LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 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-BF110316.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 1.744 3 5 41 rVB 3540584 8844813 100.00% 13.196%
2 4.076 206 209 220 rVB 59082 108635 1.23% 0.162%
3 4.773 268 270 274 rBV 230269 405157 4 _.58% 0.604%
4 4.830 274 275 280 rvv4 64602 118500 1.34% 0.177%
5 5.230 308 310 318 rBVY 1936411 2202646 24 .90% 3.286%
6 5.504 332 334 341 rVB3 45511 124244 1.40% 0.185%
7 5.664 347 348 355 rVB2 88934 130770 1.48% 0.195%
8 5.962 371 374 376 rVB3 79462 114317 1.29% 0.171%
9 6.156 387 391 394 rBvV4 72069 138114 1.56% 0.206%
10 6.225 394 397 399 rBV2 64107 144649 1.64% 0.216%

11 6.305 402 404 411 rVB 1073862 1439097 16.27% 2.147%
12 6.419 411 414 416 rBV 3415978 4318681 48.83% 6.443%
13 6.636 432 433 436 rBv 826530 1083239 12.25% 1.616%
14 6.693 436 438 442 rVB3 491471 826999 9.35% 1.234%
15 6.796 444 447 451 rBV 3728310 3970870 44.89% 5.924%

16 6.899 451 456 457 rvv4 160280 481959 5.45% 0.719%
17 6.933 457 459 460 rvv2 292339 504699 5.71% 0.753%
18 6.967 460 462 467 rVB3 377070 768014 8.68% 1.146%
19 7.116 473 475 476 rBvY 126545 114151 1.29% 0.170%
20 7.219 480 484 485 rBV 2933841 3666999 41.46% 5.471%

21 7.276 485 489 490 rVVv2 424589 1269019 14.35% 1.893%
22 7.310 490 492 495 rvB2 580304 959510 10.85% 1.431%
23 7.413 500 501 505 rvB3 120393 220269 2.49% 0.329%
24 7.505 505 509 510 rBv2 429970 831542 9.40% 1.241%
25 7.539 510 512 514 rBvV2 117655 158854 1.80% 0.237%

26 7.596 514 517 519 rVB3 76845 147970 1.67% 0.221%
27 7.676 521 524 528 rBV5 48725 106392 1.20% 0.159%
28 7.779 530 533 535 rBvV 212903 244717 2.77% 0.365%
29 7.882 538 542 544 rBV3 122295 217083 2.45% 0.324%
30 7.928 544 546 550 rBV 1636509 1624418 18.37% 2.423%

31 7.996 550 552 556 rvB2 135066 192863 2.18% 0.288%
32 8.053 556 557 558 rBvV 128789 152295 1.72% 0.227%
33 8.145 564 565 566 rBvV 115436 127280 1.44% 0.190%
34 8.179 566 568 569 rvB2 124730 136407 1.54% 0.204%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 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-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.362 582 584 585 rBV 79364 123105 1.39% 0.184%

36 8.396 585 587 592 rvB6 110182 295282 3.34% 0.441%
37 8.522 596 598 601 rBvV 414453 584201 6.61% 0.872%
38 8.602 601 605 606 rBv3 131338 219072 2.48% 0.327%
39 8.670 610 611 614 rVB 358548 408058 4.61% 0.609%
40 8.739 614 617 620 rBvV 901132 1427360 16.14% 2.129%

41 8.819 620 624 627 rVB2 268659 595735 6.74% 0.889%
42 8.888 627 630 631 rBv2 205572 298174 3.37% 0.445%
43 8.933 633 634 638 rvB3 169897 195329 2.21% 0.291%
44 9.013 638 641 643 rBVY 5505359 5828372 65.90% 8.695%
45 9.093 646 648 649 rBv2 94499 106526 1.20% 0.159%

