LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 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-BF012417 .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 3.196 92 97 99 rBv 33936 71087 1.04% 0.073%
2 3.344 107 110 116 rvVB 38933 81088 1.19% 0.083%
3 3.664 135 138 143 rVB 44282 79333 1.16% 0.081%
4 3.858 152 155 161 rBvV 41563 69875 1.02% 0.072%
5 4.441 203 206 211 rVB3 59279 119889 1.75% 0.123%
6 4.533 211 214 216 rBV 56053 71936 1.05% 0.074%
7 4.944 247 250 253 rBV 76901 86036 1.26% 0.088%
8 5.059 256 260 263 rVvv3 33050 81214 1.19% 0.083%
9 5.150 266 268 272 rVV 655895 762249 11.14% 0.781%
10 5.230 272 275 278 rVV3 90029 215229 3.15% 0.221%

11 5.276 278 279 282 rVvV 130822 139849 2.04% 0.143%
12 5.356 284 286 289 rvV 64146 87472 1.28% 0.090%
13 5.481 295 297 300 rBV 188258 191703 2.80% 0.196%
14 5.573 302 305 307 rBV 2121174 2378412 34.76% 2.437%
15 5.687 312 315 318 rBv4 59094 126600 1.85% 0.130%

16 5.744 318 320 323 rVB 135368 198668 2.90% 0.204%
17 5.801 323 325 326 rBV 67643 85991 1.26% 0.088%
18 5.847 326 329 330 rVVv3 154974 170894 2.50% 0.175%
19 6.007 337 343 345 rBV3 248531 430647 6.29% 0.441%
20 6.122 352 353 355 rBvV 63355 75981 1.11% 0.078%

21 6.179 355 358 360 rBv3 104917 257841 3.77% 0.264%
22 6.213 360 361 364 rvB2 79073 125293 1.83% 0.128%
23 6.270 364 366 371 rVB2 256468 414728 6.06% 0.425%
24 6.362 371 374 375 rBV3 86314 154564 2.26% 0.158%
25 6.396 375 377 378 rBvV2 88569 129748 1.90% 0.133%

26 6.430 378 380 381 rVvB 159760 178553 2.61% 0.183%
27 6.476 381 384 388 rBv3 180575 480692 7.03% 0.493%
28 6.567 390 392 393 rBvV 130999 132336 1.93% 0.136%
29 6.602 393 395 399 rvB 1286983 1753872 25.63% 1.797%
30 6.693 399 403 404 rBvV2 75826 116028 1.70% 0.119%

31 6.739 404 407 409 rBV 3642592 3802237 55.57% 3.896%
32 6.773 409 410 412 rVvv2 320931 428206 6.26% 0.439%
33 6.819 412 414 415 rVB2 282216 374515 5.47% 0.384%
34 6.899 419 421 425 rBV2 442173 700090 10.23% 0.717%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 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-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.967 425 427 429 rBV 1236786 1350126 19.73% 1.383%

36 7.013 429 431 432 rVB 115699 150228 2.20% 0.154%
37 7.036 432 433 436 rVB 351893 328996 4._.81% 0.337%
38 7.127 438 441 443 rBV 3525502 3748807 54.79% 3.841%
39 7.162 443 444 446 rBvY 199675 291740 4._.26% 0.299%
40 7.242 450 451 454 rVB3 68326 104026 1.52% 0.107%

41 7.299 454 456 461 rVB4 219517 498477 7.28% 0.511%
42 7.367 461 462 464 rBvV2 277338 469979 6.87% 0.482%
43 7.413 464 466 470 rVB2 391141 768822 11.24% 0.788%
44 7.482 470 472 475 rBV3 332282 883900 12.92% 0.906%
45 7.539 475 477 481 rVV 2446589 3508209 51.27% 3.595%

46 7.607 481 483 486 rVB4 308272 707251 10.34% 0.725%
47 7.665 486 488 492 rBv4 293300 601988 8.80% 0.617%
48 7.779 497 498 501 rBV3 257346 389977 5.70% 0.400%
49 7.836 501 503 505 rBv3 199079 321966 4.71% 0.330%
50 7.905 507 509 510 rBvV2 219443 318266 4._.65% 0.326%

51 7.939 510 512 515 rVvB2 607490 948442 13.86% 0.972%
52 7.996 515 517 520 rBV3 482280 1069723 15.63% 1.096%
53 8.076 520 524 527 rBV5 791512 1650304 24.12% 1.691%
54 8.202 534 535 537 rvB2 258989 248549 3.63% 0.255%
55 8.270 537 541 543 rBV2 1622173 2963165 43.30% 3.036%

