LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 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-BF032017.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

2.093 13 18 24 rvVB2 82480 147972 2.83% 0.193%
4.767 248 252 258 rBV 83189 113748 2.17% 0.148%
276 rvVB 599570 789592 15.09% 1.030%
5.087 279 280 282 rVB 93806 99930 1.91% 0.130%
5.430 307 310 312 rvVB 3007296 3604686 68.87% 4._.704%
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5.830 343 345 347 rBv2 125293 151752 2.90% 0.198%
6.276 380 384 386 rBV3 48879 102867 1.97% 0.134%
390 rBV2 147394 199654 3.81% 0.261%
6.459 397 400 402 rBV 2526251 2946396 56.30% 3.845%
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1 6.527 402 406 409 rvVB 130238 172677 3.30% 0.225%
11 6.596 409 412 414 rBV 4486829 4857815 92.82% 6.339%
12 6.642 414 416 418 rVV 82972 88715 1.70% 0.116%
13 6.699 419 421 422 rVB 102489 94967 1.81% 0.124%

14 6.824 430 432 434 rVV 1443519 1238368 23.66% 1.616%
15 6.984 443 446 448 rVV 4200218 3938695 75.26% 5.140%

16 7.087 450 455 456 rBV5 45375 97945 1.87% 0.128%
17 7.225 465 467 471 rBVS5 70321 119353 2.28% 0.156%
18 7.385 478 481 483 rBV 2670465 3289142 62.85% 4.292%
19 7.476 487 489 491 rVB3 122402 152488 2.91% 0.199%
20 7.556 491 496 497 rBv4 57959 126305 2.41% 0.165%

21 7.602 497 500 501 rBV2 101599 152064 2.91% 0.198%
22 7.636 501 503 506 rvB2 139987 222064 4.24% 0.290%
23 7.727 508 511 512 rBV2 52811 87739 1.68% 0.114%
24 7.762 512 514 517 rVB3 68757 107907 2.06% 0.141%
25 7.853 519 522 523 rBv3 119091 204109 3.90% 0.266%

26 7.945 526 530 532 rVB4 75002 218534 4.18% 0.285%

27 8.070 538 541 542 rBV2 54590 92552 1.77% 0.121%
28 8.116 542 545 546 rBV 1246372 1729418 33.04% 2.257%
29 8.139 546 547 549 rvVB2 97823 95180 1.82% 0.124%
30 8.185 549 551 552 rBvV2 47776 92244 1.76% 0.120%

31 8.287 5568 560 563 rBvV3 81815 213658 4.08% 0.279%
32 8.413 569 571 573 rBv2 109916 138687 2.65% 0.181%
33 8.470 575 576 578 rvv2 256339 238708 4._.56% 0.312%
34 8.562 582 584 588 rBv3 158798 429013 8.20% 0.560%

8270-BF032017.M Wed Mar 22 18:22:11 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 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-BF032017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.676 591 594 596 rvv2 180334 240049 4_.59% 0.313%

36 8.733 597 599 601 rvv2 109738 190193 3.63% 0.248%
37 8.779 601 603 604 rvv 85695 148929 2.85% 0.194%
38 8.813 604 606 608 rvB2 167677 234143 4_.47% 0.306%
39 8.870 608 611 613 rBv4 64637 167471 3.20% 0.219%
40 8.939 613 617 621 rVB5 216340 460266 8.79% 0.601%

41 9.145 633 635 636 rBv2 154560 220568 4.21% 0.288%
42 9.190 636 639 642 rVB 5104133 5233685 100.00% 6.830%
43 9.282 644 647 649 rBV3 144503 269892 5.16% 0.352%
44 9.339 649 652 653 rBVv3 146226 244089 4.66% 0.319%
45 9.396 655 657 659 rvB3 162232 233029 4._.45% 0.304%

46 9.453 659 662 665 rBv2 318230 561503 10.73% 0.733%
47 9.522 665 668 670 rBv2 500774 786606 15.03% 1.027%
48 9.579 672 673 676 rvv3 205725 366076 6.99% 0.478%
49 9.659 676 680 681 rvv2 383211 569233 10.88% 0.743%
50 9.728 684 686 690 rvB4 208170 324909 6.21% 0.424%

51 9.785 690 691 692 rVB 195385 134034 2.56% 0.175%
52 9.819 692 694 695 rBv2 71947 93013 1.78% 0.121%
53 9.865 695 698 699 rBV 1985084 2086293 39.86% 2.723%
54 9.899 699 701 702 rvv2 337090 440397 8.41% 0.575%
55 9.968 706 707 709 rvv 209760 268134 5.12% 0.350%