46 9.128 649 651 653 rvB 153327 176625 2.00% 0.264%
47 9.173 653 655 658 rvB3 164140 203158 2.30% 0.303%
48 9.253 658 662 663 rBv2 270025 601663 6.80% 0.898%
49 9.276 663 664 667 rvB3 286946 362364 4._.10% 0.541%
50 9.333 667 669 674 rvB2 710950 1317019 14.89%% 1.965%

51 9.413 674 676 677 rBv2 72898 127843 1.45% 0.191%
52 9.448 677 679 680 rBv2 186058 244261 2.76% 0.364%
53 9.539 685 687 689 rvv 329647 416869 4.71% 0.622%
54 9.573 689 690 693 rvv2 170241 275769 3.12% 0.411%
55 9.631 693 695 697 rvv3 113816 216111 2.44% 0.322%

56 9.676 697 699 704 rvv 2025870 2082623 23.55% 3.107%
57 9.791 704 709 713 rvv2 496643 1123386 12.70% 1.676%
58 9.848 713 714 716 rvv2 197198 231026 2.61% 0.345%
59 9.928 718 721 722 rVV2 123216 204850 2.32% 0.306%
60 9.985 722 726 727 rVV3 83698 195557 2.21% 0.292%

61 10.042 729 731 736 rVV5 223943 526355 5.95% 0.785%
62 10.122 736 738 741 rVV3 143351 284132 3.21% 0.424%
63 10.168 741 742 745 rVB3 81722 102831 1.16% 0.153%
64 10.282 750 752 755 rVB3 90416 129303 1.46% 0.193%
65 10.465 766 768 771 rBV2 2516652 3753049 42.43% 5.599%

66 10.591 778 779 784 rVB 103313 154172 1.74% 0.230%
67 11.151 826 828 831 rBv2 1172057 1447050 16.36% 2.159%
68 11.699 874 876 884 rBV3 71622 190381 2.15% 0.284%
69 12.739 964 967 970 rBV 4142418 4650274 52.58% 6.938%
70 13.780 1056 1058 1061 rBV 1001225 1100227 12.44% 1.641%

71 15.151 1175 1178 1189 rVB 684286 935200 10.57% 1.395%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 67028484
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF111116\

BF091153.D

11 Nov 2016 21:13

UM/SsJ

H5609-09

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4.77 7.48 ng 405157 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 270 (4.773 min): BF091153.D (-268) (-) m/z 43.10 100.00%
43
59
5000
_/\._/u
1ot 440 4.60 4.80 5.00
IR ¥ P R SN A NN B - T R -3
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 — e
59 440 4.60 4.80 5.00
m/z 101.10 17.96%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 480 500
5000 41 m/z 58.05 16.48%
31
69 87
15 53 98
e S I S SULIURS SURILIL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R ARRE
50 440 4.60 4.80 5.00
m/z 41.10 8.93%
5000
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
LR UL SRR SR UL UL FULELEL SR SO S S B I R UL IR I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 3 unknown6.42 Concentration Rank 2

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

6.42 79.74 ng 4318680 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 414 (6.419 min): BF091153.D (-411) (-) m/z 132.00 100.00%
5000 68 L»
0 I 6 6.00 620 6.40 6.60 6.80
4 54 104 : . . . .
O A8 2 G2L| T2 s | W s M n/z 68.05  37.53%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.00 6.20 6.40 6.60 6.80

78 m/z 134.00 34.74%
31
38 44
0 ‘ N | H | !
L LI o o o e o S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
RS s s ]
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.10 23.94%
41 53 97 117
79
0 34 61 89 103110 | 124
IR I oo o B e N RS S s s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 14.72%
5000
3B 44 0 g7 105
78
ol L0 PR | ws
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 2-Cyclopenten-1-one, 3,4-di... Concentration Rank 6

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

6.69 15.27 ng 826999 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 3.4-dimethvl- 110 C7H100 030434-64-1 83
2 4.4-Dimethvl-2-cvclopenten-1-one 110 C7H100 022748-16-9 78
3 trans.trans-3.5-Heptadien-2-one 110 C7H100 018402-90-9 59
4 2(1H)-Pvridinone 95 C5H5NO 000142-08-5 50
5 1-(3H-Imidazol-4-yl)-ethanone 110 C5H6N20 061985-25-9 47

