LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 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-BF122116.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

4.633 247 249 252 rBV 332614 539529 11.22% 0.679%
4.690 252 254 259 rvB2 28719 68261 1.42% 0.086%
rBvV 1381999 2434236 50.63% 3.062%
5.204 297 299 302 rvVv 98661 133585 2.78% 0.168%
5.261 302 304 307 rvB2 50559 71534 1.49% 0.090%

abrwWNPEF
a1
=
N
N
N
(o}
o
N
O
N
N
©
\]

5.399 311 316 319 rvVvB2 86264 148953 3.10% 0.187%

6

7 5.547 326 329 331 rvB2 59203 89858 1.87% 0.113%
8 5.650 334 338 341 rBv2 119621 217496 4._.52% 0.274%
9 5.730 341 345 347 rBV2 42227 99595 2.07% 0.125%
10 5.924 360 362 364 rBvV2 41775 62782 1.31% 0.079%

11 5.959 364 365 368 rvB 121664 176797 3.68% 0.222%
12 6.016 368 370 377 rBV5 92067 232252 4._.83% 0.292%
13 6.119 377 379 381 rBV 145604 210138 4._37% 0.264%
14 6.153 381 382 385 rBV 76495 95879 1.99% 0.121%
15 6.210 385 387 392 rBV 1398367 1823632 37.93% 2.294%

16 6.302 392 395 399 rvB 3937840 4121914 85.73% 5.185%
17 6.427 402 406 407 rBv2 108815 210003 4._.37% 0.264%
18 6.473 407 410 412 rVB3 278952 505511 10.51% 0.636%
19 6.519 412 414 419 rBvV 967387 1341402 27.90% 1.687%
20 6.610 421 422 425 rVB3 47845 90376 1.88% 0.114%

21 6.679 425 428 432 rBV2 3800560 4808156 100.00% 6.048%
22 6.736 432 433 435 rBV2 57730 98683 2.05% 0.124%
23 6.782 435 437 439 rVB 504929 448708 9.33% 0.564%
24 6.873 441 445 447 rBV3 379364 632338 13.15% 0.795%
25 6.907 447 448 450 rVB 102972 107398 2.23% 0.135%

26 6.953 450 452 453 rBvV 76519 115412 2.40% 0.145%
27 6.976 453 454 457 rVB2 81317 125902 2.62% 0.158%
28 7.056 457 461 463 rBvV2 500820 807890 16.80% 1.016%
29 7.102 463 465 468 rBV2 3083668 3805182 79.14% 4._.786%
30 7.182 468 472 474 rBVS5 323427 715723 14.89% 0.900%

31 7.216 474 475 480 rVB3 243717 337592 7.02% 0.425%
32 7.307 480 483 484 rBV3 424391 616295 12.82% 0.775%
33 7.399 487 491 493 rBV3 282550 571719 11.89%% 0.719%
34 7.445 493 495 496 rBv2 108541 108251 2.25% 0.136%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 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-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.479 496 498 499 rBv2 235500 474274 9.86% 0.597%

36 7.502 499 500 501 rVB 272147 186693 3.88% 0.235%
37 7.547 501 504 508 rBv4 581300 1161630 24.16% 1.461%
38 7.616 508 510 511 rBV 232139 308211 6.41% 0.388%
39 7.639 511 512 514 rVB2 148934 196919 4._.10% 0.248%
40 7.673 514 515 519 rvB3 119239 179285 3.73% 0.226%

41 7.810 521 527 529 rBV 1631294 2795132 58.13% 3.516%
42 7.947 535 539 540 rBv4 255890 426703 8.87% 0.537%
43 8.016 543 545 546 rBV 701524 1036343 21.55% 1.304%
44 8.050 546 548 550 rvB2 590991 1071006 22.27% 1.347%
45 8.119 550 554 555 rBv3 407407 1000496 20.81% 1.258%

46 8.187 555 560 564 rVB2 1271324 3081654 64.09% 3.876%
47 8.256 564 566 567 rBV 773488 1018975 21.19% 1.282%
48 8.359 569 575 578 rvB2 1628052 4170926 86.75% 5.246%
49 8.416 578 580 582 rvB2 313182 352406 7.33% 0.443%
50 8.473 582 585 587 rBV 749884 1133363 23.57% 1.426%