56 10.070 713 716 717 rVvV 348634 463276 8.85% 0.605%
57 10.105 717 719 721 rVB 427320 352250 6.73% 0.460%
58 10.139 721 722 724 rVB2 218744 165537 3.16% 0.216%
59 10.185 724 726 727 rBV 330572 418173 7.99% 0.546%
60 10.288 729 735 736 rBV5 252518 574817 10.98% 0.750%

61 10.402 743 745 746 rVB2 167737 131763 2.52% 0.172%
62 10.436 746 748 749 rBv2 172521 155398 2.97% 0.203%
63 10.471 749 751 752 rBV 291618 272909 5.21% 0.356%
64 10.528 754 756 758 rvB2 266719 343624 6.57% 0.448%
65 10.653 762 767 769 rBV2 2489049 3706583 70.82% 4_.837%

66 10.688 769 770 773 rVB2 164971 150571 2.88% 0.196%
67 10.791 776 779 782 rBV3 405736 656772 12.55% 0.857%
68 10.836 782 783 785 rBV 799294 960486 18.35% 1.253%
69 10.871 785 786 788 rvv2 801196 853457 16.31% 1.114%
70 10.905 788 789 790 rvVv 671544 528235 10.09% 0.689%

71 10.962 792 794 795 rVvVv2 248044 337572 6.45% 0.441%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 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-BF032017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.019 797 799 801 rBV2 364261 484192 9.25% 0.632%
73 11.053 801 802 803 rvv 513250 357998 6.84% 0.467%
74 11.259 816 820 823 rvB3 317328 582710 11.13% 0.760%
75 11.339 825 827 832 rBvV2 1560397 1884095 36.00% 2.459%

76 11.454 835 837 838 rBV 131125 157936 3.02% 0.206%
77 11.671 855 856 857 rvB 162124 111217 2.13% 0.145%
78 11.842 869 871 872 rBv2 307187 283706 5.42% 0.370%
79 11.888 872 875 876 rvv2 349451 633473 12.10% 0.827%
80 11.956 879 881 886 rvB3 347592 760925 14 .54% 0.993%

81 12.391 917 919 921 rBV 255176 327498 6.26% 0.427%
82 12.551 931 933 935 rBV 262052 271993 5.20% 0.355%
83 12.665 941 943 948 rBvV2 341382 458764 8.77% 0.599%
84 12.768 950 952 954 rBV 233407 293181 5.60% 0.383%
85 12.928 964 966 968 rBV 3652510 3617745 69.12% 4.721%

86 13.614 1024 1026 1028 rVB 244057 276816 5.29% 0.361%
87 13.831 1043 1045 1049 rVB 186001 353042 6.75% 0.461%
88 13.968 1054 1057 1059 rBV 1782739 1727967 33.02% 2.255%
89 14.162 1072 1074 1080 rVB 603029 718115 13.72% 0.937%
90 14.574 1107 1110 1112 rBV 3118707 3453156 65.98% 4 _.506%

91 15.374 1177 1180 1183 rVV 788680 998392 19.08% 1.303%
92 15.454 1185 1187 1192 rVB2 216198 346406 6.62% 0.452%
93 15.728 1208 1211 1219 rVB 1416169 2136658 40.83% 2.788%
94 16.003 1232 1235 1237 rBV 160949 269517 5.15% 0.352%
95 16.300 1258 1261 1273 rVV2 624955 1694893 32.38% 2.212%

96 16.460 1273 1275 1283 rVB2 123458 261043 4._.99% 0.341%
97 17.008 1319 1323 1326 rBV 234052 530529 10.14% 0.692%
98 17.511 1362 1367 1380 rVB 676569 1992151 38.06% 2.600%
99 18.414 1440 1446 1456 rVB2 211082 934312 17.85% 1.219%
100 19.180 1507 1513 1529 rVB 241745 1010743 19.31% 1.319%

Sum of corrected areas: 76628052
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF093799.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.00 12.75 ng 789592 1,4-Dichlorobenzene-d4 6.82
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 23
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 272 (4.996 min): BF093799.D (-270) (-) m/z 43.10 100.00%
431
59.0
5000
1oLt 460 4.80 500 520 5.40
83.1 : : : : :
o...,....,....,....',':...,..~:.|,...7.,1;9..,.~...,....~,|....,....,....,....,...., m/z 59.05 55.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L L R
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.10 18.50%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 410 m/z 58.10 15.70%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: 1-Propen-2-ol, acetate R e AR RARm R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.22%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.60 Concentration Rank 1