Abundance Scan 438 (6.693 min): BF091153.D (-436) (-) m/z 95.10 100.00%
95
67
110
5000
39
53 79 120 6.40 6.60 6.80 7.00
o..,....,....,...:,||.'...;'.':..,.-.|:!',...'.','!..8.53-..!.,19.:.',-....l....,.l.:?‘?,.. m/z 67.10 75.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5717: 2-Cyclopenten-1-one, 3,4-dimethyl-
95
67 110
5000
39 6.40 6.60 6.80 7.00
m/z 110.10 66.80%
53 82
0'W“'W”'E{'Jh'Ww“W”MM”'“m'ﬂ”lﬂ”'w”'ﬁ“'ﬁ“'ﬁ”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
67 6.40 6.60 6.80 7.00
5000 110 m/z 39.10 32.20%
41
o 15 a 53 74 81
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5713: trans, trans-3,5-Heptadien-2-one R B e
95 6.40 6.60 6.80 7.00
m/z 41.10 24 _.64%
67
5000
41 110
0 1\5 2\7 \‘\ 5\1\‘58 ‘m 74 83 | 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknown6.90 Concentration Rank 13

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

6.90 8.90 ng 481959 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 35
2 Butoxvacetic acid 132 C6H1203 002516-93-0 35
3 Butanoic acid. 2.2-diethvl- 144 C8H1602 000813-58-1 32
4 3-Furanol. tetrahvdro- 88 C4H802 000453-20-3 23
5 Malic acid, 2-ethyl-, dimethyl e... 190 C8H1405 1000153-26-0 22

Abundance Scan 456 (6.899 min): BF091153.D (-451) (-) m/z 57.10 100.00%
g7
88
5000 41
73
| ‘ | 9|9 11618 135 6.60 6.80 7.00 7.20
0..,....,....,....|,:.'..,..!.",.‘.3.5.||!...,.l...',..-..,'..'..,'..:.-,.'...,...:,....,.. m/z 88.05 60.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1944: Hydrazine, 1,2-diethyl-
3
5000
44 73 6.60 6.80 7.00 7.20
m/z 41.10 43.84%
0”I“”P'““”'NLW'”U'”WM'W“”“””P'”P”'P”W'”W”'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
660 680 7.00 7.20
5000 41 m/z 43.10 43.20%
29
73
87
ol 15 49 104 115 133
B RS KRS LR RS RN RALRS RS RS RSN RSN ENRAN LR AR AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20041: Butanoic acid, 2,2-diethyl- e e
57 6.60 6.80 7.00 7.20
m/z 73.05 30.13%
43
5000
73 88
99
29 ‘ ‘ 116
0"P"W"Lh'”'ILM'P"LPPq?hk'“I'”LI”'Wh'”I'N'P'}ﬁ?'”l}ﬁﬁl”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknown6.93 Concentration Rank 12

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

6.93 9.32 ng 504699 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2.2-dimethvl- 144 C8H1602 000813-72-9 35
2 Butanoic acid. 2-ethvl-, 1.2.3-p... 386 C21H3806 056554-54-2 32
3 Ethanone. 1-(2-methvl-1-cvclopen... 124 C8H120 003168-90-9 18
4 Methvl L-(+)-_.beta.-hvdroxvisobu... 118 C5H1003 080657-57-4 16
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 12

Abundance Scan 459 (6.933 min): BF091153.D (-457) (-) m/z 57.10 100.00%
88 109
5000{ 4
1ho '6.60 6.80 7.00 7.20
0 [ e e e m/z 88.10 74 .84Y%
m/z--> 50 100 150 200 250 300 350
Abundance #20045: Hexanoic acid, 2,2-dimethyl-
57
88
5000
6.60 6.80 7.00 7.20
29 m/z 109.10 68.84Y%
oLl [ fjus 28
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
6.60 6.80 7.00 7.20
5000 71 m/z 41.10 62.44Y%
o 26 109 135155173 214 242 272 294313 355
LI L (L AL WL SR WU B
m/z--> 50 100 150 200 250 300 350
Abundance #10250: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)- A B B
109 6.60 6.80 7.00 7.20
m/z 43.10 50.11%
43 a1
5000
m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Butanoic acid, 2-methyl-, m... Concentration Rank 7

