683 687 rVB4 78735 181112 4._.20% 0.241%
38 9.473 687 690 691 rBv2 227117 445156 10.32% 0.593%
39 9.508 691 693 698 rvv 933062 1987127 46.07% 2.649%
40 9.599 698 701 704 rvB2 520935 992769 23.01% 1.323%

41 9.702 707 710 711 rBV2 246269 381590 8.85% 0.509%
42 9.736 711 713 715 rVvB2 158999 211913 4.91% 0.282%
43 9.793 715 718 719 rvB2 138114 244241 5.66% 0.326%
44 9.839 719 722 724 rBV2 366568 681417 15.80% 0.908%
45 9.908 724 728 732 rBV3 434009 832172 19.29%% 1.109%

46 9.976 732 734 736 rBv2 321481 443502 10.28% 0.591%
47 10.022 736 738 740 rBV2 264509 421262 9.77% 0.561%
48 10.079 741 743 744 rBV2 68623 108175 2.51% 0.144%
49 10.113 744 746 748 rVB2 127468 145001 3.36% 0.193%
50 10.148 748 749 751 rvB2 170180 206306 4.78% 0.275%

51 10.239 753 757 758 rBV4 144503 350793 8.13% 0.468%
52 10.285 758 761 763 rBV 902501 1152874 26.73% 1.537%
53 10.331 763 765 769 rvB3 609319 940360 21.80% 1.253%
54 10.388 769 770 771 rBV 132594 143819 3.33% 0.192%
55 10.582 782 787 789 rVB 589630 1269326 29.43% 1.692%

56 10.651 790 793 797 rVB3 388276 747209 17.32% 0.996%
57 10.776 797 804 805 rBV5 401158 900526 20.88% 1.200%
58 10.822 805 808 810 rvv 1172531 1855869 43.02% 2.474%
59 10.856 810 811 815 rvv2 777542 1288773 29.88% 1.718%
60 10.936 817 818 819 rvv 161377 181462 4.21% 0.242%

61 10.993 820 823 825 rvv2 281891 685873 15.90% 0.914%
62 11.085 829 831 835 rvB5 187127 325285 7.54% 0.434%
63 11.176 835 839 844 rBV7 230981 1021042 23.67% 1.361%
64 11.279 844 848 850 rvv2 2366616 4313626 100.00% 5.749%
65 11.371 853 856 861 rvB4 456855 944615 21.90% 1.259%

66 11.508 863 868 870 rBv3 228114 616165 14.28% 0.821%
67 11.588 872 875 879 rvB2 282560 541763 12.56% 0.722%
68 11.645 879 880 882 rBv2 94408 136181 3.16% 0.182%
69 11.691 882 884 888 rBv2 270383 711608 16.50% 0.948%
70 11.805 891 894 896 rBV 521135 966039 22.40% 1.288%

71 11.851 896 898 900 rvv2 515371 713600 16.54% 0.951%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 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-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.908 900 903 906 rvB5 125513 282949 6.56% 0.377%
73 11.999 906 911 917 rBv4 945151 2578055 59.77% 3.436%
74 12.171 924 926 927 rVB2 127918 166481 3.86% 0.222%
75 12.331 936 940 944 rBvV2 923733 1625993 37.69% 2.167%

76 12.411 944 947 948 rBVv3 155172 340439 7.89% 0.454%
77 12.468 948 0952 954 rVB 544946 1073528 24.89%% 1.431%
78 12.571 957 961 964 rVB5 149347 399808 9.27% 0.533%
79 12.731 968 975 977 rBV3 446785 1597424 37.03% 2.129%
80 12.857 982 986 991 rVB5 171624 529472 12.27% 0.706%

81 13.051 1001 1003 1005 rVB 288364 436378 10.12% 0.582%
82 13.108 1005 1008 1009 rBV3 169669 334586 7.76% 0.446%
83 13.234 1018 1019 1023 rVB4 198546 297156 6.89% 0.396%
84 13.337 1023 1028 1035 rBvV4 333595 1053188 24.42% 1.404%
85 13.451 1035 1038 1040 rVVv2 224123 442331 10.25% 0.590%

