LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 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-BF111915.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 2.670 49 51 54 rBvV 82661 143129 1.94% 0.088%
2 4.830 238 240 244 rBV 714253 835103 11.30% 0.516%
3 4.899 244 246 251 rVB2 59217 121046 1.64% 0.075%
4 5.299 278 281 283 rBVY 1704412 2398579 32.45% 1.481%
5 5.390 287 289 292 rBV2 139344 195916 2.65% 0.121%
6 5.447 292 294 295 rVwV 250793 275078 3.72% 0.170%
7 5.516 295 300 301 rVVv2 160272 415124 5.62% 0.256%
8 5.562 301 304 309 rVB3 272264 846377 11.45% 0.523%
9 5.722 313 318 319 rBVY3 118890 210274 2.84% 0.130%
10 5.756 319 321 323 rVB 74617 102210 1.38% 0.063%

11 5.836 325 328 331 rBv4 42823 101286 1.37% 0.063%
12 5.893 331 333 334 rBV 80330 86170 1.17% 0.053%
13 5.950 337 338 341 rvB2 103937 135997 1.84% 0.084%
14 6.007 341 343 344 rBV2 197904 215076 2.91% 0.133%
15 6.144 352 355 358 rvB3 61875 101490 1.37% 0.063%

16 6.202 358 360 361 rBV 200702 288715 3.91% 0.178%
17 6.259 363 365 367 rvB2 88850 136256 1.84% 0.084%
18 6.304 367 369 370 rBV 147381 221027 2.99% 0.136%
19 6.350 371 373 376 rVvV 1097819 1681086 22.74% 1.038%
20 6.396 376 377 379 rvv2 116819 180032 2.44% 0.111%

21 6.476 381 384 385 rvv 3703021 4147317 56.11% 2.561%
22 6.499 385 386 388 rvB 119768 87174 1.18% 0.054%
23 6.545 388 390 391 rBV 217205 259936 3.52% 0.160%
24 6.579 391 393 395 rvv 246755 556008 7.52% 0.343%
25 6.647 395 399 401 rvv2 595225 1772576 23.98% 1.094%

26 6.705 401 404 408 rVB2 1552733 3007537 40.69% 1.857%
27 6.762 408 409 411 rBV2 180006 178437 2.41% 0.110%
28 6.853 414 417 420 rBV 2919821 4028397 54 .50% 2.487%
29 6.922 422 423 425 rBV2 132226 231598 3.13% 0.143%
30 7.036 431 433 437 rBV3 529965 1178210 15.94% 0.727%

31 7.105 437 439 441 rBvV 530761 783442 10.60% 0.484%
32 7.139 441 442 446 rVV2 647036 828406 11.21% 0.511%
33 7.265 446 453 455 rVvv3 2799061 5879473 79.55% 3.630%
34 7.310 455 457 459 rvv2 567007 915895 12.39% 0.566%
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LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 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-BF111915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.356 459 461 464 rVvv4 702666 1617078 21.88% 0.998%

36 7.413 464 466 470 rVvv3 713238 1572556 21.28% 0.971%
37 7.482 470 472 476 rVV4 794742 2047835 27.71% 1.264%
38 7.573 478 480 482 rVV3 646809 1270697 17.19% 0.785%
39 7.607 482 483 486 rVB2 721852 1090581 14.76% 0.673%
40 7.779 491 498 500 rBV2 1555180 4045675 54.74% 2.498%

41 7.848 500 504 507 rBv3 815993 2174814 29.42% 1.343%
42 7.939 507 512 514 rBV5 941052 2686725 36.35% 1.659%
43 7.996 514 517 521 rVB3 1941677 4994819 67.58% 3.084%
44 8.133 522 529 530 rvVB4 1567788 5001950 67.67% 3.088%
45 8.168 530 532 533 rBvV 531372 946183 12.80% 0.584%

46 8.190 533 534 536 rvB2 885032 988371 13.37% 0.610%
47 8.248 536 539 540 rBV 1362788 1830515 24.77% 1.130%
48 8.270 540 541 543 rBV 1944480 3035193 41.06% 1.874%
49 8.373 547 550 551 rBVv3 1133371 2038539 27.58% 1.259%
50 8.430 552 555 556 rBv2 1292391 1819898 24.62% 1.124%

51 8.545 562 565 566 rBV 2468657 4150075 56.15% 2.562%
52 8.590 566 569 571 rVvv3 3129214 7391262 100.00% 4._.564%
53 8.670 575 576 577 rVV 1358824 1014813 13.73% 0.627%
54 8.705 577 579 581 rvv2 1770808 2795513 37.82% 1.726%
55 8.808 585 588 589 rvv 1666531 1973066 26.69% 1.218%