56 8.316 543 545 549 rVB3 610964 1292096 18.88% 1.324%
57 8.373 549 550 553 rvB3 388644 447672 6.54% 0.459%
58 8.442 553 556 558 rBv4 868753 1747741 25.54% 1.791%
59 8.499 5568 561 562 rBV 1936333 2815744 41.15% 2.885%
60 8.602 569 570 572 rBv2 457059 487322 7.12% 0.499%

61 8.636 572 573 576 rvVB3 371251 505217 7.38% 0.518%
62 8.693 576 578 579 rBv2 992895 1298447 18.98% 1.330%
63 8.750 580 583 586 rvB4 756219 1705411 24.92% 1.747%
64 8.796 586 587 589 rvB2 432880 493578 7.21% 0.506%
65 8.842 589 591 592 rvB2 382468 449674 6.57% 0.461%

66 8.876 592 594 596 rBv2 300800 534971 7.82% 0.548%
67 8.933 597 599 601 rvB3 539492 652173 9.53% 0.668%
68 8.990 601 604 606 rBv4 680357 1562174 22.83% 1.601%
69 9.036 606 608 609 rBvV 705973 933657 13.64% 0.957%
70 9.082 610 612 613 rvv2 921263 897926 13.12% 0.920%

71 9.116 613 615 616 rvB2 310870 402047 5.88% 0.412%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 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-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 9.230 623 625 627 rBv2 482202 880713 12.87% 0.902%
73 9.356 634 636 637 rVB 3535865 3515216 51.37% 3.602%
74 9.390 637 639 642 rVB3 1030517 1572024 22.97% 1.611%
75 9.550 652 653 655 rvB2 642983 575921 8.42% 0.590%

76 9.722 664 668 670 rBv4 840222 2465619 36.03% 2.526%
77 9.939 685 687 689 rBv3 725843 1159809 16.95% 1.188%
78 10.030 693 695 697 rvv2 786485 1137657 16.63% 1.166%
79 10.271 714 716 720 rVB4 775578 1658143 24.23% 1.699%
80 10.476 729 734 740 rBV2 1938931 6842555 100.00% 7.011%

81 10.579 741 743 745 rVB3 820352 1246135 18.21% 1.277%
82 10.762 757 759 763 rVB2 804484 1351726 19.75% 1.385%
83 10.842 763 766 769 rVB 1670443 2539262 37.11% 2.602%
84 10.945 773 775 780 rVvv4 1374552 3069191 44.85% 3.145%
85 11.048 780 784 786 rvv4 878338 2417560 35.33% 2.477%

86 11.093 786 788 792 rVB4 1069571 2175049 31.79% 2.229%
87 11.242 800 801 804 rvv 767359 669031 9.78% 0.686%
88 11.288 804 805 809 rvB 849654 1150834 16.82% 1.179%
89 11.425 815 817 819 rvB2 973838 1469861 21.48% 1.506%
90 11.528 824 826 829 rVvB 1229152 1631406 23.84% 1.672%

91 12.088 873 875 885 rvB3 774801 1341315 19.60% 1.374%
92 12.316 892 895 897 rBvV 374131 539630 7.89% 0.553%
93 12.854 940 942 945 rVB 227884 241215 3.53% 0.247%
94 13.117 962 965 968 rVB 3241978 3646081 53.29% 3.736%
95 13.997 1040 1042 1051 rVB 128328 276346 4._.04% 0.283%

96 14.168 1054 1057 1059 rVB 1017260 1010437 14.77% 1.035%
97 15.642 1183 1186 1191 rVB 607891 889257 13.00% 0.911%

Sum of corrected areas: 97593640
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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: BF092563.D
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Abundance :

Mhdance TIC: BF092563.D

5000000
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1000000 15.64
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown6.74 Concentration Rank 2

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

6.74 56.32 ng 3802240 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 407 (6.739 min): BF092563.D (-404) (-) m/z 132.10 100.00%
5000 68
96 rryrrTTyTTrrTTTT T T
40 5y 6.40 6.60 6.80 7.00
0 g8 lewr o w/z 68.10  44.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U U L SRR
6.40 6.60 6.80 7.00
31 51 m/z 134.10 32.25%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 28.62%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.33%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown7.41 Concentration Rank 20

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

7.41 11.39 ng 768822 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. methoxv- 142 C9H180 013213-32-6 43
2 1-Methvlcvclohexanol 114 C7H140 000590-67-0 43
3 3-0Octen-2-ol. 2-methvl-. (2)- 142 C9H180 018521-07-8 38
4 Hexanal. 4.4-dimethvl- 128 C8H160 005932-91-2 37
5 Silane, ethenyldiethylmethyl- 128 C7H16Si 018292-29-0 35