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

6.97 14.18 ng 768014 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl-. methvl... 116 C6H1202 053955-81-0 58
2 Hexanoic acid. 2.2-dimethvl- 144 C8H1602 000813-72-9 42
3 Ethvl 3.3-dimethvlbutvrate 144 C8H1602 005340-78-3 38
4 Ethanamine. N-methvl-N-nitroso- 88 C3H8N20 010595-95-6 35
5 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 28

Abundance Scan 462 (6.967 min): BF091153.D (-460) (-) m/z 57.10 100.00%
g7 g8
5000 41
73
99 BN SAEAE RRE RRE
|49 || | 119 a4 6.60 6.80 7.00 7.20 7.40
Obrrprrrrprrrrpree A b e e | Tm/Z 88.10  78.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7994: Butanoic acid, 2-methyl-, methyl ester, (.+/-.)-
57 88
41
5000 29
6.60 6.80 7.00 7.20 7.40
15 74 m/z 41.10 45_.82%
“ ‘ 101
O'W”'W”'Wh'“m"ﬁ“k“”'“”"W””\”'W“'W}%ﬁ”'ﬁ”'ﬁ“”l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
88 L R R R
6.60 6.80 7.00 7.20 7.40
5000 m/z 43.10 33.69%
43
29 73 9%
o 65 115 129 145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20034: Ethyl 3,3-dimethylbutyrate  BEEEE REmEE T
57 88 6.60 6.80 7.00 7.20 7.40
m/z 87.10 31.68%
99
5000 -
4 0
129
0"P%§'I”"I”"I”"I”"I'”'I"7ﬁ"'I”"I'”' '}}Z"'h"'w%%?'v'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20 7.40

8270-BF110316.M Mon Nov 14 18:17:42 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknown7.28 Concentration Rank 4

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

7.28 23.43 ng 1269020 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlbutanedioic acid 146 C6H1004 000597-43-3 43
2 Allvidimethvlisilane 100 C5H12Si 003937-30-2 27
3 Butanoic acid. 3-hvdroxv-3-methy... 132 C6H1203 006149-45-7 27
4 3-Heptanol 116 C7H160 000589-82-2 17
5 Propanoic acid, 3-ethoxy-, ethyl... 146 C7H1403 000763-69-9 17

Abundance Scan 489 (7.276 min): BF091153.D (-485) (-) m/z 59.10 100.00%
43 50
5000 71 87
100 109 124
| 51 ‘ | || 7ﬂ | | | | 7.00 7.20 7.40 7.60
Ol el A b ML L bl e e e | M/ZZ 43.10 0 99.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20918: 2,2-Dimethylbutanedioic acid
59
41
5000 87 R UL LR IR I
7.00 7.20 7.40 7.60
69 100 m/z 41.10 61.78%
o | S%‘M |78 L U3 18 146
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
700 720 7.40 7.60
5000 m/z 87.10 44 _66%
43
31 2 8 g
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13854: Butanoic acid, 3-hydroxy-3-methyl-, methy! ester
43 7.00 7.20 7.40 7.60
59 m/z 55.10 39.81%
5000
85
31 24 117
\\‘ L | il 1(\)1
R RS AR LA RAARS AR RS LA RS LR LRSS LSS LR RARSN A R UL LR IR I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60

8270-BF110316.M Mon Nov 14 18:17:42 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknown7.31 Concentration Rank 9