56 8.853 589 592 593 rvv 1721041 2661318 36.01% 1.643%
57 8.888 593 595 597 rvv 1990899 2981655 40.34% 1.841%
58 8.922 597 598 600 rvv2 1598725 2797533 37.85% 1.727%
59 9.002 604 605 606 rvv 1607226 2110665 28.56% 1.303%
60 9.036 606 608 610 rvv2 2863875 6081458 82.28% 3.755%

61 9.082 610 612 613 rvvV 4710233 6173923 83.53% 3.812%
62 9.116 613 615 618 rvv3 1570058 4380301 59.26% 2.705%
63 9.208 621 623 624 rVB 1433752 1690297 22.87% 1.044%
64 9.333 631 634 637 rVB4 1477629 3009661 40.72% 1.858%
65 9.391 637 639 644 rBV6 696913 1951566 26.40% 1.205%

66 9.482 644 647 649 rBv2 1890017 3473669 47.00% 2.145%
67 9.539 649 652 653 rvB3 856630 1708628 23.12% 1.055%
68 9.688 664 665 668 rBv3 556288 1146846 15.52% 0.708%
69 9.745 668 670 672 rvv3 1672206 2093375 28.32% 1.293%
70 9.791 672 674 677 rvv4 1103070 2385538 32.28% 1.473%

71 9.871 680 681 683 rBv2 828841 886140 11.99% 0.547%
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LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 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-BF111915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 9.939 685 687 688 rBv2 954194 1262677 17.08% 0.780%
73 10.111 700 702 703 rBv2 919294 1460493 19.76% 0.902%
74 10.145 703 705 707 rVvv3 1049315 2024153 27.39% 1.250%
75 10.202 708 710 713 rVB3 1759898 2465834 33.36% 1.522%

76 10.271 713 716 720 rBv4 1229221 2266443 30.66% 1.399%
77 10.339 720 722 725 rBV3 692506 1400680 18.95% 0.865%
78 10.408 725 728 729 rBv3 875081 1640367 22.19% 1.013%
79 10.545 738 740 741 rBV2 1642656 1597101 21.61% 0.986%
80 10.648 747 749 751 rBVv3 805307 1357035 18.36% 0.838%

81 10.728 755 756 757 rBV 554767 510114 6.90% 0.315%
82 10.785 759 761 763 rvv3 638180 1506632 20.38% 0.930%
83 10.865 767 768 770 rBv2 606809 560708 7.59% 0.346%
84 11.128 788 791 794 rVB3 2072687 2777973 37.58% 1.715%
85 11.231 799 800 802 rBV 780268 981480 13.28% 0.606%

86 11.814 849 851 853 rvB 1516370 1618028 21.89% 0.999%
87 12.579 916 918 920 rVB 759001 713768 9.66% 0.441%
88 12.819 936 939 941 rBV 3025240 3050606 41.27% 1.884%
89 13.688 1013 1015 1017 rBV 132858 138229 1.87% 0.085%
90 13.734 1017 1019 1027 rVB 259403 383396 5.19% 0.237%

91 13.860 1027 1030 1032 rBV 821434 963987 13.04% 0.595%
92 15.231 1148 1150 1153 rVB 482881 717505 9.71% 0.443%

Sum of corrected areas: 161960317
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

> Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF083101.D

O
Time-->

=
3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00

Abundance

6000000
5000000
4000000
3000000} ||
2000000
1000000

Or——

TIC: BF083101.D

Time-->

9.00

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50

Abundance

6000000

5000000

4000000

3000000

2000000

10000007 15.23

TIC: BF083101.D

Time-->

15.50

R = e e R S

16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown6.48 Concentration Rank 8

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

6.48 27.58 ng 4147320 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 384 (6.476 min): BF083101.D (-381) (-) m/z 132.10 100.00%
132
5000 68
ISR L
40 54 | 75 104 6.20 6.40 6.60 6.80
.,....,...:,"!.‘.‘.7,.':..?%.n.n.',..lw.,..f??,....,.'.'..,1.1.3..,1.?‘.‘.,-'...,... m/z 68.10 42.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SRR R L
6.20 6.40 6.60 6.80
0
3 5 Sﬁ 78 m/z 134.10 34.21%
[ | !
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 26.11%
63 81
31 38 50 74 88 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 6.20 6.40 6.60 6.80
m/z 69.10 16.73%
117
5000
39 91
51 65 ‘
27 77 105
.,...‘.,....‘,‘....i‘:‘.??,a‘l‘..,...‘:‘ ?.4..‘,‘:.?ﬁa‘a‘..,..ll,.l.zﬁ‘,‘ N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown7.78 Concentration Rank 19