Abundance Scan 466 (7.413 min): BF092563.D (-464) (-) m/z 71.10 100.00%
43 7t
5000
58 5
Lol ok LT b 156 1 Tk 7k
3 — 1 .'|:||, Al ,| . b M2ase 27 n/z 43.10  81.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19190: Cyclooctane, methoxy-
71
5000 A S L L
7.00 7.20 7.40 7.60 7.80
41 g - m/z 58.10 31.03%
99 110
0 ...,.2‘.7. I\I‘MI\I IH\I‘II\MIIHI\I redrrb |1|2|7| .14.2...,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71
7.00 7.20 7.40 7.60 7.80
5000 m/z 95.10 27 .46%
43 58
99
15 27 85 114
G S S I SR WL L B I BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19229: 3-Octen-2-ol, 2-methyl-, (2)- A BAREE A
3 ! 7.00 7.20 7.40 7.60 7.80
m/z 41.10 26.47%
5000 85
27 5o 127
15
0:‘||‘l“||‘i‘i‘|‘|“l“|:ml|“|“‘|‘||‘|g‘|9|]|-1|1||=‘i||1|4‘.|2|||||||||||||||||| R e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 Tetrahydrofuran, 2-hexyl- Concentration Rank 17

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

7.48 13.09 ng 883900 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahvdrofuran. 2-hexvl- 156 C10H200 003208-32-0 59
2 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 53
3 1.1-Dimethvilpropvl 2-ethvlhexanoate 214 C13H2602 1000099-99-2 50
4 3-Cvclopentvlpropionic acid., 2-t... 226 C13H2203 1000293-46-9 50
5 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 47

Abundance Scan 472 (7.482 min): BF092563.D (-470) (-) m/z 71.10 100.00%
7
5000
43
| S 7o 7k 7ho Tho
109 127 : : : :
0.,....,....',|.'...,.-.:'!',‘.5.3.'.'|."...,'.-!'..,..-.|.,....-,'....,...'.,...1.‘,19...,1.5:".‘.,.. m/z 43.10 34.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26981: Tetrahydrofuran, 2-hexyl-
7
5000 U UL UL L
a1 7.20 7.40 7.60 7.80
m/z 55.10 22 .69%
s e 2w
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
71
o 4 7% Tk 780 780
5000 m/z 41.10 20.12%
58 84
o 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #65614: 1,1-Dimethylpropyl 2-ethylhexanoate e e ERRES BE s
7 7.20 7.40 7.60 7.80
m/z 58.10 13.17%
5000 43 57
L .8 L1
L A A R A KA RS AR BARAN LALAS ARSN SARAN AL RARRI RN U UL L L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown8.44 Concentration Rank 18

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

8.44 11.80 ng 1747740 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 1l-cvclopropvl- 96 C6H80 059819-62-4 30
2 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 25
3 1.5-Heptadiene. 3.3.5-trimethvl- 138 C10H18 074630-29-8 22
4 2-Pentene. 3-methvl-. (BE)- 84 C6H12 000616-12-6 18
5 2-Propenoic acid, 2-methyl-, eth... 114 C6H1002 000097-63-2 18

Abundance Scan 556 (8.442 min): BF092563.D (-553) (-) m/z 69.10 100.00%
6o 9
41

5000

8.20 8.40 8.60 8.80

01 m/z 95.10 96.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #2766: 2-Propen-1-one, 1-cyclopropyl-
7 4 55 69
5000 96 LA B L L L L L L
8.20 8.40 8.60 8.80
m/z 55.10 96.35%
Oberprelbrrrelllbereptdber el e ..‘..,....,....,....,....,....,....,....,....,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
95
R N EEEE S s E R
41 67 8.20 840 8.60 8.80
5000 m/z 41.10 82.40%
55
27 110
81
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #16328: 1,5-Heptadiene, 3,3,5-trimethyl- e RARREEE RS
69 8.20 8.40 8.60 8.80
41 m/z 96.10 53.56%
5000
95
G S TR LN
Ot e e e e e e e e e e e R N EEEE S s E R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 12

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

8.50 19.01 ng 2815740 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-T1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 78
2 Dipropvlene alvcol 134 C6H1403 025265-71-8 78
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
4 2-Propanol. 1.1"-I(1-methvl-1.2-... 192 C9H2004 001638-16-0 72
5 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 72