51 8.508 587 588 591 rBv3 360748 519822 10.81% 0.654%
52 8.565 591 593 595 rBv2 571381 951135 19.78% 1.196%
53 8.599 595 596 600 rBv4 860856 2504380 52.09% 3.150%
54 8.759 609 610 612 rVB2 429294 381789 7.94% 0.480%
55 8.793 612 613 615 rBv2 234106 296912 6.18% 0.373%

56 8.850 617 618 619 rvv 484665 552780 11.50% 0.695%
57 8.896 619 622 624 rVV 3066681 3781741 78.65% 4._.757%
58 8.965 626 628 632 rvB4 532801 803300 16.71% 1.010%
59 9.090 632 639 641 rBv8 658629 2389489 49.70% 3.006%
60 9.262 652 654 655 rBvV 379155 345236 7.18% 0.434%

61 9.308 656 658 662 rVB5 596234 928941 19.32% 1.168%
62 9.433 666 669 670 rBv3 423410 645601 13.43% 0.812%
63 9.570 678 681 685 rvB2 811909 1407282 29.27% 1.770%
64 9.685 686 691 695 rvv4 722190 2438452 50.71% 3.067%
65 9.753 695 697 700 rvv3 219836 337477 7.02% 0.425%

66 9.913 710 711 712 rBV 405823 509310 10.59% 0.641%
67 10.108 722 728 730 rVB6 532321 1583918 32.94% 1.992%
68 10.371 746 751 752 rVB 1342576 2149180 44.70% 2.703%
69 10.451 752 758 759 rBV 1729440 4620650 96.10% 5.812%
70 10.485 759 761 764 rvv4 404788 1053018 21.90% 1.325%

71 10.565 766 768 769 rVB 376916 444992 9.25% 0.560%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 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-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 11.045 809 810 814 rVB 813229 1154179 24.00% 1.452%
73 11.628 859 861 863 rvB2 271355 326818 6.80% 0.411%
74 12.634 946 949 951 rBV 2608103 2830862 58.88% 3.561%
75 13.537 1026 1028 1033 rBV 91773 176195 3.66% 0.222%

76 13.674 1037 1040 1042 rBV 570071 606189 12.61% 0.763%
77 15.022 1156 1158 1160 rBV 384628 478712 9.96% 0.602%
78 15.102 1162 1165 1167 rBV2 101733 281479 5.85% 0.354%
79 15.400 1189 1191 1194 rBV 81224 118637 2.47% 0.149%
80 15.811 1224 1227 1230 rVB 101094 175074 3.64% 0.220%

81 16.280 1265 1268 1274 rVB 67891 138939 2.89% 0.175%

Sum of corrected areas: 79499487
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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: BF092404.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 16

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

4.63 8.04 ng 539529 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23

Abundance Scan 249 (4.633 min): BF092404.D (-247) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 N R A e S
420 440 460 4.80 5.00
83.0
o...,....,....,....','....,..~:!,...6.9,1....,....,...:,|...1.1,1..1.., m/z 59.10 60.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N LA R R R
59.0 420 440 460 4.80 5.00
0
150 a0 1010 m/z 101.00 22 .57%
0"'w'hw"“H“"w“"w"“l"“l'“'?iq'l“'*m"w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
420 440 460 480 5.00
5000 m/z 58.00 15.00%
101.0
L1580 310 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol T ...
59.0 420 440 460 4.80 5.00

m/z 41.10 9.38%

5000 31 73.0
\‘\‘ “ 1l 1 | 84.0 101.0 N\

m/z--> 10 20 60 70 80 90 100 110 420 440 460 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.30 Concentration Rank 3

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

6.30 61.46 ng 4121910 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 395 (6.302 min): BF092404.D (-392) (-) m/z 132.00 100.00%
132.0
5000 68.0
200 w0 J o5 650 ¢ Gho
01 B e L L m/z 68.05 45 _30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IS RN LS N R
6.00 6.20 6.40 6.60
310 510 m/z 134.00 33.04%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
600 620 640 660
5000 m/z 66.00 27 .73%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R N REE R m R s e
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 17 .45%
74.0
5000 98.0 116.0
0 |||||||||||||‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Benzene, 1,2-diethyl- Concentration Rank 12

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

6.87 9.43 ng 632338 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 92
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 64
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 50
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 49

Abundance Scan 445 (6.873 min): BF092404.D (-441) (-) m/z 105.05 100.00%
105.1 119.1
134.1
5000 83.0
411 561