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

6.60 78.46 ng 4857820 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 412 (6.596 min): BF093799.D (-409) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 ISR SRR SR
40.0 540 | 850 | 107.0 6.20 6.40 6.60 6.80 7.00
Obrr e i o b et || M/Z 68.10  38.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 P T A e T
410 O o m/z 134.10  33.63%
‘ 79.0 '
0 ‘ ‘ \ Ll ‘ | L1l L, ‘ Il
R AR AR AR AR ARARA RAREA RAARS RRARA RARAN LRSS RARSS SARAS RARRE AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 620 640 60 680 700
5000 ' m/z 66.10 23.93%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole s ,.A. A
130.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.45%
5000
104.0
ol 140 270 300 510 660770 590 || 150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Naphthalene, 2,3-dimethyl- Concentration Rank 15

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

9.52 7.54 ng 786606 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 668 (9.522 min): BF093799.D (-665) (-) m/z 156.10 100.00%
15p.1
5000
770 115.0
. : 1391 9.20 9.40 9.60 9.80
o S Y R .'.|.'-,.'!'..','.“.-lludi..1.7“?',2.1?.2-.2,29?-.2. m/z 141.10 91.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27164: Naphthalene, 2,3-dimethyl-
141.0
5000
9.20 9.40 9.60 9.80
115.0 m/z 155.10 30.08%
76.0 157.0
L Z0 -?%-'?.“i-‘-“l“.--‘9?'.9--‘=.-“-‘--‘.‘--‘1‘“.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
9.20 9.40 9.60 9.80
5000 m/z 115.00 19.39%
7o 510 77.0 980115.0 139.0
- e e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #27173: Naphthalene, 1,5-dimethyl- R B e
156.0 9.20 9.40 9.60 9.80
m/z 128.10 13.82%
5000
115.0
0 270 L 5]\-0 I 71‘0 980 ‘ \\\13\10 H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 920 9.40 9.60 9.80