Abundance Scan 561 (8.499 min): BF092563.D (-558) (-) m/z 59.10 100.00%
59
5000
a1 103
8.20 8.40 8.60 8.80
74
O lSO L T4 87| S 131 19 164176 163 05 23.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39173: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59
5000 4l
103 8.20 8.40 8.60 8.80
31 m/z 41.10 17.16%
o 15 Ll B oes 117 129 143 159 174
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59
820 840 860 880
5000 m/z 45.10 13.44%
31 45 103
15 75 89
s L S L UL L UL S B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14599: 1-Propanol, 2-(2-hydroxypropoxy)- AN aa a2
59 8.20 8.40 8.60 8.80
m/z 57.10 12.69%
5000
31 103
0 \‘ “\\‘ u, 75 89
LA UL AL SN LR SARLALL UL BRI UURLEL SRR RN S R
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown8.75 Concentration Rank 19

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

8.75 11.51 ng 1705410 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 38
2 3.4-Dimethvicvclohexanol 128 C8H160 005715-23-1 30
3 Bicvclol2.2.1Theptane-2-carboxal... 138 C9H140 015780-36-6 30
4 Cvclohexanol. 3.5-dimethyl- 128 C8H160 005441-52-1 30
5 3-Octyne, 7-methyl- 124 C9H16 037050-06-9 30

Abundance Scan 583 (8.750 min): BF092563.D (-580) (-) m/z 109.10 100.00%
9

5000

8.40 8.60 8.80 9.00

0 m/z 71.10 81.58%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #24135: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-
109
43
5000 67 LI L L L L L LB L
137 8.40 8.60 8.80 9.00
55 81 152 m/z 81.10 56.35%
e
0 . i LWL all !
A L o B B AN M e e o
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
71
B
43 95 8.40 8.60 8.80 9.00
5000 81 m/z 67.10 55.17%
55
29 110
4 15 127
T T T e T T
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #17008: Bicyclo[2.2.1]heptane-2-carboxaldehyde, 3-methyl-,... B
6 109 8.40 8.60 8.80 9.00
! m/z 43.10 54.59%
5000
4l 55 81
94
N B
o I FRSY) M O OO L e S
m/z--> 0 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF012417 .M Fri Jan 27 18:07:45 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown9.23 Concentration Rank 15

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

9.23 15.48 ng 880713 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 20
2 Ethanone. 1-T4-(1-methvlethenvl)... 160 C11H120 005359-04-6 20
3 Benzene. 1-(l-methvlethenvl)-3-(... 160 C12H16 001129-29-9 18
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 14
5 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 11

Abundance Scan 625 (9.230 min): BF092563.D ( 623) (-) m/z 95.10 100.00%
1

5000

8.80 9.00 9.20 9.40 9.60

0 m/z 105.10 99.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29354: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145
5000 LN L L L L LB
160 8.80 9.00 9.20 9.40 9.60
- 15 m/z 145.10 87.28%
15 27 L 63 77 ‘ 102 131 |
T L o e e SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
R LA s Ra
8.80 9.00 9.20 9.40 9.60
5000 160 m/z 97.10 79.07%
115
43 o1
ol 15 27 53 65 77 102 128
L B I B B s B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29470: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- A BEEasEEaLES
145 8.80 9.00 9.20 9.40 9.60
m/z 55.10 60.20%
5000 160
91 105 17
5 27 S e T \‘ b
ol ..,.u..‘,....,‘ﬂ..uw. u..,.. A e
m/z--> 20 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF012417 .M Fri Jan 27 18:07:46 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown9.72 Concentration Rank 4

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

9.72 43.35 ng 2465620 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Heptadiene. 2.6-dimethvl- 124 C9H16 004634-87-1 25
2 Cvclopropane. 1.1-dimethvl-2-(2-... 124 C9H16 033422-32-1 22
3 3-Heptvne. 2.2-dimethvl- 124 C9H16 029022-29-5 22
4 Benzenemethanamine. 4-fluoro- 125 C7H8FN 000140-75-0 18
5 Bicyclo[2.2.1]heptan-2-one, 5-hy... 168 C10H1602 039850-78-7 14

Abundance Scan 668 (9.722 min): BF092563.D (-664) (-) m/z 69.10 100.00%
5000
157 940 9.60 9.80 10.00
o 178 193205 220 m/z 109.10 85.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10355: 2,4-Heptadiene, 2,6-dimethyl-
109
67
5000 124 AR RN AR
9.40 9.60 9.80 10.00
m/z 55.10 84 .70%
0 H Jl w‘ "
"”I"'W""P"'I”"I'”'I"”I"'W""P"'I”
m/z--> 100 120 140 160 180 200 220
Abundance
67 109
940 9.60 9.80 10.00
5000 124 m/z 41.10 75.73%
41 81
55
29 95
R R S S WL L L L B WL I W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10324: 3—Heptyne, 2,2—dimethy|— LA L L B L BN |
67 109 9.40 9.60 9.80 10.00
m/z 124.15 72.78%
5000 A s o1 124
‘ | 95
O M‘Iwﬂ M"“MI'M'IJ"'P"'I"”I""P"'I" AR RN AR
m/z--> 20 40 60 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF012417 .M Fri Jan 27 18:07:46 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown9.94 Concentration Rank 11