86 13.519 1042 1044 1046 rVB2 194883 313975 7.28% 0.418%
87 13.634 1051 1054 1058 rBV 1708221 2504508 58.06% 3.338%
88 13.714 1058 1061 1063 rVB 231485 375638 8.71% 0.501%
89 13.771 1064 1066 1068 rVB2 93197 109502 2.54% 0.146%
90 13.828 1068 1071 1073 rBV2 182071 298730 6.93% 0.398%

91 13.954 1079 1082 1085 rVB2 203629 367146 8.51% 0.489%
92 14.091 1092 1094 1097 rVB4 65296 139754 3.24% 0.186%
93 14.308 1110 1113 1116 rVB3 70766 123561 2.86% 0.165%
94 14.434 1120 1124 1128 rBV3 75499 205594 4.77% 0.274%
95 14.742 1149 1151 1156 rBV 684503 873777 20.26% 1.165%

96 15.725 1235 1237 1244 rVB 71290 115490 2.68% 0.154%
97 16.754 1324 1327 1329 rBV 277117 343791 7.97% 0.458%
98 17.086 1354 1356 1359 rBV 2177941 2936884 68.08% 3.914%
99 18.457 1475 1476 1488 rBV3 332760 750332 17.39% 1.000%
100 20.149 1622 1624 1635 rBVY 231305 612803 14.21% 0.817%

Sum of corrected areas: 75027671
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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: BF087557.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 1 3-Octen-2-ol Concentration Rank 10

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

6.90 16.15 ng 484289 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octen-2-ol 128 C8H160 076649-14-4 56
2 6-Methvl-hept-2-en-4-ol 128 C8H160 083212-30-0 53
3 Furan. 2-butvltetrahvdro- 128 C8H160 001004-29-1 50
4 Butanoic acid. 2-propenvl ester 128 C7H1202 002051-78-7 50
5 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 50

Abundance Scan 465 (6.902 min): BFO87557.D (-460) (-) m/z 71.10 100.00%
7
5000 43
| || 81 9|5 us 6.60 6.80 7.00 7.20
Obrrerrrrrprrrr e prrrbe il il ek 22 m/Zz 43.10  44.64%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12446: 3-Octen-2-ol
7n
43
5000 A R S L SR
6.60 6.80 7.00 7.20
m/z 41.10 22.13%
“ ‘ T 8? %5 113 128
0'”I””P'”P”'P”W'”W“'W””I””P'“P”'P“W'”W”'W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
71
A R S L SR
6.60 6.80 7.00 7.20
5000 m/z 58.05 18.69%
43
27 57 86

78 95 113 128

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12588: Furan, 2-butyltetrahydro- R e e R RREEE
mn 6.60 6.80 7.00 7.20
m/z 55.05 16.08%
5000
43
27
oL 2 15 I 36\‘ 55 .8 97 111 128
T e e e e e e ARAREEE S S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown7.14 Concentration Rank 1

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

7.14 99.69 ng 2989120 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 486 (7.142 min): BF087557.D (-484) (-) m/z 132.00 100.00%
132
5000 68 K
‘ % 680 7.00 7.20 7.40
103 119
o..,....,....,...!,“.'.‘.‘.7," SLlL '--,8.2..?‘?....,...1.1,9...,....,"...,.. m/z 68.10 43.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 SRR UL L
6.80 7.00 7.20 7.40
33 44 . 97 105 m/z 134.00 33.79%
0 "P"'I""IJ"W'l"?%"ﬁ?"'l"TFI'ﬁql"'LI'JJ'I}%ﬁl""I"""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 30.63%
o 15 28 39 52 @ 7 e 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132 6.80 7.00 7.20 7.40
m/z 69.10 18.80%
5000
92
65
. g % s | 1, |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Oxirane, 2-methyl-2-phenyl- Concentration Rank 19

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

7.39 11.58 ng 347247 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 50
2 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 43
3 Benzene. l1l-methvl-4-propvl- 134 C10H14 001074-55-1 38
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 38
5 Benzene, l-methyl-3-propyl- 134 C10H14 001074-43-7 30