8270-BF032017.M Wed Mar 22 18:22:20 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknownl0.79 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.79 6.97 ng 656772 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Bis(p-acetoxvphenvl)ethanedione 326 C18H1406 093655-79-9 43
2 p-Sec-butvlphenvl acetate 192 C12H1602 003245-24-7 35
3 Benzoic acid. 2-(2-methoxvphenoxv)- 244 C14H1204 021905-73-7 35
4 Benzene. (1-methoxv-4-methvIl-3-p... 190 C13H180 068705-86-2 27
5 Oxiranecarboxylic acid, 3-phenyl... 178 C10H1003 037161-74-3 27
Abundance Scan 779 (10.791 min): BF093799.D (-776) (-) m/z 121.10 100.00%
121.1
5000
57.1 163.1
85.1 10.40 10.60 10.80 11.00 11.20
0 ...,....,"...'! ..J..',.l.-..,.... b 3912 22022861 Tm/z 107.10  49.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130669: 1,2-Bis(p-acetoxyphenyl)ethanedione
121.0
5000 AU SRR B
163.0 10,40 10.60 10.80 11.00 11.20
m/z 163.10 34 .70%
14.0 39,0 650 930 | 210.0 242.0 2840  326.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
121.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 57.10 33.68%
150.0
o150 430 77.0 192.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84654: Benzoic acid, 2-(2-methoxyphenoxy)- I RREEEEEES T
121.0 10.40 10.60 10.80 11.00 11.20
m/z 71.10 26 .85%
244.0
5000
o woﬁﬂﬁ%O‘J‘l%omMMQo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Phenol, 2-methyl-5-(1-methy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.84 10.20 ng 960486 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 78
2 Butane. 1.3-dibromo- 214 CA4H8Br2 000107-80-2 78
3 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
4 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
Abundance Scan 783 (10.836 min): BF093799.D (-782) (-) m/z 135.10 100.00%
135.1
5000
107.1
41.1 10.60 10.80 11.00 11.20
77.1
ol 802 7L |y ) 1881 1861 2202 | nsiq07 10 15.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22730: Phenol, 2-methyl-5-(1-methylethyl)-
135.0
5000 L BN UL BN U
10.60 10.80 11.00 11.20
91.0 m/z 136.10 10.50%
39.0 450 117.0
0"w'““f'“'l“'jb"w”'ﬂ“'“ll“"w"'"“l'“'l“"w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 135.0
10,60 10.80 11.00 11.20
5000 m/z 41.10 8.04%
107.0 216.0
0 81.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)- R AN EEEa T S S
135.0 10.60 10.80 11.00 11.20
m/z 121.10 6.10%
5000
. 290 , 510 770 1070 | 1750  206.0
m/z--> 20 40 60 80 100 120 110 160 180 260 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Silane, chlorotripropyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.87 9.06 ng 853457 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. chlorotripropvl- 192 C9H21CISi 000995-25-5 64
2 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 43
3 Butanamide. N-(2-methvIlphenvl)-3... 191 C11H13NO2 000093-68-5 38
4 Benzene. l-ethoxv-4-ethvl- 150 C10H140 001585-06-4 35
5 BH-PYRROLO(3,2-D)PYRIMIDINE-2,4-._.. 149 C6H7N5 1000244-21-4 35
Abundance Scan 786 (10.871 min): BF093799.D (-785) (-) m/z 149.10 100.00%
107.1 149.1
5000 ML
551 191.2 A
Tl 10.60 10.80 11.00 11.20
220.2
0 28, 170.1 2462 | /7 107.10  88.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50910: Silane, chlorotripropyl-
149.0
79.0 107.0
5000 AR SR S
10.60 10.80 11. oo 11. 20
m/z 121.10 61.19%
27.0 ‘ ‘
0”' “. \HSSOH \‘ i “...‘.|..‘l.|....,?-.9.2:0....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
107.0
10,60 10.80 11.00 11.20
5000 m/z 191.20 25.35%
149.0
43.0
15.0 77.0
e R A R L B S RS LSS AR WAL RERRN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49756: Butanamide, N-(2-methylphenyl)-3-oxo- AR EREESeE
107.0 10.60 10.80 11.00 11.20
m/z 135.10 22.01%
5000 43.0 191.0
270 133.0
Otrrrprrrr et e '}§89"'w"' T T,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Phenol, m-tert-butyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.90 5.61 ng 528235 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 58
2 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 53
3 Hexestrol 270 C18H2202 005635-50-7 50
4 Silane. ethvldimethvlphenvl- 164 C10H16Si 017873-23-3 43
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 43
Abundance Scan 789 (10.905 min): BF093799.D (-788) (-) m/z 135.10 100.00%
135.1
5000 1071
411 771 1671 1912 2202 2442 10.60 10.80 11.00 11.20
Ol et b s O e e e ey || M7z 121.10  39.44%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22642: Phenol, m-tert-butyl-
135.0
5000 SR AU SR A
107.0 10,60 10.80 11.00 11.20
410 ' m/z 107.10 39.33%
: 77.0 ‘ ‘
0|“'4'”'w'““”hh'“'w'Jl“"'“'"” RS SRS BURLE BRARE
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135.0
10.60 10.80 11.00 11.20
0
5000 1070 m/z 149.10 38.88%
41.0 77.0 164.0
O p e e e e e e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestrol
135.0 10.60 10.80 11.00 11.20
m/z 41.10 10.73%
5000 107.0
oL A0 70 | 1650 2120 2410 2700
miz-> 20 40 60 80 1(')0 12'0 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20

8270-BF032017.M Wed Mar 22 18:22:23 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.26 6.19 ng 582710 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 89
3 Tridecane. 4-methvl- 198 C14H30 026730-12-1 76
4 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 72
5 Octane, 2-methyl- 128 C9H20 003221-61-2 68

Abundance Scan 820 (11.259 min): BF093799.D (-816) (-) m/z 57.10 100.00%

57.1

5000

135.1

11.00 11.20 11.40 11.60
m/z 71.10 77.72%

0 1561 18-1 2102 233.3 255.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73965: Hexadecane
57.0

5000 R B
11.00 11.20 11.40 11.60

29.0 8.0 m/z 43.10 52.05%
‘\ ‘ I | ,113.0 141.0 169.0 197.0 226.0

ob e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R B
11.00 11.20 11.40 11.60
5000 m/z 85.10 39.92%
85.0
A9 120 1400
0 168.0 2110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55012: Tridecane, 4-methyl- B Al M
43.0 11.00 11.20 11.40 11.60
71.0 m/z 41.10 28.22%
5000
99.0 155.0
Jz2d |10 oo L 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.89 6.72 ng 633473 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 875 (11.888 min): BF093799.D (-872) (-) m/z 73.00 100.00%
730 135.1
43.1 :
5000
213.2 e R
157.1 185.2 1160 1180 12.00 12.20
o} m/z 135.10 82.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 L B B SR SULRA
11. 60 11. 80 12. 00 12. 20
1200 2560 m/z 60.00 78.19%
obrerrll H m \ Aseolnio Z8O0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
430 130
11)60 11!80 12)00 12)20
5000 m/z 43.10 76.88%
129.0
97.0 1710 2140 MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid B A RRREE R
430 730 11.60 11.80 12.00 12.20
m/z 57.10 68.90%
5000 129.0
o} R I e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20