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

7.31 11.81 ng 959510 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-ethoxv-2-methvl- 116 C7H160 000919-94-8 25
2 1.3-Dioxolane-2-propanal. 2-methvl- 144 C7H1203 024108-29-0 22
3 Hvdrazine. 1.1-diethvl-2-propvl- 130 C7H18N2 067398-38-3 16
4 Ethanol. 2-(2-butoxvethoxv)-. ac... 204 C10H2004 000124-17-4 12
5 Epoxy-linalooloxide 186 C10H1803 1000007-96-5 12

Abundance Scan 492 (7.310 min): BF091153.D (-490) (-) m/z 87.10 100.00%
43 8
59 74
5000
‘ ‘| 102 123
95 111 138 7.00 7.20 7.40 7.60
o.,....,.?.‘?',!.'..??1..“:;....:I|.~.-.,.|..:,..~..,.'..-.,'....,:'...,....',...1.‘?9... m/z 43.10 78.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8159: Butane, 2-ethoxy-2-methyl-
59
87
5000 73 RN UL L IR L
7.00 7.20 7.40 7.60
43 m/z 74.10 65.91%
29 ‘ ‘ 101
Ow“”Mm'ﬁm“WH'ﬁ“'W”'w“”l““l““l““l““l““l““l““
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 87
7.00 7.20 7.40 7.60
5000 m/z 59.10 60.32%
129
o s & 99 116
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13155: Hydrazine, 1,1-diethyl-2-propyl-
87 7.00 7.20 7.40 7.60
m/z 71.10 55.04%
59 130
5000
30 44 101 115
‘H‘ “\ ‘\ 7\‘3 | |
O e e T e o e R UL L UL L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60

8270-BF110316.M Mon Nov 14 18:17:43 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 2(3H)-Furanone, dihydro-4,4... Concentration Rank 11

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

7.50 10.24 ng 831542 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. dihvdro-4.4.5.5-__.. 142 C8H1402 016466-24-3 81
2 3-Octanol 130 C8H180 000589-98-0 27
3 3-Heptanol. 6-methvl- 130 C8H180 018720-66-6 25
4 3-0Octanol 130 C8H180 020296-29-1 16
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 16

Abundance Scan 509 (7.505 min): BF091153.D (-505) (-) m/z 56.10 100.00%
56
43
83
127
T e L, 750 0 7ho 7h0
Obrrrrrrprerrprre el .'.!,....',...., - NSRRI N R m/z 59.10 78.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19048: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
43 59
83 127
5000
7.20 7.40 7.60 7.80
114 m/z 43.10 66.67%
‘\ | 51 89 8B 142
Obr e R e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
83 720 7.40 7.60 7.80
5000 41 m/z 83.10 56.65%
29 101
14 51 70 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13249: 3-Heptanol, 6-methyl- L L L
59 7.20 7.40 7.60 7.80
83 m/z 41.10 53.44%
5000
41
101
oL 15 1 ‘\ s, % | 12 158
s o 3 o B 6 T8 o e 1o 130 140 1h 720 7.40 7.60 7.80

8270-BF110316.M Mon Nov 14 18:17:44 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 15

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

8.52 7.19 ng 584201 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 95
2 N-Ethvlbenzimidovl bromide 211 C9H10BrN 041182-87-0 72
3 Stvrene 104 C8HS8 000100-42-5 64
4 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 60
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53

Abundance Scan 598 (8.522 min): BF091153.D (-596) (-) m/z 104.10 100.00%
104 132
5000 8
51
39 8.20 8.40 8.60 8.80
0..,....,....,...:',....!...'. .'|... |'|,', Al A AT e Tm/z 132.00 86.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14056: 1H-Inden-1-one, 2,3-dihydro-
104
132
5000 &
51 8.20 8.40 8.60 8.80
m/z 103.05 55.04%
27 39 ‘ 63 89
O'W}ﬂW”AP'JP”WL“lL”'LW'”J””lt"”W””IL”P“'P”W”“I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
104
132
8.20 8.40 8.60 8.80
5000 m/z 78.10 50.46%
77
51
27 39 63 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #4757: Styrene
8.20 8.40 8.60 8.80
m/z 77.10 38.14%
5000
o} T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 820 840 8.60 8.80