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

7.78 16.20 ng 4045680 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 47
2 Cvclohexane. tetradecvl- 280 C20H40 001795-18-2 43
3 Cvclohexane. pentvl- 154 C11H22 004292-92-6 43
4 Cvclohexane. eicosvl- 364 C26H52 004443-55-4 38
5 3,4-Nonadiene 124 C9H16 037050-03-6 35

Abundance Scan 498 (7.779 min): BF083101.D (-491) (-) m/z 55.10 100.00%

5000

7.40 7.60 7.80 8.00 8.20
m/z 83.10 94.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17357: Cyclohexane, (2-methylpropyl)-

55 83

5000

7.40 7.60 7.80 8.00 8.20
m/z 82.10 79.38%

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

Abundance
83
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.10 76.14%
55
41
69 97
27 111125139153168182196 224 252 280
Tmmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25843: Cyclohexane, pentyl- B AR ama
83 7.40 7.60 7.80 8.00 8.20
55 m/z 67.10 65.66%
5000
41
27 9 154
whwwwwmmm\
e e e e e e ma E e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00 8.20

8270-BF111915.M Mon Nov 23 18:13:35 2015 Page: 6



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Cyclopropanecarboxylic acid... Concentration Rank 14

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

8.13 20.03 ng 5001950 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid. non... 212 C13H2402 060128-06-5 50
2 2-Propenoic acid. 2-methvl-. pen... 156 C9H1602 002849-98-1 47
3 Cvclopropanecarboxvlic acid. 2-e... 198 C12H2202 103604-31-5 38
4 1H-Tetrazole. 1.5-dimethvl- 98 C3H6N4 005144-11-6 35
5 Cyclobutane, 2-hexyl-1,1,4-trime... 182 C13H26 049622-19-7 35

Abundance Scan 529 (8.133 min): BF083101.D (-522) (-) m/z 69.10 100.00%
87
a8
5000
101 RN RS AR AR
111 123 141 7.80 8.00 8.20 8.40
o 78 1%6 167 m/z 70.10 69.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #64318: Cyclopropanecarboxylic acid, nonyl ester
69 87
5000 A R R L
41 5 7.80 8.00 8.20 8.40
97 126 m/z 87.10 64.24%
I b s M2 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance
41 69
780 8.00 820 8.40
5000 e 87 m/z 56.10 60.73%
29
15 100 113 129138 156
mmmmmﬂmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #54771: Cyclopropanecarboxylic acid, 2-ethylhexyl ester L L SR R
41 7.80 8.00 8.20 8.40
69 m/z 41.10 53.53%
5000 29
87 112
'W””P”W””P”W””P”W””P”'”2%“'“”'”W””P”W””P”W”' AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 1-(3H-Imidazol-4-yl)-2,2-di... Concentration Rank 17

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

8.54 16.62 ng 4150080 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(3H-Imidazol-4-v1)-2.2-dimethy... 152 C8H12N20 061985-31-7 72
2 1-Adamantanol 152 C10H160 000768-95-6 52
3 1.4-Cvclohexanedimethanol 144 C8H1602 000105-08-8 38
4 2-Pvrimidinamine 95 C4H5N3 000109-12-6 38
5 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 37

Abundance Scan 565 (8.545 min): BF083101.D (-562) (-) m/z 95.10 100.00%
9
5000
n 81
69 152 S ARSE RS AR AR
109 8.20 8.40 8.60 8.80
o 128 ML | 164177 196207 | Tz 55.10  26.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24635: 1-(3H-Imidazol-4-yl)-2,2-dimethyl-propan-1-one
68 95
57
5000 41 152 LS N UL AR
8.20 8.40 8.60 8.80
29 m/z 96.10 25.84%
Ll . ‘??9 124137 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
820 840 860 880
5000 m/z 97.10 20.71%
152
15 27 4 55 67 79 109179 137
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20029: 1,4-Cyclohexanedimethanol o
95 8.20 8.40 8.60 8.80
m/z 81.10 19.63%
5000
67
. s o 108
.}?,....,....,....,....,....,%2§..,....,. S .
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknown8.59 Concentration Rank 4

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

8.59 29.60 ng 7391260 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000933-48-2 43
2 Benzene. 1-fluoro-2-methvl-4-nitro- 155 C7H6FNO2 000455-88-9 38
3 Benzene. 2-fluoro-1-methvl-4-nitro- 155 C7H6FNO2 001427-07-2 38
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 37
5 Cyclopropanecarboxylic acid, 2,2... 168 C10H1602 033383-56-1 35