8270-BF032017.M Wed Mar 22 18:22:24 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 4H-Cyclopenta[def]phenanthrene Concentration Rank 14

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

11.96 8.08 ng 760925 Phenanthrene-d10 11.34

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 55

2 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 43

3 2-Adamantan-1-vI-5-methvl-2H-tet... 218 C12H18N4 1000297-48-8 25

4 Benzamide. 3-methoxy-N-allvl- 191 C11H13NO2 331989-39-0 22

5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 15
Abundance Scan 881 (11.956 min): BF093799.D (-879) (-) m/z 190.10 100.00%

1

5000
11.60 11.80 12.00 12.20
0 . m/z 189.10  96.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000 LA L L L L L L L I
11.60 11.80 12.00 12.20
m/z 135.10 76.15%
ol 390 630 115.0137.0 163.0

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

190.0
A AT o
11.60 11.80 12.00 12.20
5000 m/z 192.10 67.98%
95.0 134.0 162.0
40.0 67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67962: 2-Adamantan-1-yl-5-methyl-2H-tetrazole
410 700 135.0 11.60 11.80 12.00 12.20
m/z 191.10 50.26%
5000 93.0
190.0
167.0
0 218.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

8270-BF032017.M Wed Mar 22 18:22:25 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Ethanol, 2-(octadecyloxy)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.16 8.31 ng 718115 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 90
2 1-Tricosene 322 C23H46 018835-32-0 58
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 58
4 1-Nonadecene 266 C19H38 018435-45-5 53
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 52

Abundance Scan 1074 (14.162 min): BF093799.D (-1072) (-) m/z 57.10 100.00%
57.1 q
5000 85.1
RN IR S BN I
25.1 13.80 14.00 14.20 14.40
154.2
ol -.\ A J} A g>bEl822 2311 2722 30823384 38741 nso7 4310 66.26%
m/z--> 50 100 150 200 250 300 350
Abundance #125129: Ethanol, 2-(octadecyloxy)-
57.0
5000 85.0 UL UL B SUNRLE I
13.80 14.00 14.20 14.40
28.0 m/z 71.10 63.09%
' ‘ 25.0 224.0252.0283.0
0! ‘.‘H“.‘“‘.‘H‘l j\llhl ‘;‘15I‘5I.O‘I .19.5|'0. .‘: — .. i .‘.. 31.1'.0. —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 RN BRI S BN I
13.80 14.00 14.20 14.40
5000 m/z 55.10 46 .97%
L1280 1260 1690 2100 2520 294.0322.0
m/z--> " s0 100 150 200 250 300 350
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester e e R ma e
57.0 13.80 14.00 14.20 14.40
m/z 85.10 43.79%
97.0
- M‘l
R l ‘ | JLZ 16801960 2380 2830
m/z--> 50 100 150 200 250 300 350 1380 14.00 14.20 14.40

8270-BF032017.M Wed Mar 22 18:22:26 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .57 39.97 ng 3453160 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
2 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
3 1-Nonadecene 266 C19H38 018435-45-5 81
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 80
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 76
Abundance Scan 1110 (14.574 min): BF093799.D (-1107) (-) m/z 55.10 100.00%
58.1
97.1
5000
LN DA B DU I
95.2 14.20 14.40 14.60 14.80
o .1 Iy ' L 92332533 30833365 3774 n/7 57.10  87.66%
m/z--> 50 100 150 200 250 300 350
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
5000 UL B L B B
1420 14.40 14.60 14.80
250 m/z 97.10 58.82%
m/z--> 56 150 200 250 300 350
Abundance
57.0
97.0 14.20 14.40 14.60 14.80
5000 m/z 43.10 57.21%
29.0 125.0
154.0 196.0224.0 2710 3970
ot e e T
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene R AR L
97.0 14.20 14.40 14.60 14.80
m/z 83.10 54 .69%
5000
25.0
ol 1 ‘ J ‘x #5940 196.0224.0 266.0
m/z--> 50 100 150 200 250 300 350 1420 14.40 14.60 14.80