Abundance Scan 508 (7.393 min): BFO87557.D(d—)504) ) m/z 105.10 100.00%
105
5000 a1
60 79 St 134
| |||‘ ||” || | | 8 | 115 126 7.00 7.20 7.40 7.60 7.80
Obrprrrr e e o I Ll o L e m/z 55.10 49.94Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15317: Oxirane, 2-methyl-2-phenyl-
105
5000 R L LU U
7.00 7.20 7.40 7.60 7.80
77 m/z 41.10 44 .74%
o182 3 Sl e || g ps
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
7.00 7.20 7.40 7.60 7.80
5000 m/z 43.10 41 .24%
77 134
. 27 39 51 43 a 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14857: Benzene, 1-methyl-4-propyl- e AR R R R R
105 7.00 7.20 7.40 7.60 7.80
m/z 39.10 33.82%
5000
134
Lo 2w s e T e | s gy
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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, 1,3-diethyl- Concentration Rank 9

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

7.88 16.58 ng 497026 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 97
3 Benzene. 1.4—diethvl— 134 C10H14 000105-05-5 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
5 Benzene, 1- ethyl 3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance Scan 551 (7.885 min): BF087557.D (-549) (-) m/z 119.10 100.00%
105 119
5000 134
91
3|9 | 58 || ‘ o | il 127 7.60 7.80 8.00 8.20
Obrrrrrrr el ey ....,...!,..~..',:..., 1 PR =10 m/z 105.10 99.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14843: Benzene, 1,3-diethyl-
105 119
5000 134
7.60 7.80 8.00 8.20
77 91 m/z 134.10 43.74%
o..,....,...‘.‘,....‘,‘....;‘w...,....,...‘H,....,‘...9.8.‘1l.l%%.‘.i..l%ﬂ..u.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
7.60 7.80 8.00 8.20
5000 134 m/z 91.10 30.56%
91
77
39
oL 15 2T 158 65 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14840: Benzene, 1,4-diethyl-
105 119 7.60 7.80 8.00 8.20
m/z 77.05 20.20%
5000 a1 134
27 ‘
0.w}?,nhq”.mn.4M.qﬁkw”.w”.q.”wjdw.Mﬂ.nw.mw”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzene, 1,2-diethyl- Concentration Rank 5

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

8.02 34.23 ng 1026460 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 98
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 81
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 70

Abundance Scan 563 (8.022 min): BF087557.D (-559) (-) m/z 105.05 100.00%
195 119
5000 o1 134
77
39
5L 65 154 7.60 7.80 8.00 820 8.40
01 m/z 119.10 87.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14837: Benzene, 1,2-diethyl-
105 .9
5000 91 134
7.60 7.80 8.00 8.20 8.40
77 m/z 134.10 48.27%
27 39 51 65 ‘
0'WEEPJﬁ””h”ﬁM“UmW”JP”ﬁ“”HHW”mL”WJ”P”W””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105 119
7.60 7.80 8.00 8.20 8.40
5000 o1 134 m/z 91.10 42 _.53%
39 51 v
65
. 15 27
LR R AR AL SRR RRARS RRARN RRALA RRRRA RALAS LALAS LARSN LAY SARE RARAN SALAN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14844: Benzene, 1,3-diethyl-
105 119 7.60 7.80 8.00 8.20 8.40
m/z 77.05 23.45%
5000 134
91
27 39 51 g5 |
0'W””PJﬁ””h”WM”P%W”MP”W””UMW”NL”WJ”P”W””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20 8.40

8270-BF052316.M Tue May 31 19:35:45 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 2

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

8.34 94 .59 ng 2836320 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 591 (8.342 min): BF087557.D (-586) (-) m/z 119.10 100.00%
119
5000
g1 134
39 51 g5 77 | 105 154 8.00 8.20 8.40 8.60
Olrrprrrrprrrrprrrdeer et it b || m/z 134.10  27.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
o 134 8.00 8.20 8.40 8.60
7 105 m/z 91.10 20.88%
65
'W'%?'P'%?I”'%?'”'?}'”IJJ”I"MH"'W*"W'M'W'me"'ﬁ'“'ﬁ"'ﬁ""P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
8.00 8.20 8.40 8.60
5000 m/z 117.10 10.97%
27 91 134
15 27 39 51 65 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)- N B R e
119 8.00 8.20 8.40 8.60

m/z 77.05 10.02%

5000

134
91
15 27 41 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60

8270-BF052316.M Tue May 31 19:35:46 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,2,3,5-tetramethyl-