8270-BF110316.M Mon Nov

14 18:17:45 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 19

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

8.67 5.02 ng 408058 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 93
2 1-Methvlindan-2-one 146 C10H100 035587-60-1 90
3 2-Propenal. 3-(4-methvlphenvl)- 146 C10H100 001504-75-2 59
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 58
5 _alpha.,.beta., .beta.-Trimethyls... 146 C11H14 000769-57-3 53

Abundance Scan 611 (8.670 min): BF091153.D (-610) (-) m/z 131.00 100.00%
131
146
5000
103 445
77
39 S 68 ot - 6 8.40 860 8.80 9.00
0 1 L m/z 146.10 60.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20674: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131
146
5000

8.40 8.60 8.80 9.00

103 117
m/z 103.10 34.47%
39 63 91
27 = 7 i |
0”,””P.”P”.L”nﬂhwuﬂnnnwuu::“P”..”w”.qnm,uup.npu
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
131
146
8.40 8.60 8.80 9.00
5000 m/z 115.05 29.60%
103 17
7
51
g 39 63 o1
04
Wmmwmwmrrﬁmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20662: 2-Propenal, 3-(4-methylphenyl)- AT T T
131 8.40 8.60 8.80 9.00
m/z 117.10 28.09%
5000
91 115 146
39 65 103
51 7 ‘ ‘
oY S IS WP NN PR 1 U PO 272 N E—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.40 8.60 8.80 9.00

8270-BF110316.M Mon Nov 14 18:17:46 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 1-Methylindan-2-one Concentration Rank 5

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

8.74 17.57 ng 1427360 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlindan-2-one 146 C10H100 035587-60-1 95
2 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 81
3 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 81
4 1-(2-VinviphenvDethanone 146 C10H100 052095-40-6 55
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 52

Abundance Scan 617 (8.739 min): BF091153.D (-614) (-) m/z 131.00 100.00%
146
5000 103
162 8.40 8.60 8.80 9.00
o} m/z 146.05 61.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20631: 1-Methylindan-2-one
131
146
5000
103 44, 8.40 8.60 8.80 9.00
51 77 m/z 103.10 50.74%
s 39 63 ‘ 91 ‘M
0....|....|..‘..|‘.‘..“l‘l..“‘..l‘l‘..ll.al.|.‘...|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
131
146 8.40 8.60 8.80 9.00
5000 m/z 77.10 39.29%
39 51 77 103 115
15 27 63 91
S L L L L L W AL S
m/z--> 20 40 60 80 100 120 140 160
Abundance #20674: 1H-Inden-1-one, 2,3-dihydro-2-methyl- e e
131 8.40 8.60 8.80 9.00
m/z 117.05 38.32%
146
5000
103 117
39 51 g 77 91 ‘ ‘
Ob——— | |2‘l7| "l‘ ; IHI |‘|“i‘| Iul‘\l : I“‘I : I\:w — ‘l‘l : ﬁ‘l - I‘\I e
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00

8270-BF110316.M Mon Nov 14 18:17:47 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Benzeneacetic acid, .alpha.... Concentration Rank 17

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

8.82 5.72 ng 595735 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. .alpha.-methvl- 150 C9H1002 000492-37-5 91
2 m-Tolvlacetic acid 150 C9H1002 000621-36-3 90
3 o-Tolvlacetic acid 150 C9H1002 000644-36-0 87
4 Benzeneacetic acid. .alpha.-meth... 150 C9H1002 007782-24-3 83
5 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-26-5 83