6.60 6.80 7.00 7.20
..,....,....,....|||.|.. |I.||‘I e || . || " |. ||.|.|..|:|:I....,..'..,....:E?f".'.zp. m/z 119.10 89 _23%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14324: Benzene, 1,2-diethyl-
105.0 119.0
5000 134.0
910 6.60 6.80 7.00 7.20
. m/z 134.10 53.43%
0270390 51.0 650 ‘ ‘
0 |, ‘\ \‘ \‘ ‘ | ‘\ | !
”P”qnupuquupuq””P”qunpuqunpnqnnpuquupuq”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105.0 119.0
6.60 6.80 7.00 7.20
5000 134.0 m/z 83.05 39.97%

91.0

27.0 410 g3, 650 /0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14326: Benzene, 1,3-diethyl- e e AR AR
105.0 119.0 6.60 6.80 7.00 7.20
m/z 91.00 34.81%
5000 134.0
91.0
77.0
39.0 51.0 65.0
e eyt pereferey ety
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 3-Hexyne Concentration Rank 14

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

7.55 8.31 ng 1161630 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexvne 82 C6H10 000928-49-4 55
2 3-Octvne. 2-methvl- 124 C9H16 055402-15-8 38
3 1-Cvclobutanone.2-(2-methvl-1-pr... 124 C8H120 091531-45-2 38
4 Bicvclol4.1.01lheptane. 2-methvl- 110 C8H14 041977-46-2 38
5 Cyclohexene, 1-butyl- 138 C10H18 003282-53-9 38

Abundance Scan 504 (7.547 min): BF092404.D (-501) (-) m/z 55.10 100.00%
41.1 591
5000
132.1145.1 S ——
7.20 7.40 7.60 7.80
o m/z 41.10 91.76%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1164: 3-Hexyne
41.0 67.0 82.0
5000 R AL SR L
27.0 7.20 7.40 7.60 7.80
m/z 67.10 83.73%
0 .]-ll(-)...‘.l.‘l‘..“l“..Hl“.l“.“l..“l“....|....|....|....|..
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
67.0
82.0 720 740 7.60 7.80
5000 m/z 87.00 81.05%
41.0
95.0
109.0 1549
S L L N L L UL UL S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #10239: 1-Cyclobutanone,2-(2-methyl-1-propenyl)
67.0 7.20 7.40 7.60 7.80
82.0 m/z 82.05 77.75%
39.0
5000
53.0
96.0
0-|- ..??MQ..'....|....|....luuuullzf]...O..l....l.. R RRRRSEEELS e e
m/z--> 0 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19

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

8.02 7.42 ng 1036340 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 96
2 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 76
3 Naphthl'l.2-bloxirene. 1a.2.3.7b-... 146 C10H100 002461-34-9 62
4 2-Propenoic acid. 3-phenvl-. 2-p... 252 C17H1602 000103-53-7 38
5 Benzeneethanol, .alpha.,.alpha.-... 162 C11H140 025982-72-3 38

Abundance Scan 545 (8.016 min): BF092404.D (-543) (-) m/z 104.00 100.00%
104.0
5000 146.1
1 69.1 131.1
41.1 55.
84.1 7.60 7.80 8.00 820 8.40
0 bt 1602 1822 1 Th777146.10 49.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20759: Naphthalene, 1,2,3,4-tetrahydro-2-methy!-
104.0
7.60 7.80 8.00 8.20 8.40
39.0 131.0 m/z 91.05 32.11%
15.0 : 63.0 77.0 ‘
0 ||‘|||‘|‘| |‘|‘||“=‘| I‘l\l ; |H|||‘l : Iw“l I‘lhl |‘l“i||m|”| T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104.0
460 760 7.80 8.00 8.20 8.40
5000 m/z 69.10 25.52%
78.0
ol 150 89.0 630 1180135 9
rrryrrrrrrrrrTrTrrT T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20682: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro- R e e o SRS
104.0 7.60 7.80 8.00 8.20 8.40
m/z 131.10 24 _07%
390 580 78.0 1H8'0
0 ...lu‘.“. "I l‘.“ﬁ .‘l‘k‘. ; |H|||“| : I‘H' : lhl |1|3|2'|0| [ A mamanana
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1-Methylindan-2-one Concentration Rank 18

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

8.05 7.66 ng 1071010 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlindan-2-one 146 C10H100 035587-60-1 83
2 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 72
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 64
4 Benzene. 1-methvl-3-(1-methvl-2-_... 146 C11H14 052161-57-6 55
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 55