Concentration Rank 20

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

8.72 11.56 ng 1148290 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 93
4 o-Cvmene 134 C10H14 000527-84-4 93
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 624 (8.719 min): BF087557.D (-622) (-) m/z 119.10 100.00%
119
5000 134
4 51 g5 77 o 8.40 8.60 8.80 9.00
103 152 : : : :
0..,....,....,....,....,'.'.'..,.-.'.'.-,...':-,':...,'.-.-..,....11.1.':':I....,.'.'..,....,:...,. m/z 134.10 39.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

#14865: Benzene, 1,2,3,5-tetramethyl-

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
5000 134
91
15 27 39 51 65 77 105
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14878: Benzene, 1-ethyl-3,5-dimethyl-
1
5000
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

8.40 8.60 8.80 9.00

m/z 91.10 18.41%

8.40 8.60 8.80 9.00

m/z 41.10 11.40%

8.40 8.60 8.80 9.00

m/z 39.10 11.29%

8.40 8.60 8.80 9.00

8270-BF052316.M Tue May 31 19:35:47 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknownl10.28 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.28 11.60 ng 1152870 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 38
2 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 35
3 Sulfurous acid. isobutvl pentvl ... 208 C9H2003S 1000309-13-8 35
4 Oxalic acid. butvl 2-ethvlhexvl ... 258 C14H2604 1000309-38-6 35
5 3-Hexanone, 2,2-dimethyl- 128 C8H160 005405-79-8 35
Abundance Scan 761 (10.285 min): BF087557.D (-758) (-) m/z 57.10 100.00%
q7
5000
10,00 10.20 10.40 10.60
0 m/z 43.10 69.93%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #95998: Octane, 1,1'-oxybis-
57 71
43
5000 SRR SR BRI U
a4 10.00 10.20 10.40 10.60
29 ‘ m/z 71.10 66.02%
111
ol 28 il all Ml ) 97y 120 143 173185 199
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
71 HSANR SRR BN U
10.00 10.20 10.40 10.60
5000 29 m/z 41.10 43.16%
15
2 85
o e S SR I ML S L L LS SR N
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #68284: Sulfurous acid, isobutyl pentyl ester Al EEma s B
57 11 10.00 10.20 10.40 10.60
m/z 131.10 41 .21%
43
5000
29
o M‘ |, 87 108 123 153
m/z--> c') 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 15';0 2(')0 10.00 10.20 10.40 10.60

8270-BF052316.M Tue May 31 19:35:48 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.58 12.78 ng 1269330 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 90
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 76
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 49
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 49
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 49

Abundance Scan 787 (10.582 min): BF087557.D (-782) (-) m/z 131.10 100.00%

31
118

5000

10.20 10.40 10.60 10.80 11.00

0 m/z 118.10 70.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
131
118
146
5000
91 105 10.20 10.40 10.60 10.80 11.00
15 27 51 g3 77 m/z 146.10 57.51%
0 ‘ \‘u il “H L \m Mm‘“ [ \‘ L ‘ | \H | L ‘\
O L I i B B B B ML A m !
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
118 131
146
10.20 10.40 10.60 10.80 11.00
5000 m/z 117.10 41 _.93%
105
91
39 51 63 77
ol el W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- e
131 10.20 10.40 10.60 10.80 11.00
146 m/z 115.10 33.52%
5000 o1
39 51 65 77 105115
IS T A P Y Y
Trryrrrryrrrryrrrrrrrrryrrrrryrrrryrrrryrrrrrrrri _l—'_'_'_'—r'_'_'_'—l—'_'_'_'—l—'_'_'_'—r'_‘
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80 11.00

8270-BF052316.M Tue May 31 19:35:49 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzene, (2-methyl-1-methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.86 12.97 ng 1288770 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-methvlenepr... 146 C11H14 017498-71-4 78
2 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 76
3 1-Methvlindan-2-one 146 C10H100 035587-60-1 64
4 Bicvclol4.2.0locta-1.3.5-triene.... 160 C12H16 078920-29-3 55
5 1H-Indazole, 5,7-dimethyl- 146 C9H10N2 043067-41-0 53
Abundance Scan 811 (10.856 min): BF087557.D (-810) (-) m/z 131.10 100.00%
131
146
5000 103 117
77
51
39 63 o1 160
177 10.60 10.80 11.00 11.20
o} m/z 146.10 60.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #21655: Benzene, (2-methyl-1-methylenepropyl)-
131
5000 146
91 103 10.60 10.80 11.00 11.20
51 7 m/z 117.10 49.94%
39 65 ‘ 115
O'W“E%“m““”“w“MVHWH“'“'lh'JL'“WL“VNWH“P“W““P“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
131
146 1060 10.80 11.00 11.20
5000 m/z 103.10 44 _64%
103 117
91
i - 39 51 g3 77
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #21535: 1-Methylindan-2-one BT L S
131 10.60 10.80 11.00 11.20
146 m/z 118.10 42 _47%
5000
103 44,
L]
O'WgﬁP”“””%”PM'“L'”J“”lhﬁjd'”WL”P”M””P”W””P“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10.60 10.80 11.00 11.20