Abundance Scan 569 (8.590 min): Bd)FO83101.D (-566) (-) m/z 109.10 100.00%
109
83
5000 41
5 o
o7 137 155 e B
8.20 8.40 8.60 8.80 9.00
170
ol M m/z 83.10  51.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19254: Cyclohexanol, 3,3,5-trimethyl-, cis-
109
83
5000 AN SRR SRR R
8.20 8.40 8.60 8.80 9.00
4l 55 T m/z 41.10 43.75%
il O O O
'}?"J"u‘b'“'”l'ﬂ' 'J“' e J"I l"'lﬁ}" S N SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109 155
83 8.20 840 8.60 8.80 9.00
5000 m/z 55.10 37.84Y%
125
57 97
15 28 o 70 139
miz-> 20 40 60 8 100 120 140 160 180
Abundance #26707: Benzene, 2-fluoro-1-methyl-4-nitro- B B
109 155 8.20 8.40 8.60 8.80 9.00
83 m/z 69.10 31.06%
5000
57 97 125
- |.2§..|..“..“,“..7(.).‘”2.‘.‘l‘,.‘l‘..|.‘..].'3|9....|....|....|. SN
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 N-Cyano-3-methylbut-2-enamine Concentration Rank 6

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

8.89 28.49 ng 2981660 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Cvano-3-methvlbut-2-enamine 110 C6H10NZ2 146072-39-1 50
2 Cvclohexane. 1.1"-(1.2-dimethvl-._._. 222 C16H30 074663-71-1 43
3 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 38
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 35
5 3-Hydroxypyridine-N-oxide 111 C5H5N02 006602-28-4 35

Abundance Scan 595 (8.888 min): BF083101.D (-593) (-) m/z 95.10 100.00%
95
69
41 55 111
5000
81
124 136 8.60 8.80 9.00 9.20
0.,....|,-|.'.-. 48199 179190 207 ' "m/z 69.10  75.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5595: N-Cyano-3-methylbut-2-enamine
4 9
5000 L IR UL UL R
8.60 8.80 9.00 9.20
97 95 m/z 111.10 57.19%
T JN"MJ"Jkl ""‘F?""I'%lp'l' LRI AL UL UL B
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
69
55 860 8.80 9.00 920
5000 4 83 111 m/z 41.10 56.87%
28 97
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #5673: Furan, 2-ethyl-5-methyl- B A RRREE R
95 8.60 8.80 9.00 9.20
110 m/z 55.10 55.43%
5000 43
67
53
'P%%'I”"I"”?%"W""P"'I”"I'”'I"”I"" ISR RS LA S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 6-Octenal, 3,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.92 26.73 ng 2797530 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octenal. 3.7-dimethvl- 154 C10H180 000106-23-0 50
2 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 43
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 30
4 3-Undecanol. 2.3-dimethvl- 200 C13H280 1000149-68-6 27
5 3,6-Octadien-1-ol, 3,7-dimethyl-._.. 154 C10H180 005944-20-7 15
Abundance Scan 598 (8.922 min): BF083101.D (-597) (-) m/z 95.10 100.00%

5000

8.60 8.80 9.00 9.20
m/z 69.10 81.65%

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

Abundance #25484: 6-Octenal, 3,7-dimethyl-
41 69
95
5000 55 R RREEEE RS EE
121 8.60 8.80 9.00 9.20
111 m/z 41.10 73.62%
‘ ‘ 136 154
\»\ \H oo Ao
m/z--> 20 120 140 160 180 200
Abundance
41 55 69
R RREEEE RS EE
83 152 8.60 8.80 9.00 9.20
5000 110 m/z 109.10 71.18%
27 97 123 137

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

Abundance #24245: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... R R mEEE

41 55 9 8.60 8.80 9.00 9.20

m/z 55.10 68.33%
83
5000
27 95
110 152

S S O YO Y N < A —

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown9.00 Concentration Rank 13

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

9.00 20.17 ng 2110670 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 43
2 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 43
3 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 41
4 2-Cvclopentene-1-carboxvlic acid... 154 C9H1402 062185-63-1 38
5 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 38

Abundance Scan 605 (9.002 min): BF083101.D (-604) (-) m/z 95.10 100.00%
95
69
55
5000 a1
154 8.60 8.80 9.00 9.20 9.40
39, 1y L7 101 m/z 69.10  65.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5855: Cyclopentene, 1,2,3-trimethyl-
95
5000 67 IRREBS SRR SRR SRR R
8.60 8.80 9.00 9.20 9.40
110 m/z 67.10 53.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
95
o 8.60 8.80 9.00 9.20 9.40
5000 m/z 55.10 53.30%
110
41 31
27 54
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5829: 5,5-Dimethyl-1,3-hexadiene A RREEE RS E ST
95 8.60 8.80 9.00 9.20 9.40
m/z 111.10 46 .33%
soo0] 27 4 &
L 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 860 8.80 900 9.20 9.40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknown9.21 Concentration Rank 20