8270-BF032017.M Wed Mar 22 18:22:26 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknownl5.45 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.45 6.94 ng 346406 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridazine. 3-phenvl-5-nitro- 201 C10H7N302 096835-25-5 35
2 3.5-Heptanedione. 2.2.6.6-tetram... 184 C11H2002 001118-71-4 30
3 1.3.5-Triazin-2(1H)-one. 4.6-dia... 127 C3H5N50 000645-92-1 30
4 2-Hvdroxv-4-hvdroxvlaminopvrimidine 127 C4H5N302 020555-88-8 30
5 Hexanoic acid, 2-ethyl-, anhydride 270 C16H3003 036765-89-6 27
Abundance Scan 1187 (15.454 min): BF093799.D (-1185) (-) m/z 127.10 100.00%
127.1
57.1 183.2
5000
1 ' 15.20 15.40 15.60 15.80
(o} m/z 57.10 60.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #56631: Pyridazine, 3-phenyl-5-nitro-
127.0
201.0
5000 LI SULLLE SULIL I
1520 15.40 15.60 15.80
77.0 m/z 183.20 59.55%
ol @Ol ame
m/z--> 50 100 150 200 250 300 350 400
Abundance
127.0
o 1520 1540 1560 1530
5000 m/z 43.10 29.09%
81.0 184.0 MLA/L
o7
m/z--> 50 100 150 200 250 300 350 400
Abundance #11290: 1,3,5-Triazin-2(1H)-one, 4,6-diamino- A BT B S
127.0 15.20 15.40 15.60 15.80
m/z 55.10 28.83%
43.0
5000
85.0
0..*.N,Jtﬁ.‘..k.,.... e .
m/z--> 50 100 150 200 250 300 350 400 1520 15.40 15.60 15.80

8270-BF032017.M Wed Mar 22 18:22:27 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.73 42.80 ng 2136660 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 68
3 Hexadecane 226 C16H34 000544-76-3 60
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 60
5 Heneicosane 296 C21H44 000629-94-7 58
Abundance Scan 1211 (15.728 min): BF093799.D (-1208) (-) m/z 57.10 100.00%
51.1
5000 )\JKALAM
97.1
1155 2 15.40 15.60 15.80 16.00
ol J , I “ljll I o2i1832 2172 259.0287.2  S37.4.369.4 m/z 71.10 67.16%
m/z--> 50 100 150 200 250 300 350
Abundance #136482: Tetracosane
57.0
85.0
5000 UL AR B SURRRR SRR
15. 40 15. 60 15. 80 16.00
13.0 m/z 43.10 57.13%
0 Il ‘ n“\ w‘\‘ “\’1 h‘ \‘ \‘15150\ \1970 2390 281.0 33\80
m/z--> 56 160 1%0 260 2éo 360 3éo
Abundance
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.10 50.16%
28.0
o 1130 1550 196,0224.0253.0283.031 o
m/z--> - '56' ' "160" "1éo" ' 560" ' ééo" ' 500" ' ééo" B
Abundance #73968: Hexadecane A AR B RE B RE
57.0 15.40 15.60 15.80 16.00
m/z 55.10 48 .29%
5000 85.0 J~V\FJ\v\QﬁNJ«\\Aﬁ\'/yﬂv‘ﬁ\
m/z--> % @ m ﬁ 250 ﬁ @ mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl16.30 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.30 33.95 ng 1694890 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.21Dithiolol1.5-b1l1.21dithiol... 160 C5H4S3 000252-09-5 35
2 Benzonitrile. 4-isothiocvanato- 160 C8H4NZ2S 002719-32-6 22
3 Piperidine. 1-phenvl- 161 C11H15N 004096-20-2 14
4 Diethvl phthalimidoacetvl malonate 347 C17H17NO7 059336-04-8 12
5 5-Methoxytryptamine 190 C11H14N20 000608-07-1 12
Abundance Scan 1261 (16.300 min): BF093799.D (-1258) (-) m/z 43.10 100.00%
43.1 160.0
5000
16,00 16.20 16.40 16.60
(o} m/z 160.00 84.77%
m/z--> 50 100 150 200 250 300 350
Abundance #29511: [1,2]Dithiolo[1,5-b][1,2]dithiole-7-S(IV)
160.0
5000 AR AR AR AR
128.0 16.00 16.20 16.40 16.60
76.0 ‘ ‘ ' m/z 41.10 73.33%
Ou|||i‘|‘l“l‘“‘|i‘”|“|‘=||‘|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
160.0
16,00 16.20 16.40 16.60
5000 102.0 m/z 102.00 53.31%
50.0
e RS L WL W A UL BN
m/z--> 50 100 150 200 250 300 350
Abundance #30034: Piperidine, l—phenyl— LA L N L BN B |
160.0 16.00 16.20 16.40 16.60
m/z 128.00 53.27%
5000
105.0
51.0 { ‘
0%%q‘*r“"1|‘”!*'W"' UL DR UL UL UL R SR AN B
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknownl17.01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.01 10.63 ng 530529 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-Dithiodil3-pvridinoll 252 C10H8N202S2 068750-09-4 43
2 Urea. 1-(4-chlorophenvl)-3-propvl- 212 C10H13CIN20 013208-64-5 43
3 Spirolbicvclol2.2_1Theptane-2.2" ... 212 C12H2003 035972-92-0 43
4 1.3.5-Triazin-2(1H)-one. 4.6-dia... 127 C3H5N50 000645-92-1 38
5 1H-Imidazole, 4-methyl-5-nitro- 127 C4H5N302 014003-66-8 38
Abundance Scan 1323 (17.008 min): BF093799.D (-1319) (-) m/z 127.10 100.00%
127.1
57.1
5000
81 | dotmz P82 Lo oo 160 1680 1760 1720 1740
(o} : m/z 57.10 68.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89192: 2,2"-Dithiodi[3-pyridinol]
127.0
5000 LRI A SRR SRR B
2520 16.60 16.80 17.00 17.20 17.40
83.0 m/z 155.20 39.78%
oL 4%, | || 158018802100 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
127.0
16.60 16.80 17.00 17.20 17.40
5000 m/z 43.10 28.46%
43.0
. 92.0 156.0  212.0 \ﬁ\,_v_ﬂf\_/\/\\ﬂ__ﬁ_~ﬂ/
mz-> 50 100 150 200 250 300 350 400
Abundance #64157: Spiro[bicyclo[2.2.1]heptane-2,2'-[1,3]dioxolane]-3... R ARRamsEEEA S
127.0 16.60 16.80 17.00 17.20 17.40
m/z 41.10 19.33%
41.0
L 3.0 ‘ 197.0
0.“LH““.ﬂu".LL‘.‘L".‘\.“‘..‘|1§7.'0..{|.‘... — R R e
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl7.51 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.51 39.91 ng 1992150 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Nitrophenvl laurate 321 C18H27N0O4 001956-11-2 46
2 4-Dibenzofuranamine 183 C12H9NO 050548-43-1 40
3 2-Dibenzofuranamine 183 C12H9NO 003693-22-9 40
4 Dodecanoic acid. ethenvl ester 226 C14H2602 002146-71-6 38
5 4-Piperidyl benzilate 311 C19H21NO3 025811-48-7 38