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

9.94 20.39 ng 1159810 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 1.9-dibromo- 284 C9H18Brz2 004549-33-1 35
2 6-Methvl-hept-2-vn-4-ol 126 C8H140 060018-69-1 22
3 2-n-Butvlthiolane. S.S-dioxide 176 C8H1602S 071053-03-7 22
4 Cvclohexane. 1.1"-(1.2-dimethvl-... 222 C16H30 074663-71-1 22
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 22

Abundance Scan 687 (9.939 min): BF092563.D (-685) (-) m/z 69.10 100.00%

5000

9.60 9.80 10.00 10.20
m/z 55.10 79.81%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109057: Nonane, 1,9-dibromo-
55 69

5000

9.60 980 1000 1020
m/z 41.10 54 .93%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
R R I REEmERmEes )
9.60 9.80 10.00 10.20
5000 m/z 83.10 54 _.03%
41 111

27 55 84 125

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

Abundance #40285: 2-n-Butylthiolane, S,S-dioxide s B

69 9.60 9.80 10.00 10.20
m/z 145.10 49.56%

55
5000
111 159

0.”,””“.”“.”“”.“”..”..”w.”w.”w”..”.w”.w””,”. M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20

8270-BF012417 .M Fri Jan 27 18:07:47 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 1H-Benzotriazole, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.27 29.15 ng 1658140 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 97
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 93
3 4-Ethvlbenzoic acid. 2-phenvleth... 254 C17H1802 1000293-50-1 27
4 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 20
5 2-Pyridinecarbonitrile 104 C6H4N2 000100-70-9 18
Abundance Scan 716 (10.271 min): BF092563.D (-714) (-) m/z 104.10 100.00%
104
133
5000 55 69
41
83 A NI M e
10.00 10.20 10.40 10.60
ol 194 211 230 m/z 133.10 59.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14202: 1H-Benzotriazole, 4-methyl-
104
133
5000 78 L BN BN IS SR
51 1000 10.20 10,40 10.60
39 m/z 69.10 49 .94%
7709 L
0 |||||‘|||“‘|||‘|‘||M||MH|||9(|)||“ — ||l‘|||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
104 133
10.00 10.20 10.40 10.60
5000 m/z 55.10 45 .08%
78
51
ol 15 27 39 63 90
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90962: 4-Ethyloenzoic acid, 2-phenylethy! ester e B A RRREE R
104 10.00 10.20 10.40 10.60
m/z 78.10 35.94%
133
5000
ol 2135 65 H L us | 150
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 10,00 10.20 10.40 10.60

8270-BF012417 .M Fri Jan 27 18:07:48 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 (3-Methoxyphenyl)acetonitrile Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.48 120.29 ng 6842560 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3-MethoxvphenvD)acetonitrile 147 C9HONO 019924-43-7 53
2 Benzimidazole. 2-amino-l1-methvl- 147 C8HON3 001622-57-7 50
3 Benzoic acid. 4-propvl-. 4-cvano... 265 C17H15NO2 056131-49-8 47
4 Benzoic acid. 4-propvl-. 4-cvano... 283 C17H14FNO2 086776-51-4 47
5 o-Diacetylbenzene 162 C10H1002 000704-00-7 46

Abundance Scan 734 (10.476 min): BF092563.D (-729) (-) m/z 147.15 100.00%
147
5000
91 105117 163 192
7 10.20 10.40 10.60 10.80
0 ...,....-,l'....,....,..|..,.|'..'.|",.1.39.,. ..i|...1.7,8...-.,..2.1.5,....,. m/z 192.15 25.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21596: (3-Methoxyphenyl)acetonitrile
147
5000 7
116 13 10.20 10.40 10.60 10.80 '
30 51 63 90 104 1 m/z 91.10 21.32%
o 15 27 f | ‘ ‘H |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
147
110.20 10.40 10.60 10.80
5000 m/z 117.10 20.14%
119
105
39 51 g3 /7 90 131
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97373: Benzoic acid, 4-propyl-, 4-cyanopheny! ester e REEEE m e
147 10.20 10.40 10.60 10.80
m/z 105.10 18.74%
5000
91
oL 24 3T | 108 193 | 16 236
m/z--> 20 Jo éo éo 100 120 140 160 180 200 220 240 1020 10.40 10.60 10.80