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

9.21 16.15 ng 1690300 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furfural 96 C5H402 000098-01-1 46
2 Furan. 2.5-dimethyl- 96 C6H80 000625-86-5 43
3 Furan. 2.4-dimethyl- 96 C6H80 003710-43-8 43
4 3-Dimethvlaminoacrvlonitrile 96 C5H8N2 002407-68-3 43
5 1,Cyanoacetyl-3,5-dimethylpyrazole 163 C8HIN30 036140-83-7 43

Abundance Scan 623 (9.208 min): BF083101.D (-621) (-) m/z 96.10 100.00%
96
74
55
5000
41 111 124
135 180100 8b0 560 55 940 550
ol 207 m/z 95.10 81.00%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #2683: Furfural
96
39
5000 IREBE RS SRR R
8% 9.00 9.20 9.40 9.60
m/z 74.10 65.79%
67
":'L"ll'zq"“k"?e'l""'7I9"' ‘I""I'"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
96
43 [rrr T T
8.80 9.00 9.20 9.40 9.60
5000 m/z 69.10 63.23%
81
27
54 67
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2745: Furan, 2,4-dimethyl- I RREEEEEES T
67 96 8.80 9.00 9.20 9.40 9.60
m/z 55.10 52.35%
41 53
5000
81
""ww"m'“'ﬁu"m"‘w"'w"'w"'w"'w"'w"' IR SN R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknown9.33 Concentration Rank 5

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

9.33 28.75 ng 3009660 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphonic acid. methvl-., 2.2-di... 220 C10H2103P 1000273-45-9 47
2 2-Aminopvrimidine-1-oxide 111 C4H5N30 035034-15-2 47
3 2-Heptenoic acid. 4-methviphenvl... 218 C14H1802 072060-10-7 38
4 1-Cvclohexanone. 3-butvl-3-methvl- 168 C11H200 051756-29-7 35
5 _beta.-D-Xylopyranose, cyclic 1,... 226 C9H16B205 074779-75-2 35

Abundance Scan 634 (9.333 min): BF083101.D (-631) (-) m/z 111.10 100.00%
1
5000
I
139 156167 9.00 9.20 9.40 9.60
182 195207 222 m/z 95.10 44 _99%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68947: Phosphonic acid, methyl-, 2,2-dimethylcyclohexyl m...
111
5000 NN SRR
67 o5 9.00 9.20 9.40 9.60
41 ‘ 81 m/z 55.10 41.06%
27
II\I\H .‘l“.. il ..l....|....|...1.3|7....]|'q3...|....|....|...
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
111
9.00 9.20 940 9.60
5000 m/z 41.10 36.04%
o8 95
53 81
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68093: 2-Heptenoic acid, 4-methylpheny! ester AN B B
111 9.00 9.20 9.40 9.60
55 m/z 125.10 34 .39%
5000
41 81 218
|'“'“““”|§g”W“"|wl'|“"|“"|”"|“"w"Jw" NS SR
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 1,3-Hexadiene, 3-ethyl-2-me... Concentration Rank 16

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

9.39 18.65 ng 1951570 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Hexadiene. 3-ethvl-2-methvl-... 124 C9H16 074752-97-9 52
2 Bicvclol3.2.11loct-2-ene. 3-(1.1-... 180 C12H200 037609-41-9 38
3 Pvrimidine. 4-amino-2-methoxy- 125 C5H7N30 003289-47-2 32
4 Silane. diethvldifluoro- 124 C4H10F2Si 000358-06-5 32
5 Cyclopentanecarboxaldehyde, 2-me... 124 C8H120 1000154-24-0 30

Abundance Scan 639 (9.391 min): BF083101.D (-637) (-) m/z 95.10 100.00%
9%
109 124
5000 69
41 55 L B s e e e
83 9.00 9.20 9.40 9.60 9.80
m/z 109.10 50.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10384: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)-
7 95
124
41 55 B e
5000 81 109 9.00 920 9.40 9.60 9.80
29 m/z 124.15 48 .07%
|||||‘|‘| .‘i“...“l‘lu“l“..“‘i“. .‘.H I .‘.‘..l‘.‘...luuuul T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
.00 9.20 9.40 9.60 9.80
5000 m/z 69.10 35.58%
N5 124
29 68 81
15 106 135 152 165 180
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10415: Pyrimidine, 4-amino-2-methoxy- R
95 125 9.00 9.20 9.40 9.60 9.80
m/z 125.10 29.29%
5000 68
40
53
R IR 'wml'&h Z?"'M |}9?'| SRR R RN S SRR SRR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknown9.54 Concentration Rank 18