8270-BF052316.M Tue May 31 19:35:49 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknownl1l1l.18 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.18 12.56 ng 1021040 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Acetvlindole 159 C10H9NO 000576-15-8 38
2 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 38
3 Indane 118 C9H10 000496-11-7 38
4 7-Methvlindan-1-one 146 C10H100 039627-61-7 38
5 4-Aminobenzo-1,2,3-triazine 146 C7H6N4 089795-80-2 35
Abundance Scan 839 (11.176 min): BF087557.D (-835) (-) m/z 117.10 100.00%
7
5000
10.80 11.00 11.20 1140
0 m/z 146.05 80.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30390: N-Acetylindole
117
5000
43 %0 10.80 11.00 11.20 11.40
63 159 m/z 105.10  74.82%
0 F 26 | 52 | 76 W‘ 102 || 130 144
miz--> 20 40 60 80 100 120 140 160 180
Abundance
117
10.80 11.00 11.20 1140
5000 o m/z 159.10 65.89%
39 51 63
5 27 77 103
mz-> 20 40 60 80 100 120 140 160 180
Abundance #8949: Indane R BB R
117 10.80 11.00 11.20 11.40
m/z 118.10 53.92%
5000
39 58 91 ‘
27
oL, .%3.,.‘...W,.?% Jlm\||?7llﬁk ,fﬂ3lll‘lll e —
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40

8270-BF052316.M Tue May 31 19:35:50 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknownll.37 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.37 11.62 ng 944615 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid. (2-methvlphenvD)met... 150 C9H1002 1000368-93-3 41
2 Isoquinoline. 1.2.3.4-tetrahvdro- 133 C9H11N 000091-21-4 35
3 Stvrene 104 C8HS8 000100-42-5 30
4 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 30
5 1-Phenyl-1-pentyne 144 C11H12 004250-81-1 27
Abundance Scan 856 (11.371 mi(rl‘)l): BF087557.D (-853) (-) m/z 104.10 100.00%
104
129 144
5000 43
8 o1 119
63
2 159 11.00 11.20 11.40 11.60
o |l 189 174 190 077959 10 64.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24532: Formic acid, (é—methylphenyl)methyl ester
104
5000 AR UL BN SULRRE
11.00 11.20 11.40 11.60
78 m/z 144.10 62.98%
91
29 39 51 65 || 7 119 150

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

Abundance
104 132
11.00 11.20 11.40 11.60
5000 78 m/z 105.10 43.76%
51
39 65
28 89 117
0 e B o o I L B o e e i o o o B A o S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4874 Styrene R R AR
104 11.00 11.20 11.40 11.60
m/z 43.10 40.13%
5000
27 \9 1] 6\3 “ 89 il
O e e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 11. 00 11. 20 11. 40 11.60

8270-BF052316.M Tue May 31 19:35:51 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Naphthalene, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.81 11.88 ng 966039 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 894 (11.805 min): BF087557.D (-891) (-) m/z 156.05 100.00%
141 136
5000
166 177187 11.40 11.60 11.80 12.00 12.20
o m/z 141.10 88 .84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28495: Naphthalene, 1,3-dimethyl-
156
141
5000
11.40 11.60 11.80 12.00 12.20
115 128 m/z 155.10 33.24%
Rl I )
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141 11.40 11.60 11.80 12.00 12.20
5000 m/z 115.10 20.63%
77
ol 15 27 30 51 & g0 10 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28481: Naphthalene, 2,7-dimethyl- A B
156 11.40 11.60 11.80 12.00 12.20
m/z 128.10 16.20%
5000 .
77
0] 15 27 39 5\1 6\\4 |89 102 1]\-5 1\2\\8 el
m/z--> 20 40 60 8 100 120 140 160 180 ' 11,40 11.60 11.80 12.00 12.20