Abundance Scan 548 (8.050 min): BF092404.D (-546) (-) m/z 131.10 100.00%
131.1
5000 91.0 117.1
146.1
104.1
391 561 770 1631 7.80 8.00 8.20 8.40
0! : m/z 117.10 40.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20631: 1-Methylindan-2-one
131.0
146.0
5000 U UL R R
103.0 1,7 7.80 8.00 8.20 8.40
51.0 77.0 ’ m/z 91.00 39.12%
oLl |2.6'.O. "I i .“. I?‘ﬂ:rollul‘\l IQIQ‘.IOI |‘l‘- IHI — l - .‘. —T
m/z--> 20 40 60 80 100 120 140 160
Abundance
131.0
1460 "o 5o 550 a0
5000 m/z 146.10 31.36%
103.0117.0
39.0 77.0
. 26.0 63.0 90.0
miz--> 20 40 60 80 100 120 140 160
Abundance #20757: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 7.80 8.00 8.20 8.40
m/z 115.00 22 .46%
5000
146.0
91.0 118.0
15.0 39.0 63.0 77.0 104.0 m‘ |
ob— .‘...‘..‘ﬁ‘.“l‘...‘..‘..“.‘... T | A — VoA
m/z--> 20 40 60 80 100 120 140 160 780 8.00 8.0 8.40

8270-BF122116.M Mon Jan 23 18:38:41 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Cyclohexane, 1,3,5-trimethy... Concentration Rank 7

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

8.19 22.05 ng 3081650 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 59
2 2-Pvrazoline. 1-isopropvl-5-methvl- 126 C7H14N2 026964-54-5 59
3 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 45
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 45
5 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 45

Abundance Scan 560 (8.187 min): BF092404D(555)() m/z 111.10 100.00%
69.1
5000 o1
41.1
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
8.0 1811 1531654 7.80 8.00 8.20 8.40 8.60
0] L“vl"'r‘v—v-lv-‘r"rl-rl'v—rl-v—ﬁ—’—v—v—ﬁ—r m/Z 69 - 10 96 - 99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11280: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69.0 111.0
5000 55.0 RS U AR I
41.0 126.0 7.80 8.00 8.20 8.40 8.60
' m/z 55.10 50.41%
0 ...,2.7‘1.‘0.‘,“. ‘l‘,.‘.‘..8,3.0.???..l.,....,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
111.0
69.0 A R L A
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 29.19%
42.0 126.0
27.0 83.0
L L S L UL B L S SR B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11271: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4... R EAREEEEL T
69.0 111.0 7.80 8.00 8.20 8.40 8.60
m/z 70.10 18.62%
55.0
5000 41.0
126.0
i ‘ [ 50
o) DU N S O | N | \””\ —_r —
m/z--> 20 40 60 80 100 120 140 160 180 780 8.00 8.0 8.40 8.60

8270-BF122116.M Mon Jan 23 18:38:42 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown8.36 Concentration Rank 6

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

8.36 29.84 ng 4170930 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 49
2 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 38
3 Cvclohexane. 1-methvl-4-(l-methy... 140 C10H20 001678-82-6 38
4 1-Methyl-4-(1-methvlethvl)-cvclo... 140 C10H20 000099-82-1 38
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 38

Abundance Scan 575 (8.359 mm) BF092404.D (-569) (-) m/z 97.10 100.00%
g1.1 971
55.1
5000
39)1 S SRESE R AR LR
137.1 155.1 8.00 820 8.40 8.60
15.1
o 1701 1962 m/z 81.10 83.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2821: Cyclohexene, 1-methyl-
81.0
5000 SSRESE R AR LR
55.0 9.0 8m)8%5ﬂ08& '
m/z 96.10 82.40%
39.0
0'%%q'b'wh'ﬂ'|'”'|""w"'|"”|""|'”'|""w
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
81.0
800 820 840 860
5000 m/z 55.10 73.40%
39.0 55.0 96.0
15.0
S S S SRS B L WL L UL BRI W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17414: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- R LR R
55.0 8.00 820 8.40 8.60
97.0 m/z 41.10 46 .98%
5000
81.0
39{0 ‘ 140.0
0 '¥%9"J"““"Hbl'd"l' "”I""%z?p"l""l' R SR B SRR SR S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

8270-BF122116.M Mon Jan 23 18:38:42 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown8.47 Concentration Rank 15

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

8.47 8.11 ng 1133360 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-ethvl- 110 C8H14 003742-42-5 35
2 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 20
3 Cvclohexane. ethenvl- 110 C8H14 000695-12-5 18
4 1.5-Hexadiene. 2-methvl- 96 C7H12 004049-81-4 18
5 2-Cyclopentene-1l-carboxylic acid... 126 C7H1002 068317-77-1 18