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

9.54 16.32 ng 1708630 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.1.2.2-tetrameth... 238 C18H22 001889-67-4 38
2 Bicvclol3.1.1Thept-2-en-6-o0l. 2.... 194 C12H1802 050764-55-1 35
3 N-Methvl-p-toluamide 149 C9H11NO 018370-11-1 35
4 2.5-Dimethvlbenzvl chloride 154 C9H11cCl 000824-45-3 35
5 Pyridine, 5-ethenyl-2-methyl- 119 C8HON 000140-76-1 30

Abundance Scan 652 (9.539 min): BF083101.D (-649) (-) m/z 119.10 100.00%
119
164
5000

9.20 9.40 9.60 9.80

180191 205

0 m/z 164.10 55.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81289: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethanediyl)bis
119
91
5000
9.20 9.40 9.60 9.80
m/z 146.10 28.48%
Moy g5 (1 103
[ oL 68 | 7Y 129 152 165 178 191
L B o e R B R I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
43 9.20 9.40 9.60 9.80
5000 m/z 95.10 23.35%
91 134
65 7 105
55 150 194
T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22541: N-Methyl-p-toluamide s B
119 9.20 9.40 9.60 9.80
g1 m/z 149.10 21 .55%
5000
65 149
39
15 28 51
S O A 7 S Y B WO SRU 7/ S e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknownl10.14 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.14 19.34 ng 2024150 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-bis(l-methvlethvl)- 162 C12H18 000099-62-7 25
2 Benzene. 1.4-bis(1l-methvlethvl)- 162 C12H18 000100-18-5 25
3 4-t-Butvl-o-xvlene 162 C12H18 007397-06-0 25
4 Benzene. 1.2-bis(l-methvlethvl)- 162 C12H18 000577-55-9 25
5 Benzene, 1-(1,1-dimethylethyl)-3... 162 C12H18 000098-19-1 25
Abundance Scan 705 (10.145 min): BF083101.D (-703) (-) m/z 147.10 100.00%
131 147
5000
162 204
180,94 -~ 9.80 10.00 10.20 10.40
o} m/z 131.10 86.87%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #30672: Benzene, 1,3-bis(1-methylethyl)-
147
5000 43 119 T T T T T T T
91 105 162 9.80 10.00 10.20 10.40
- m/z 134.10 79.44Y%
65
...|....|..§‘.1|....|....|....|.].-3.1.|....|.... R EAA e m e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
147
9.80 10.00 10.20 1040
5000 o 119 m/z 91.10 58.85%
105 162
s P oel 131
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #306274tButy|0xerne LI L L B R B
147 9.80 10.00 10.20 10.40
m/z 119.10 53.26%
5000 119
107 162
1527 eges 77 | as |
m/z--> ﬁo Jo 65 85 160 150 150 1éo 180 260 250 980 1000 1020 1040
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl10.20 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.20 23.56 ng 2465830 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-1-(2-phenvlethvD)oxv-1-... 206 C12H180Si 1000216-98-1 35
2 .alpha.-Acetamidocinnamic acid 205 C11H11NO3 005469-45-4 32
3 Butvric acid. 4-bromo-4-phenvl- 242 C10H11BroO2 019078-75-2 32
4 4-Amino-2-nitrobenzonitrile 163 C7H5N302 072115-07-2 32
5 Phenol, 2,5-bis(1-methylethyl)- 178 C12H180 035946-91-9 27
Abundance Scan 710 (10.202 min): BF083101.D (-708) (-) m/z 163.10 100.00%
163
117
5000
- 9 105 192
39 51 65 178 206 591 9.80 10.00 10.20 10.40 10.60
o} m/z 117.10 65.71%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #60011: 1-Methyl-1-(2-phenylethyl)oxy-1-silacyclobutane
163
104
5000 IR R AR N
9. 80 10. oo 10 20 10 40 10. 60
45 o1 148 m/z 149.10 35.44Y%
IIIII‘I\H \ “\I H‘H ‘\ ;'l ‘ ]::I‘:glu‘u:l-??lu“u‘uu‘i“u‘u|1|Z|8|]:9|1| |2|0|6|||||
m/z--> 20 40 o 80 100 120 140 160 180 200 220
Abundance
117 163
9.80 10.00 10.20 10.40 10.60
5000 m/z 91.10 33.62%
43
89 205
27 63 77 104 | 129 146 187
m/z--> ﬁo Jo éo 86 160 150 140 1é0 1é0 260 250
Abundance #83169: Butyric acid, 4-bromo-4-phenyl- A RREEE RS E ST
117 163 9.80 10.00 10.20 10.40 10.60
m/z 115.10 28.45%
5000
91
02e T s |
1 1 J H M 1 |
m/z--> 2'0 4'0 60 8|0 1(')0 12'0 14'10 1('30 1&'30 2(')0 22'0 9. 80 10. oo 10 20 10 40 10. 60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl10.27 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.27 21.65 ng 2266440 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.10-Dimethvl-2-methvlene-trans-... 178 C13H22 1000103-97-8 35
2 2(1H)-Naphthalenone. 4a.5.6.7.8.... 178 C12H180 013485-66-0 25
3 Cvclopentanecarboxaldehvde. 2-me... 124 C8H120 1000154-24-0 18
4 1-Methvlbicvclol3.2.1Toctane 124 C9H16 119972-41-7 18
5 3-Fluoro-o-xylene 124 C8H9F 000443-82-3 15
Abundance Scan 716 (10.271 min): BF083101.D (-713) (-) m/z 109.10 100.00%