8270-BF052316.M Tue May 31 19:35:52 2016 Page: 17



Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF052916\
BFO87557.D

30 May 2016 18:47

UM/SJ

H3317-12

77 Sample Multiplier: 1

: C:\Database\NIST11.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 6

Peak Number

17 unknownl12.00

R.T. EstConc Area Relative to ISTD R.T.
12.00 31.71 ng 2578060 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 25
2 Dodecane. 4-methvl- 184 C13H28 006117-97-1 20
3 Decane. 5-propvl- 184 C13H28 017312-62-8 18
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 18
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 18

Abundance Scan 911 (11.999 min): BF087557.D (-906) (-) m/z 57.10 100.00%
43 57
71
5000
| 11/60 11.80 12,00 12,20 12.40
obr ) m/z 43.10 94 .54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38316: Dodecane
43 57
71
5000 R AR AR AR B
85 11. 60 11. 80 12. oo 12. 20 12. 40
29 m/z 71.10 71.89%
‘ | ‘ ‘ 98 113 127 141 170
0"W'L'ﬁ*"ﬁ'ﬂ'wl"ﬂ"”w"'w"'w'J'w"'w"'w
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
43 57 71
11/60 11.80 12,00 12,20 12.40
5000 85 m/z 119.10 48 .56%
29 9 141
ol 15 112 127 155 169 184
m/z--> 25 Jo eb 85 160 150 150 1éo 180 260 '
Abundance #48838: Decane, 5-propyl- R R AR R
5 11.60 11.80 12.00 12.20 12.40
43 m/z 41.10 44 .62%
- i WJ\M/W
29
112
o T s ae R
m/z--> 200 40 60 80 100 120 140 160 180 200 nmnmnmnmnm

8270-BF052316.M Tue May 31 19:35:53 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 4-Isopropylphenylacetic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.47 13.20 ng 1073530 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-1sopropviphenvlacetic acid 178 C11H1402 004476-28-2 97
2 Benzene. 1-(1-hvdroxvethvl)-4-is... 178 C12H180 040150-92-3 64
3 Propofol 178 C12H180 002078-54-8 43
4 Benzene. 1-(1.1-dimethvlethvl)-4._... 178 C12H180 003395-87-7 43
5 4-Amino-2-nitrobenzonitrile 163 C7H5N302 072115-07-2 38
Abundance Scan 952 (12.468 min): BF087557.D (-948) (-) m/z 163.10 100.00%
117 163
5000
91 178
39 51 65 77 105 133 12.20 12.40 12.60 12.80
0 ol 48153 L Tm/z 117.10 97.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43770: 4-Isopropylphenylacetic acid
117 163
5000 01 178 11220 12.40 12.60 12.80
m/z 91.10 33.17%
27 65 77 105 133
0||1|5||‘|||‘||‘|“|5|5|‘|‘|||‘H|||“|||||||‘||||||1|4.?|||l||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117 163
43 1220 12.40 12.60 12.80
5000 m/z 178.10 30.38%
57 o 135 178
0 21 66 '/ 104 145
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43977Pr0p0f0| L I L L B L L
163 12.20 12.40 12.60 12.80
m/z 119.10 24 .03%
5000
178
91 135
Lz as e % 107 T s |
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 12. 20 12. 40 12 60 12|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzeneacetaldehyde, 2-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.73 19.65 ng 1597420 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. 2-methoxv-.... 178 C11H1402 053155-90-1 53
2 Benzoic acid. 2-(3-nitrophenvDe... 271 C15H13N0O4 1000368-22-4 47
3 Benzoic acid. 2-(2-chlorophenoxy... 276 C15H13CI03 1000368-25-9 43
4 2-(2-CarboxvvinvDpvridine. trans 149 C8H7NO2 007340-22-9 43
5 Furo[3,2-b]pyridine, 2-methyl-, ... 149 C8H7NO2 069022-83-9 38
Abundance Scan 975 (12.731 min): BF087557.D (-968) (-) m/z 149.10 100.00%
149
5000 178
51 12.40 12.60 12.80 13.00
184
Obrrs S 290 m/z 178.10 42.47%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43900: Benzeneacetaldehyde, 2-methoxy-.alpha.,5-dimethyl-
149
5000 SRR SRR LN RN
g1 12,40 12.60 12.80 13.00
19 178 m/z 91.10 31.61%
7 05
0 ....,.ﬁ%,...w....,”..,.”.,...ﬁQ?..,”.. —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
105 12.40 12.60 12.80 13.00
5000 77 m/z 105.10 30.16%
ol 27 Slgg a1 122 165178
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124187: Benzoic acid, 2-(2-chlorophenoxy)ethy! ester R R mEEE
149 12.40 12.60 12.80 13.00
m/z 121.10 27 .38%
105
5000
77
0 Sleg | o1 | 128 | 276
mz-> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260 280 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087557.D