Abundance Scan 585 (8.473 min): BF092404.D (-582) (-) m/z 81.10 100.00%
81.1
5000 1111 1311
39 ' 146.1 S
8.20 8.40 8.60 8.80
ol 1701 1941 m/z 55.10 64.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5787: Cyclohexene, 4-ethyl-
81.0
5000 54.0 R LR I R
8.20 8.40 8.60 8.80
3T0 110.0 m/z 69.10 42 .89%
0..1.5.'O|....|....|....|....|....|....|....|....|....|.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81.0
820 8.40 860 880
5000 m/z 41.10 40.53%
41.0 110.0
15.0 65.0
S L S UL L UL S B WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5796: Cyclohexane, ethenyl- R B A B
81.0 8.20 8.40 8.60 8.80
41.0 m/z 131.10 38.29%
5000
h’ 110.0
0""Fﬁ9'wuﬂm??'”W'"LP'M'I”"I'”'I"”I""P
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF122116.M Mon Jan 23 18:38:43 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 11 2-Decalone,c&t Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.60 17.92 ng 2504380 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Decalone.cé&t 152 C10H160 004832-17-1 64
2 1-Decalone (cis-trans) 152 C10H160 004832-16-0 64
3 Camphor 152 C10H160 000076-22-2 53

4 Bicvclol2.2_1Theptan-2-one. 1.7.... 152 C10H160 000464-49-3 49

5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 46
Abundance Scan 596 (8.599 min): BF092404.D (-595) (-) m/z 95.10 100.00%
od.1
5000
8.20 8.40 8.60 8.80 9.00
ol 1731 1961 m/z 55.10 75.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23938: 2-Decalone,c&t
55.0 81.0 108.0 152.0
5000 390 NI L L L L L L
8.20 8.40 8.60 8.80 9.00
0
1230 m/z 81.10 64.66%
P O 1 T P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 81.0
108.0 B R E e e
39.0 8.20 8.40 8.60 8.80 9.00
5000 152.0 m/z 108.10  57.34%
150 123.0
R e e S e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23921: Camphor T
95.0 8.20 8.40 8.60 8.80 9.00
m/z 67.10 55.93%
5000
410 690 152.0
110.0
\‘ ‘ M‘ i1l ﬁ) 137.0
- B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

8270-BF122116.M Mon Jan 23 18:38:44 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown8.96 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.96 11.42 ng 803300 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 3-nonvl- 208 C15H28 015232-79-8 38
2 Cvclopentane. 2-(l1-hvdroxv-2-pro... 156 C10H200 1000155-43-4 38
3 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 38
4 2-(2-HvdroxvcvclooctvD)-furan 194 C12H1802 115754-90-0 35
5 cis,cis-2,8-Dimethylspiro[5.5]Jun... 180 C13H24 095530-75-9 35

Abundance Scan 628 (8.965 min): BF092404.D (-626) (-) m/z 96.10 100.00%

5000

8.60 8.80 9.00 9.20

(o} m/z 81.10 97 .97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61703: Cyclohexene, 3-nonyl-
81.0
5000 41.0 B e e o e S S EEEmEE

8.60 8.80 9.00 9.20
m/z 95.10 94 .87%

\ o |

97.0
0L15.0 \‘ ‘ |l | 1230 1510 1800 2080
e s e B s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 96.0
e Emm B
8.60 8.80 9.00 9.20
5000 123.0 m/z 55.10 87 .36%
31.0
79.0 139.0
! NN 4 O O RO VRS R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2829: Cyclohexene, 3-methyl- R EEEmm R B
81.0 8.60 8.80 9.00 9.20
m/z 69.10 65.95%
5000
55.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 860 8.80 900 9.20

8270-BF122116.M Mon Jan 23 18:38:44 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown9.09 Concentration Rank 5

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

9.09 33.96 ng 2389490 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 43
2 1.3-Cvclooctadiene. (Z.2)- 108 C8H12 003806-59-5 42
3 1H-Pvrrole-2-carboxaldehvde. 1-m... 109 C6H7NO 001192-58-1 38
4 1H-Pvrrole-2-carboxaldehvde. 5-m... 109 C6H7NO 001192-79-6 38
5 1-Methylbicyclo[3.2.1]octane 124 C9H16 119972-41-7 38