8270-BF012417 .M Fri Jan 27 18:07:49 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknownl10.58 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.58 21.91 ng 1246140 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 25
2 1.3-Heptadiene. 5.5-dimethvl- 124 C9H16 024618-86-8 25
3 Phenol. 2-methoxv- 124 C7H802 000090-05-1 20
4 2-Acetvl-5-methvilfuran 124 C7H802 001193-79-9 18
5 Mequinol 124 C7H802 000150-76-5 18
Abundance Scan 743 (10.579 min): BF092563.D (-741) (-) m/z 95.10 100.00%
95 109
67
5000 M 81
55
10.20 10.40 10.60 10.80
0 212 230 m/z 109.10 87.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5874: 1,4-Pentadiene, 2,3,3-trimethyl-
95
67
5000 41 USRS RN U R
55 10. 20 10 40 10. 60 10.80
110 m/z 178.15 53.66%
27
0...“U.ﬂw.h T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
95
67 10.20 10.40 10.60 10.80
5000 27 41 55 m/z 67.10 53.11%
79 109 124
e s R R IR S S RS SRR RN RAARS BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10078: Phenol, 2-methoxy- e ma E e AR
109 124 10.20 10.40 10.60 10.80
m/z 81.10 45 _.74%
5000 81
5 27 39 5‘ 65 95 ‘
o) - ”” ..‘l. PN P ”\” | — T AT
m/z--> 25 45 éo éo 160 120 150 1éo 180 200 250 250 1020 1040 1060 1080

8270-BF012417 .M Fri Jan 27 18:07:50 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknownl10.76 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.76 23.76 ng 1351730 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-5-n-hexyladamantane 248 C18H32 052873-50-4 35
2 Silane. triethoxypropvl- 206 C9H2203Si 002550-02-9 35
3 Benzonitrile. 2.4-dimethoxy- 163 C9HONO2 004107-65-7 27
4 Benzeneacetic acid. .alpha...alp... 209 C10H11NO4 126802-52-6 27
5 1,2-Hexanediol, 1,2-diphenyl- 270 C18H2202 080475-19-0 27
Abundance Scan 759 (10.762 min): BF092563.D (-757) (-) m/z 163.10 100.00%
163
5000 133
69 120 16192 TTTT T T T T T T T T TrTTyT
41 55 149 r | 10.40 10.60 10.80 11.00
I NN L VP |'-' '|-' N .,....,|'. . I', 209220 236 | Thyz 133.10  44.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87371: 1,3-Dimethyl-5-n-hexyladamantane
163
5000 AR DU SR B
10 40 10 60 10. 80 11.00
107 m/z 175.15 31.01%
o 5 79 9§ 121135149 | 205 233 248
m/z--> 25 45 65 85 160 150 150 1éo 180 200 250 250
Abundance
163
o 10.40 10,60 10.80 11.00
5000 m/z 192.20 25.95%
29 45 63 79 -
0 15 92 105 149 191 206
m/z--> 25 45 eb 8b 160 150 1&0 1éo 180 200 250 250
Abundance #31452: Benzonitrile, 2,4-dimethoxy- A NLAREN Y
163 10.40 10.60 10.80 11.00
m/z 107.10 24 .60%
5000
134
120
oL15 3951 %77 90104 717 | 148 |
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 180 200 250 24'10 10 40 10 60 10. 80 11. oo '

8270-BF012417 .M Fri Jan 27 18:07:50 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 2-(2-Thienyl)pyridine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.94 37.63 ng 3069190 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-ThienvD)pvridine 161 C9H7NS 003319-99-1 50
2 Benzoic acid. 4-(4-butvlbenzamido)- 297 C18H19NO03 313518-53-5 43
3 4-Butvlbenzoic acid. phenvl ester 254 C17H1802 085090-12-6 43
4 4.5.6.7-Tetramethviphthalide 190 C12H1402 029002-54-8 38
5 4-Phenylpiperidine 161 C11H15N 000771-99-3 38
Abundance Scan 775 (10.945 min): BF092563.D (-773) (-) m/z 161.20 100.00%
161
o fwiw
91 206 e =S
41 5|7 | 107 o 182 I 21 10,60 10.80 11.00 1120
Obrrprrreterl P8 bl b b 20 L 82 L2 o Tm/z 206.20 21.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #30326: 2-(2-Thienyl)pyridine
161
5000 AU SR BB
10,60 10.80 11.00 11.20
117 m/z 91.10 18.69%
0'w?zﬂhwﬁ““HHHVHJwﬁw'“'M'WH“"“w“w'HWH'WH“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
161
10,60 10.80 11.00 1120
5000 91 m/z 163.10 14.07%
. 41 65 118, 4, 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #90949: 4-Butylbenzoic acid, phenyl ester R R o o
161 10.60 10.80 11.00 11.20
m/z 57.10 14.03%
91
. 39 65 1}8133 | 178 211 254
m/z--> ﬁo Jo eb 85 100 120 140 160 180 200 220 240 260 280 300 10,60 10.80 11.00 11.20