Abundance Scan 1367 (17.511 min): BF093799.D (-1362) (-) m/z 183.20 100.00%
188.2
57.1
5000
i 2903 0 o e o
141.1 268.3 . . .
o 11:2239.2 3403 m/z 57.10 61.01%
m/z--> 50 100 150 200 250 300 350
Abundance #128440: 4-Nitrophenyl laurate
183.0
5000 57.0 U SR BRI SURRRE SRR
ﬂ%ﬂ%ﬂmﬂ%
85.0 m/z 43.10 51.07%
JL 20 M‘ Ll 12301530 3210
m/z--> §0 100 150 260 2éo 360 350
Abundance
183.0
17.20 17.40 17.60 17.80
5000 m/z 71.10 30.99%
127.0154.0
o 1.0
m/z--> §0 160 1éo 200 2éo 300 350
Abundance #44782: 2-Dibenzofuranamine R R ma AR
183.0 17.20 17.40 17.60 17.80
m/z 55.10 27 .88%
5000 \f\vu&N«w-/\\xv\ﬂwvxhﬁ~
. 1010'7/ 1540
m/z--> §0 160 1éo 200 2éo 300 350 17. 20 17. 40 17. 60 17|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 1,4-Dioxaspiro[4.4]nonane, ... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.41 18.72 ng 934312 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.4-Dioxaspirol4.41nonane. 7-but... 212 C13H2402 104807-77-4 64
2 Octanoic acid. 2-propenvl ester 184 C11H2002 004230-97-1 47
3 3.5-Heptanedione. 2.2.6.6-tetram... 184 C11H2002 001118-71-4 46