Abundance Scan 639 (9.090 min): BF092404.D (-632) (-) m/z 109.10 100.00%
1

5000

8.80 9.00 9.20 9.40

0 m/z 108.05 92.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16911: 2,6-Heptadienal, 2,4-dimethyl-
438.0 109.0
69.0
5000 LA L L L L L L L
8.80 9.00 9.20 9.40
m/z 67.00 73.30%
21.0 | ‘H 91. 138.0
o ...,.U..i‘a.‘.‘.‘,.‘.‘..‘,“:.‘.‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
79.0
R RN RS R
8.80 9.00 9.20 9.40
5000 39.0 108.0 m/z 79.10 68.17%
62/0
ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5456: 1H-Pyrrole-2-carboxaldehyde, 1-methyl- e e ERRES BE s
109.0 8.80 9.00 9.20 9.40
m/z 41.10 66.32%
5000 53.0 80.0
27.0
O e e e e R ERARE Eamam
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF122116.M Mon Jan 23 18:38:45 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown9.43 Concentration Rank 13

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

9.43 9.18 ng 645601 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-t-Butvl-o-xvlene 162 C12H18 007397-06-0 46
2 Dewar benzene. hexamethvl- 162 C12H18 007641-77-2 38
3 4-Butvl-indan-5-o0l 190 C13H180 1000194-67-3 38
4 Benzene. 1-(1.1-dimethvlethvl)-4._... 162 C12H18 007364-19-4 38
5 Benzene, 1-(1,1-dimethylethyl)-3... 162 C12H18 000098-19-1 38

Abundance Scan 669 (9.433 min): BF092404.D (-666) (-) m/z 147.10 100.00%
147.1
5000 190.1
681 | o, | 900 920 54D SH0 SHD
0 m/z 141.10 63.59%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #30627: 4-t-Butyl-o-xylene
147.0
5000 119.0 0.00 920 9.40 9.60 9.80
410 . m/z 156.10 54 _.13%
0 15 0 1L “ 1 65\ 0 ‘ ‘ “ ‘H ] 16% 0
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 260
Abundance
147.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 190.10 43.78%
91.0 119.0
41.0 65.0 163.0
e L S S UL B B B B B B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #49212: 4-Butyl-indan-5-ol e AR R R L
147.0 9.00 9.20 9.40 9.60 9.80
m/z 123.10 43.63%
5000 190.0
41.0 91.0 115. 013 0
0|||||‘||||‘||‘||??|Ou|“|||‘|||‘|‘||‘|H||ll‘||hl:?‘??.g)uuluu‘uuluuuu IR e o e e S R
m/z--> 200 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80

8270-BF122116.M Mon Jan 23 18:38:45 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 4

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

9.68 34.65 ng 2438450 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 58
2 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 58
3 2-Ethvl-2-phenvlaziridine 147 C10H13N 000768-82-1 41
4 Ethvl m-methvlbenzoate 164 C10H1202 000120-33-2 38
5 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 38

Abundance Scan 691 (9.685 min): BF092404.D (-686) (-) m/z 119.10 100.00%
119. : 4.1
5000 M/W
192.1 940 9.60 9.80 10.00

(o} m/z 164.10 99.59%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31594: Benzoic acid, 2,4,5-trimethyl-
146.0 164.0
119.0
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l'

5000
9.40 9.60 9.80 10.00
91.0 m/z 146.10  97.25%

270 510 739 | | | ‘\ |
0...,....,....,....,..a‘.,‘....,....,.a..,‘... B e
m/z--> 20 40 100 120 140 160 180 200
Abundance
146.0 164.0

9.40 9.60 9.80 10.00

m/z 117.10 67.67%
5000 119.0
91.0
270 510 730
o SIS I YRS AP NN S SN IS S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21334: 2-Ethyl-2-phenylaziridine R A B
146.0 9.40 9.60 9.80 10.00
m/z 91.10 57 .36%
5000
91.0 117.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9. 80 10. 00

8270-BF122116.M Mon Jan 23 18:38:46 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1-Naphthalenecarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.45 80.07 ng 4620650 Phenanthrene-d10 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 87
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 43
3 Cinnamic acid. .alpha...beta.-di... 176 C11H1202 1000151-56-4 43
4 Benzene. 1.3-bis(l-buten-3-vI-)- 186 C14H18 158117-62-5 37
5 1-Methylthiophthalazine 176 C9H8N2S 021948-74-3 35