8270-BF012417 .M Fri Jan 27 18:07:51 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknownl11.05 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.05 29.64 ng 2417560 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.4.4-tetramethvl- 140 C10H20 002223-52-1 18
2 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 14
3 1.2-Diphenvlethvlene diacetate 298 C18H1804 003682-07-3 14
4 Acetamide. N-(4-methviphenvl)- 149 C9H11NO 000103-89-9 14
5 Cyclooctanecarboxaldehyde 140 C9H160 006688-11-5 11
Abundance Scan 784 (11.048 min): BF092563.D (-780) (-) m/z 107.10 100.00%
107
69 135
" 149
5000 M o>
L ” % 110,80 11.00 11.20 11.40
b e AL LI il m/z 69.10 74.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17376: Cyclohexane, 1,1,4,4-tetramethyl-
69
41 125
55
5000 LRI S SULRLN S B
10,80 11.00 11.20 11.40
83 m/z 135.10 72.51%
0 H ‘ | 95109 | 140
m/z--> 20 40 ' éo 100 120 140 160 180 200 220 240
Abundance
107
110,80 11.00 11.20 11.40
5000 149 m/z 149.10 63.83%
43
65 '/ o1
e R R R RS s RN A SRS A LS RRRRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116481: 1,2-Diphenylethylene diacetate A R B
107 149 10.80 11.00 11.20 11.40
m/z 125.15 61.77%
43
5000
ol 15 28 63 091 | 119133 165179 196 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknownl11.09 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.09 26.66 ng 2175050 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 35
2 Acetamide. N-(4-methviphenvI)- 149 C9H11NO 000103-89-9 30
3 37.4"-Formoxvlidide 149 C9H11NO 006639-60-7 25
4 Phenol. 4-(1-methvipropvl)- 150 C10H140 000099-71-8 25
5 1,2-Benzenedicarboxylic acid, di... 250 C14H1804 000131-16-8 22
Abundance Scan 788 (11.093 min): BF092563.D (-786) (-) m/z 121.10 100.00%
121 149
107
5000 55
a1 135 T
191 10.80 11.00 11.20 11.40
o) S '|||' .|..| ol |I||| |l.| ul, |I. i 1r2 203 220 237 m/z 149.10 89 _51%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149
107
5000 UL DL BN SURLE SRR
10 80 11. oo 11. 20 11. 40
3g 52 79 m/z 107.10 63.12%
0 | H \‘ 65 ‘\ 94 ‘\ 12\0135 |
m/z--> ﬁo Jo 65 85 160 150 1&0 1éo 180 200 250 250
Abundance
107
110.80 11,00 11.20 11.40
5000 149 m/z 55.10 48 .82%
43 77
ol 14 27 65 91 132
m/z--> ﬁo Jo eb 85 160 150 1&0 1éo 180 200 250 250
Abundance #22540: 3,4 Formoxylldlde LI L L L L L
149 10.80 11.00 11.20 11.40
m/z 135.10 29.84Y%
106 120
5000
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 180 200 250 24'10 10 80 11. oo 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 3-Octen-5-yne, 2,2,7,7-tetr... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.29 14.11 ng 1150830 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octen-5-vne. 2.2.7.7-tetrameth... 164 C12H20 055976-12-0 72
2 1.3-Cvclopentadiene. 5.5-dimethy... 178 C13H22 1000163-88-0 56
3 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 47
4 7-Methvlthienol3.2-blpvridine 149 C8H7NS 013362-83-9 47
5 Silane, 1,3-heptadiynyltrimethyl- 164 C10OH16Si 019024-47-6 42
Abundance Scan 805 (11.288 min): BF092563.D (-804) (-) m/z 149.10 100.00%
149
5000 107