4 2-Hvdroxv-4-hvdroxvlaminopvrimidine 127 C4H5N302 020555-88-8 43
5 Propylphosphonic acid, fluoroanh... 222 C10H20FO2P 1000273-52-9 43
Abundance Scan 1446 (18.414 min): BF093799.D (-1440) (-) m/z 127.10 100.00%
127.1
57.1
5000
183.2
243.2 R e e SR
4 297.2 369.4 425.3 18.00 18.20 18.40 18.60 18.80
0 m/z 57.10 78.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64340: 1,4-Dioxaspiro[4.4]nonane, 7-butyl-(R,R)-2,3-dimethyl
127.0
5000 BRI LN L L L B L L L
55.0 183.0 18.00 18.20 18.40 18.60 18.80
m/z 183.20 31.31%
0 .Nhﬁﬁﬁb#??J.LJ,htn.,J...,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance
127.0
57.0 IIIIIIIIIIIIIIIIIIIIIII
18.00 18.20 18.40 18.60 18.80
5000 m/z 43.10 30.80%
184.0
93.0
O o T T T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #45257: 3,5-Heptanedione, 2,2,6,6-tetramethy!- T T
127.0 18.00 18.20 18.40 18.60 18.80
m/z 55.10 19.49%
43.0
5000
| Sﬁo | 184.0
o— e e e
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093799.D

Aca On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 unknownl19.18 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.18 20.25 ng 1010740 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Dibenzofuranamine 183 C12H9NO 050548-43-1 38
2 Dodecanoic acid. ethenvl ester 226 Cl1l4H2602 002146-71-6 22
3 Quinoline-3-carbonitrile. 2-amin... 183 C11H9N3 028448-11-5 18
4 5.8-Methano-4H-3.1-benzoxazine-2... 183 C9H13NOS 1000142-76-8 18
5 Tridecane 184 C13H28 000629-50-5 15
Abundance Scan 1513 (19.180 min): BF093799.D (-1507) (-) m/z 57.10 100.00%
57.1 183.2
211.3
5000
18.80 19.00 19.20 19.40
(o} m/z 183.15 85.41%
m/z--> 50 100 150 200 250 300
Abundance #44784: 4-Dibenzofuranamine
188.0
5000 UV U
18.80 19.00 19.20 19.40
m/z 43.10 85.20%
127.0154.0
m/z--> §0 160 150 200 2éo 360 '
Abundance
57.0 183.0
18.80 19.00 19.20 19.40
5000 m/z 211.25 58.37%
85.0
29.0
123.0149.0
UL L L L L S B
m/z--> 50 100 150 200 250 300
Abundance #44764: Quinoline-3-carbonitrile, 2-amino-4-methyl- AT T TR
188.0 18.80 19.00 19.20 19.40
m/z 71.10 57 .89%
5000
o 51.0 77.0 128.0 ‘ ‘
miz-> 50 100 150 200 250 300 | 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032117\
Data File : BF093799.D

Acq On : 21 Mar 2017 15:41

Operator : SJ/MA

Sample : 12263-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 12.8 ng 789592 1 6.82 1238370 20.0
unknown6 .60 6.60 78.5 ng 4857820 1 6.82 1238370 20.0
Naphthalene, 2,3-... 9.52 7.5 ng 786606 3 9.86 2086290 20.0
unknown10.79 10.79 7.0 ng 656772 4 11.34 1884100 20.0
Phenol, 2-methyl-._.. 10.84 10.2 ng 960486 4 11.34 1884100 20.0
Silane, chlorotri... 10.87 9.1 ng 853457 4 11.34 1884100 20.0
Phenol, m-tert-bu... 10.90 5.6 ng 528235 4 11.34 1884100 20.0
Hexadecane 11.26 6.2 ng 582710 4 11.34 1884100 20.0
n-Hexadecanoic acid 11.89 6.7 ng 633473 4 11.34 1884100 20.0
4H-Cyclopenta[def... 11.96 8.1 ng 760925 4 11.34 1884100 20.0
Ethanol, 2-(octad... 14.16 8.3 ng 718115 5 13.97 1727970 20.0
Pentafluoropropio... 14.57 40.0 ng 3453160 5 13.97 1727970 20.0
unknown15.45 15.45 6.9 ng 346406 6 15.37 998392 20.0
Tetracosane 15.73 42.8 ng 2136660 6 15.37 998392 20.0
unknown16 .30 16.30 34.0 ng 1694890 6 15.37 998392 20.0
unknownl17.01 17.01 10.6 ng 530529 6 15.37 998392 20.0
unknownl17.51 17.51 39.9 ng 1992150 6 15.37 998392 20.0
1,4-Dioxaspiro[4.... 18.41 18.7 ng 934312 6 15.37 998392 20.0
unknown19.18 19.18 20.3 ng 1010740 6 15.37 998392 20.0
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