5000

10.00 10.20 10.40 10.60
m/z 95.10 64.47%

211222

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41339: 1,10-Dimethyl-2-methylene-trans-decalin
109

lO.IOO lO.IZO 10.I4O lO.IGO
m/z 55.10 64.16%

5000

o1 136 149 163 178

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

Abundance
41 69 95 136
R e o e R
109 10.00 10.20 10.40 10.60
5000 55 178 m/z 133.10 60.01%
81 121
150 163
L B e  EAUREE a

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

Abundance #10257: Cyclopentanecarboxaldehyde, 2-methyl-3-methylene- e e
109 10.00 10.20 10.40 10.60

m/z 145.10 56 .38%

5000

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl10.65 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.65 27.65 ng 1357040 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acetvl-2.3.4.5-tetrahvdro-3-hv... 206 C11H14N202 138792-63-9 43
2 lbuprofen 206 C13H1802 015687-27-1 38
3 2.5-Dimethvl-para-anisaldehvde 164 C10H1202 006745-75-1 38
4 Ethvl o-methvlbenzoate 164 C10H1202 000087-24-1 38
5 2,3-Dimethyl-para-anisaldehyde 164 C10H1202 038998-17-3 30
Abundance Scan 749 (10.648 min): BF083101.D (-747) (-) m/z 163.10 100.00%
119 163
91 177 206
5000 145
43 105
i 191 e 100 1050 1250
6 . . . .
220236 281 m/z 119.10 83.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59849: 1-Acetyl-2,3,4,5-tetrahydro-3-hydroxy-1,5-benzodia...
119
206
5000 R L SULRLS UL R
1040 1060 10.80 11.00
0
43 65 92 145 163177 m/z 164.10 80.67%
|||||||||||‘||||‘|||‘|||‘l||||||H||l“|||h‘||||”‘||||‘||1:9|]|- |L|| R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
163
"' 1040 10,60 10.80 11.00
5000 91 119 206 m/z 206.20 62.11%
27 ¥ 57 77 105 145 | 177101
mem‘mﬁwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31598: 2,5-Dimethyl-para-anisaldehyde e
163 10.40 10.60 10.80 11.00
m/z 91.10 60.59%
5000
91 135
77
10
21 | ﬁ% LT ‘ 149
m/z--> ﬁo 40 eb 80 100 150 140 160 180 200 220 240 260 280 1040 1060 10.80 11.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknownl10.78 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.78 30.70 ng 1506630 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiranecarboxvlic acid. 3-phenvl... 192 C11H1203 002272-55-1 38
2 1.4-Methanophthalazine. 1.4.4a.5... 178 C11H18N2 109746-13-6 38
3 1.5.6.7-Tetrahvdro-4-indolone 135 C8H9NO 013754-86-4 27
4 3-Cvclohexene-l1-acetaldehvde. .a... 152 C10H160 029548-14-9 20
5 2(3H)-Benzoxazolone 135 C7H5NO2 000059-49-4 18

Abundance Scan 761 (10.785 min): BF083101.D (-759) (-) m/z 95.10 100.00%

35

149

5000

10.40 10.60 10.80 11.00
m/z 135.10 95.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50213: Oxiranecarboxylic acid, 3-phenyl-, ethyl ester, trans
135
91 107
79
5000 | LI LI L LI
10.40 10.60 10.80 11.00
0
51 g5 110 m/z 94.10 88.43%
S 0w A3 S