11.00 11.20 11.40 11.60

121
a1 % 77 91 134 | 162176190 205 224 248

S P T N il s m/z 107.10 42.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32007: 3-Octen-5-yne, 2,2,7,7-tetramethyl-, (E)-
1 149 164
107
91 121
7
5000 27 55 LA L L
3 11.00 11.20 11.40 11.60
134 m/z 150.15 16.96%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
149
R IR R R
11.00 11.20 11.40 11.60
5000 m/z 121.10 8.61%
107
178
IR i e e e e S R SRR S SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22328: Pyridine, pentamethyl- B A RRREE R
149 11.00 11.20 11.40 11.60
m/z 55.10 8.32%
5000
93 134
27 53 ‘ 107 101
0..wﬂnﬂﬁ.h,”.w.”.“.”,”...ﬂ...” S — N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknownll.42 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.42 18.02 ng 1469860 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethvl-4H-furol3.2-clpvran... 164 C9H803 087785-58-8 14
2 Euaenol 164 C10H1202 000097-53-0 11
3 Imidazole. 2.5-dimethvl-4-triflu... 164 C6H7F3N2 081769-62-2 11
4 (.alpha...alpha...alpha.-Trifluo... 204 C9H7F302 032857-62-8 11
5 Methanimidamide, N"-(3-hydroxyph... 164 C9H12N20 025635-97-6 11

Abundance Scan 817 (11.425 min): BF092563.D (-815) (-) m/z 159.20 100.00%

1%9

5000

11.20 11.40 11.60 11.80

241 262

o} m/z 164.10 88.28%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #32452: 2,6-Dimethyl-4H-furo[3,2-c]pyran-4-one
164
149
5000 LA L L L LB L L LB
11.20 11.40 11.60 11.80
50 79 9 135 m/z 129.10 71.26%
o,”.W.JHM.”,”JW.”.“.J,”..‘”...” .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
164
R
11.20 11.40 11.60 11.80
5000 m/z 128.10 70.75%
77 149
39 55 91103 131
27
O o TR T F o ol R
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #32211: Imidazole, 2,5-dimethyl-4-trifluoromethyl- R B BREE B
164 11.20 11.40 11.60 11.80
m/z 146.10 55.79%
5000 42
69 % 145
Ol B e 08 || e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092563.D

Aca On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 14
R.T. EstConc Area Relative to ISTD R.T.
12.09 16.44 ng 1341320 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 875 (12.088 min): BF092563.D (-873) (-) m/z 73.10 100.00%
43 51 78
5000 129 /\A»\ﬁ,__y,,JA¥__~_\~___ﬁ_
97 213 L e S R mmm
| H 115 143157171185, oo 207241256 576 11.80 12,00 12.20 12.40
0 M 1 m/z 60.00 98.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73

:

5000 29 256 L e e
11.80 12.00 12.20 12.40
21 m/z 43.10 95.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 AREaEEE
11.80 12.00 12.20 12.40
5000 129 m/z 57.10 89.73%
29 87 185
115 143 __171 228
101
o 15 157 199513
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid B A RRREE R
43 g 73 11.80 12.00 12.20 12.40
m/z 55.10 76.92%
5000

[

T T T T
11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092563.D

Acq On : 27 Jan 2017 8:49

Operator : SJ/MA

Sample : 11353-01

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

11.53 1631410 20.0
11.53 1631410 20.0

unknownll.42 11.42 18.0 ng 1469860
n-Hexadecanoic acid 12.09 16.4 ng 1341320

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .74 6.74 56.3 ng 3802240 1 6.97 1350130 20.0
unknown7 .41 7.41 11.4 ng 768822 1 6.97 1350130 20.0
Tetrahydrofuran, ... 7.48 13.1 ng 883900 1 6.97 1350130 20.0
unknown8 .44 8.44 11.8 ng 1747740 2 8.27 2963170 20.0
2-Propanol, 1-[1-... 8.50 19.0 ng 2815740 2 8.27 2963170 20.0
unknown8.75 8.75 11.5 ng 1705410 2 8.27 2963170 20.0
unknown9.23 9.23 15.5 ng 880713 3 10.03 1137660 20.0
unknown9 .72 9.72 43.4 ng 2465620 3 10.03 1137660 20.0
unknown9 .94 9.94 20.4 ng 1159810 3 10.03 1137660 20.0
1H-Benzotriazole, ... 10.27 29.1 ng 1658140 3 10.03 1137660 20.0
(3-Methoxyphenyl) ... 10.48 120.3 ng 6842560 3 10.03 1137660 20.0
unknown10.58 10.58 21.9 ng 1246140 3 10.03 1137660 20.0
unknownl10.76 10.76 23.8 ng 1351730 3 10.03 1137660 20.0
2-(2-ThienyDpyri... 10.94 37.6 ng 3069190 4 11.53 1631410 20.0
unknownl1l.05 11.05 29.6 ng 2417560 4 11.53 1631410 20.0
unknownl11.09 11.09 26.7 ng 2175050 4 11.53 1631410 20.0
3-Octen-5-yne, 2,... 11.29 14.1 ng 1150830 4 11.53 1631410 20.0

4
4
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