Abundance Scan 758 (10.451 min): BF092404.D (-752) (-) m/z 131.10 100.00%

1

5000

_
i

10.20 10.40 10.60 10.80

204.1 2322

0 m/z 176.10 56.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131.0
5000 910 T 11T LI L L L TTT
51.0 10. 20 10 40 10. 60 10. 80
270 ‘ AL ‘ m/z 115.10 46.49%
o \»‘ L Pl Lo
m/z--> 6 80 100 120 140 160 180 200 220
Abundance
131.0
e RARREEE RS
10.20 10.40 10.60 10.80
5000 91.0 176.0 m/z 158.10 36.78%
510 158.0
o) MRS S R TR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39778: Cinnamic acid, .alpha.,.beta.-dimethyl- T T
176.0 10.20 10.40 10.60 10.80
m/z 129.10 35.22%
115.0
5000 91.0
51.0 158.0
m/z--> 100 120 140 160 180 200 220 10. 20 10 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl10.48 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.48 18.25 ng 1053020 Phenanthrene-d10 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethv)-4-.._. 206 C14H220 052184-13-1 47
2 Thiocoumarin. 4.4.6.8-tetramethvl- 220 C13H160S 1000128-90-3 35
3 2-Methvl-1-(2-methvl-4-propoxvph... 220 C14H2002 1000190-22-4 30
4 Benzene. 1-(l-carboxvethvl)-4-(1... 206 C12H1403 1000161-22-9 27
5 2-Benzyl-3-hydroxy-3-propionylox... 280 C15H2005 1000190-18-9 27
Abundance Scan 761 (10.485 min): BF092404.D (-759) (-) m/z 177.10 100.00%
177.1
5000 571 206.1

85.0 119.1 4451 e e
10.20 10.40 10.60 10.80

o 241.2 3319 "msz 173.10 41.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60224: Phenol, 2-(1,1-dimethylethyl)-4-(1-methylpropyl)-
177.0
5000 LA L L L L L L L L
10 20 10 40 10 60 10. 80
57.0 206.0 m/z 206.10 41.48%
290‘ 107.0 147.0 | ‘
Olrrrprbrr frert e e el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
177.0
A B
220.0 10.20 10.40 10.60 10.80
5000 : m/z 57.10 39.60%

420 770 1150 1470

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69367: 2-Methyl-1-(2-methyl-4-propoxyphenyl)propan-1-one Al EEma s B
135.0 177.0 10.20 10.40 10.60 10.80
m/z 191.10 37.93%
5000
107.0
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 18 unknownl10.56 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.56 7.71 ng 444992 Phenanthrene-d10 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzimidazole. 2-cvclohexvl- 200 C13H16N2 036947-70-3 49
2 m-Xvlvlene diisocvanate 188 C10H8N202 003634-83-1 35
3 Benzene. l1-nitro-3-(trifluoromet... 191 C7H4F3NO2 000098-46-4 27
4 1H-Benzimidazole. 2-pentvl- 188 C12H16N2 005851-46-7 22
5 4" -Diethylaminoacetanilide 206 C12H18N20 005326-57-8 15
Abundance Scan 768 (10.565 min): BF092404.D (-766) (-) m/z 145.10 100.00%
1451
191.1
5000
163.1
14.2931 10.20 10.40 10.60 10.80
o} - m/z 132.05 78.45%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #56211: Benzimidazole, 2-cyclohexyl-
145.0
5000 USSR B AR REE B
200.0 1020 1040 10,60 10.80
39.0 171.0 m/z 191.10 58.09%
63.0 92.0 118.0 ‘
0 I””U”\IIl\llll\lllulIIII”\IIIIII‘IIIN ..l. |||||‘||||||||||
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
132.0
188.0 10.20 10.40 10.60 10.80
5000 m/z 69.10 39.91%
77.0
51.0 104.0
28.0 159 0
m/z--> 25 Jo éo 85 160 150 140 160 180 200 250 '
Abundance #49941: Benzene, 1-nitro-3-(trifluoromethyl)- R EEEmm R B
145.0 10.20 10.40 10.60 10.80
m/z 144.10 35.25%
5000 1910
95.0
75.0
300 50.0 ‘ ‘ 1250 172.0
0I'J'W'J"PJ'MI”"I'”'IL'LI'M'WM"W"l'P"'P"'I UV SR U I
m/z--> 200 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Ethylacridine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.10 11.76 ng 281479 Perylene-di12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlacridine 207 C15H13N 055751-83-2 55
2 3.3-Diisopropoxv-1.1.1.5.5.5-hex... 324 C12H3204Si3 018082-56-9 47
3 2-Methvl-7-phenvlindole 207 C15H13N 001140-08-5 45
4 Anthracene. 9-ethvl-9.10-dihvdro... 236 C18H20 054947-86-3 43
5 Anthracene, 9,10-dihydro-9,9,10-... 222 C17H18 014923-29-6 43
Abundance Scan 1165 (15.102 min): BF092404.D (-1162) (-) m/z 207.00 100.00%
207.0
5000 30
117.0 147.0 e
327.0355.1 14.80 15.00 15.20 15.40
o} m/z 73.00 51.11%
m/z--> 50 100 150 200 250 300 350
Abundance #60942: 2-Ethylacridine
207.0
5000 LR SRR SR SULRRN B
14.80 15.00 15.20 15.40
m/z 81.05 38.77%
o, 620 0 14001660 | |
m/z--> 50 100 150 200 250 300 350
Abundance
207.0
14.80 15.00 15.20 15.40
5000 m/z 69.00 36.28%
43.0 309.0
o 73.0 1330 1770 267.0
mz-> 50 100 150 200 250 300 350
Abundance #60945: 2-Methyl-7-phenylindole R  ERmmaT B
207.0 14.80 15.00 15.20 15.40
m/z 95.05 34.01%
5000
20 70077° 1sot80 | |
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092404.D