Aca On : 30 May 2016 18:47

Operator : UM/SJ

Sample : H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 3-Methyl-p-anisaldehyde Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.34 12.95 ng 1053190 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-p-anisaldehvde 150 C9H1002 032723-67-4 86
2 Piperonal 150 C8H603 000120-57-0 45
3 2-Methoxv-5-methvlbenzaldehvde 150 C9H1002 007083-19-4 43
4 Phenvlpropanamide 149 C9H11NO 000102-93-2 38
5 4-Cyclohexylresorcinol 192 C12H1602 002138-20-7 25
Abundance Scan 1028 (13.337 min): BF087557.D (-1023) (-) m/z 149.10 100.00%
149
131
5000
176 192
161 e || 1300 1320 1340 1360
of m/z 150.10 76.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24427: 3-Methyl-p-anisaldehyde
149
5000 ULV BARAR S
g1 13.00 13.20 13.40 13.60
77 m/z 131.10 69.77%
5 27 @ % e || a6 128 ggs
m/z--> 20 40 60 85 160 120 140 160 180 200
Abundance
149
13.00 13.20 13.40 1360
5000 m/z 91.10 54 _96%
63 121
91
14 26 38 50 | 74 103
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #24475: 2-Methoxy-5-methyloenzaldehyde R AR B
149 13.00 13.20 13.40 13.60
m/z 105.10 52.76%
5000
91
| 1 65 ‘ ‘ 107 133
o...,.”.u.ﬂL,U..ﬂ.Jh.,M e A .
m/z--> 20 40 60 8 100 120 140 160 180 200 13.00 13.20 13.40 13.60

8270-BF052316.M Tue May 31 19:35:56 2016 Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087557.D

Acq On : 30 May 2016 18:47

Operator : UM/SJ

Sample - H3317-12

Misc :

ALS Vial : 77 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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]
3-Octen-2-ol 6.90 16.1 ng 484289 1 7.47 599702 20.0
unknown?7 .14 7.14 99.7 ng 2989120 1 7.47 599702 20.0
Oxirane, 2-methyl... 7.39 11.6 ng 347247 1 7.47 599702 20.0
Benzene, 1,3-diet... 7.88 16.6 ng 497026 1 7.47 599702 20.0
Benzene, 1,2-diet... 8.02 34.2 ng 1026460 1 7.47 599702 20.0
Benzene, 4-ethyl-_._. 8.34 94.6 ng 2836320 1 7.47 599702 20.0
Benzene, 1,2,3,5-... 8.72 11.6 ng 1148290 2 9.51 1987130 20.0
unknown10.28 10.28 11.6 ng 1152870 2 9.51 1987130 20.0
Naphthalene, 1,2,... 10.58 12.8 ng 1269330 2 9.51 1987130 20.0
Benzene, (2-methy... 10.86 13.0 ng 1288770 2 9.51 1987130 20.0
unknownl11.18 11.18 12.6 ng 1021040 3 12.33 1625990 20.0
unknownl1l1 .37 11.37 11.6 ng 944615 3 12.33 1625990 20.0
Naphthalene, 1,3-... 11.81 11.9 ng 966039 3 12.33 1625990 20.0
unknownl12 .00 12.00 31.7 ng 2578060 3 12.33 1625990 20.0
4-1sopropylphenyl ... 12.47 13.2 ng 1073530 3 12.33 1625990 20.0
Benzeneacetaldehy... 12.73 19.6 ng 1597420 3 12.33 1625990 20.0

3

3-Methyl-p-anisal... 13.34 12.9 ng 1053190 12.33 1625990 20.0
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