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

79 93 107 135

41 10.40 10.60 10.80 11.00

5000 67 m/z 107.10 71.33%
55
121
149 163 178
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14996: 1,5,6,7-Tetrahydro-4-indolone A EEREE RS
79 107 135 10.40 10.60 10.80 11.00
m/z 149.10 59.23%
5000
52
15 P40 | 65 | 92 | 120
R m A B R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknownl11.13 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.13 56.61 ng 2777970 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 4-methvyl-2-methvlen... 150 C11H18 056763-62-3 27
2 Cvclohexene. 2.4-dimethvl-1-(1-m... 150 C11H18 056763-60-1 27
3 Tricvclol4.2.1.0(2.5)1Tnonane 122 C9H14 1000195-06-2 27
4 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 22
5 Spiro[4.4]non-1-ene 122 C9H14 000873-12-1 16
Abundance Scan 791 (11.128 min): BF083101.D (-788) (-) m/z 93.10 100.00%

5000
176 202 10.80 11.00 11.20 11.40
222 239 264 m/z 94.10 54.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22929: Cyclohexane, 4-methyl-2-methylene-1-(1-methylethyl...

5000

10.80 11.00 11.20 11.40
m/z 80.10 53.86%

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

Abundance
93
A RmERE B SE
a1 150 10.80 11.00 11.20 11.40
5000 107 m/z 107.10 51.90%
27 67 121135
54 | 80
e B o A RS B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9718: Tricyclo[4.2.1.0(2,5)]nonane R R ma AR
80 10.80 11.00 11.20 11.40
m/z 145.10 47.16%
93
5000 67
107
2 41 54 ‘
e e e
m/z--> 2 60 80 100 120 140 160 180 200 220 240 260 10 80 11. 00 11. 20 11.40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083101.D

Aca On : 21 Nov 2015 3:32

Operator : UM/I1Z

Sample : 64485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.81 32.97 ng 1618030 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 851 (11.814 min): BF083101.D (-849) (-) m/z 73.10 100.00%

60 78
5000 %

213 T T T T[T T T T
143157171185 1gq

11.40 11.60 11.80 12.00 12.20
m/z 43.10 99.44%

227 941 256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000f 29 256 L L B L B

11,40 11,60 11.80 12.00 12.20
m/z 60.10 87.51%

2
143157171185 199

“‘ 1l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance
60 73

43 [T T T T T T

11.40 11.60 11.80 12.00 12.20

5000 129 m/z 55.10 86.97%
29
87 15 ah 214
101 143157 185

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

Abundance #37190: n-Decanoic acid B e e
60 +5 11.40 11.60 11.80 12.00 12.20
a1 m/z 41.10 80.92%
5000f{ 2
129
115

m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF112015\
Data File : BF083101.D

Acq On : 21 Nov 2015 3:32

Operator : UM/1Z

Sample - G4485-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

unknown11.13 11.13 56.6 ng 2777970
n-Hexadecanoic acid 11.81 33.0 ng 1618030

11.23 981480 20.0
11.23 981480 20.0

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .48 6.48 27.6 ng 4147320 1 6.70 3007540 20.0
unknown7 .78 7.78 16.2 ng 4045680 2 8.00 4994820 20.0
Cyclopropanecarbo. . . 8.13 20.0 ng 5001950 2 8.00 4994820 20.0
1-(3H-Imidazol-4-. .. 8.54 16.6 ng 4150080 2 8.00 4994820 20.0
unknown8 .59 8.59 29.6 ng 7391260 2 8.00 4994820 20.0
N-Cyano-3-methylb. .. 8.89 28.5 ng 2981660 3 9.74 2093380 20.0
6-Octenal, 3,7-di... 8.92 26.7 ng 2797530 3 9.74 2093380 20.0
unknown9.00 9.00 20.2 ng 2110670 3 9.74 2093380 20.0
unknown9.21 9.21 16.1 ng 1690300 3 9.74 2093380 20.0
unknown9 .33 9.33 28.8 ng 3009660 3 9.74 2093380 20.0
1,3-Hexadiene, 3-... 9.39 18.6 ng 1951570 3 9.74 2093380 20.0
unknown9 .54 9.54 16.3 ng 1708630 3 9.74 2093380 20.0
unknown10.14 10.14 19.3 ng 2024150 3 9.74 2093380 20.0
unknown10.20 10.20 23.6 ng 2465830 3 9.74 2093380 20.0
unknown10.27 10.27 21.6 ng 2266440 3 9.74 2093380 20.0
unknown10.65 10.65 27.6 ng 1357040 4 11.23 981480 20.0
unknown10.78 10.78 30.7 ng 1506630 4 11.23 981480 20.0

4
4
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