Aca On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample : 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Pentadecane, 8-heptyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.81 7.31 ng 175074 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Nonacosane 408 C29H60 000630-03-5 90
3 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 90
4 Triacontane 422 C30H62 000638-68-6 86
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 83
Abundance Scan 1227 (15.811 min): BF092404.D (-1224) (-) m/z 57.10 100.00%
57.1
5000
99.1 LRI PRI SURR BRI

15.40 15.60 15.80 16.00 16.20

411 19712311 2791 357.1
I O A S S S B 7 s o o R 190 -1
miz--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 LA L I L L L L L B

15.40 15.60 15,80 16.00 16.20
m/z 43.10 53.30%

99.0
2100
‘ ‘ bl “14101760 252.0  309.0

2610, | | | |
oA L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
SN
15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 50.56%
99.0
0260 141.0 183.0 225.0 267.0 309.0 351.0  408.0
ey e O e
m/z--> 50 100 150 200 250 300 350 400
Abundance #167081: Tetracosane, 11-decyl- A RREEE TS
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.10 19.28%
5000
9.0
AN 141.0 183.0 225.0 264.0295.0 337. 0 378.0 420.0
L | E bt bl b it St AL L LS SN
mz--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012017\
Data File : BF092404.D

Acq On : 21 Jan 2017 8:20

Operator : UM/SJ

Sample - 11267-06

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.63 8.0 ng 539529 1 6.52 1341400 20.0
unknown6 .30 6.30 61.5 ng 4121910 1 6.52 1341400 20.0
Benzene, 1,2-diet... 6.87 9.4 ng 632338 1 6.52 1341400 20.0
3-Hexyne 7.55 8.3 ng 1161630 2 7.81 2795130 20.0
Naphthalene, 1,2,... 8.02 7.4 ng 1036340 2 7.81 2795130 20.0
1-Methylindan-2-one 8.05 7.7 ng 1071010 2 7.81 2795130 20.0
Cyclohexane, 1,3,... 8.19 22.1 ng 3081650 2 7.81 2795130 20.0
unknown8.36 8.36 29.8 ng 4170930 2 7.81 2795130 20.0
unknown8 .47 8.47 8.1 ng 1133360 2 7.81 2795130 20.0
2-Decalone,cé&t 8.60 17.9 ng 2504380 2 7.81 2795130 20.0
unknown8 .96 8.96 11.4 ng 803300 3 9.57 1407280 20.0
unknown9 .09 9.09 34.0 ng 2389490 3 9.57 1407280 20.0
unknown9 .43 9.43 9.2 ng 645601 3 9.57 1407280 20.0
Benzoic acid, 2,4... 9.68 34.6 ng 2438450 3 9.57 1407280 20.0
1-Naphthalenecarb... 10.45 80.1 ng 4620650 4 11.04 1154180 20.0
unknown10.48 10.48 18.3 ng 1053020 4 11.04 1154180 20.0
unknown10.56 10.56 7.7 ng 444992 4 11.04 1154180 20.0
2-Ethylacridine 15.10 11.8 ng 281479 6 15.02 478712 20.0
Pentadecane, 8-he... 15.81 7.3 ng 175074 6 15.02 478712 20.0
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