Abundance Scan 624 (8.819 min): BF091153.D (-620) (-) m/z 105.10 100.00%
105
5000
150
39 51 g3 119 132 8.40 8.60 8.80 9.00 9.20
o..,....,....,....',....,'....,.'.-..,...|.'|,....,....,.'!!.,....,....,....,....,-....1,‘??].,.... m/z 150.05 30.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23422: Benzeneacetic aci(glb, .alpha.-methyl-
105
5000
8.40 8.60 8.80 9.00 9.20
77 150 m/z 77.10 22.10%
ol 18 27 39 ?\1 63 M 9\1 [l 115 132
m/z--> 10 20 3'0 4'0 50 6|O 70 80 90 100 110 120 130 140 150 160 170
Abundance
105
8.40 860 880 9.00 9.20
0
5000 150 m/z 79.10 17.93%
77 91
18 27 39 51 63 121 132

m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance #23315: o-Tolylacetic acid I RmmaEma s e
8.40 8.60 8.80 9.00 9.20

m/z 91.10 13.33%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 840 8.60 880 9. 00 9.20

8270-BF110316.M Mon Nov 14 18:17:48 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Benzene, cyclopropyl- Concentration Rank 16

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

9.25 5.78 ng 601663 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 80
2 7-Methvlindan-1-one 146 C10H100 039627-61-7 62
3 1H-Imidazole. 4.5-dihvdro-2-phenvl- 146 C9H10N2 000936-49-2 55
4 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 055337-80-9 42
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 42

Abundance Scan 662 (9.253 min): BF091153.D (-658) (-) m/z 117.10 100.00%
117

5000

9.00 9.20 9.40 9.60

0 m/z 146.10 78.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8689: Benzene, cyclopropyl-
117
5000 91
9.00 9.20 9.40 9.60
51 m/z 118.10 64 .55%
. 39 ‘ 63 47 103
.}?“a.ﬂknhﬂﬂk.dh.h.,ﬁ.”\..”,............,”..,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117 146
9.00 9.20 9.40 9.60
5000 m/z 119.05 60.50%
91
39 77 103
51 63 131
O L L e o B LA e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21299: 1H-Imidazole, 4,5-dihydro-2-phenyl-
117 9.00 9.20 9.40 9.60
146 m/z 91.10 50.37%
5000
7
51 90 104
0...,?7.?3..“..??.;;,..“‘..,l..l‘,.l.:".l.,.‘... e B e e e me e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

8270-BF110316.M Mon Nov 14 18:17:49 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 1-(2-Methoxy-1-methylethyl)... Concentration Rank 8

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

9.33 12.65 ng 1317020 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(2-Methoxv-1-methvlethvI)-2-me... 164 C11H160 1000210-02-1 76
2 Acetic acid. (2.4-xvivD)- 164 C10H1202 006331-04-0 58
3 Ethvl 4-methvlbenzoate 164 C10H1202 000094-08-6 47
4 2.5-Dimethvlbenzvl chloride 154 C9H11ClI 000824-45-3 43
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 43

Abundance Scan 669 (9.333 min): BF091153.D (-667) (-) m/z 119.10 100.00%
119
5000 91 105 164
77
132
39 51 65 149 9.00 9.20 9.40 9.60
o} m/z 91.10 39.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31895: 1-(2-Methoxy-1-methylethyl)-2-methylbenzene
119
5000 NS SR
g1 9.00 9.20 9.40 9.60
45 132 164 m/z 164.10 38.43%
65 77
Ohegreerrorep 3 88 sttt e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
9.00 9.20 9.40 9.60
5000 m/z 105.10 29.63%
164
77 9 105
0 27 39 51 65 135 146
L) A ALEEN RRARS AL AR AL RARY AN RARAN LS LAY UL EARA) KRN LARAN LA LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31555: Ethyl 4-methylbenzoate e AN mu e s S
119 9.00 9.20 9.40 9.60
m/z 77.10 23.05%
5000
91
136 164
15 29 39 51 77 | 105 149
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 0.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 20

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

9.54 4.00 ng 416869 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 93
2 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 81
3 Ethvl o-methvlbenzoate 164 C10H1202 000087-24-1 45
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 30
5 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 30

Abundance Scan 687 (9.539 min): BF091153.D (-685) (-) m/z 105.10 100.00%
105
119 1 164
5000
178 920 940 9.60 9.80
o} m/z 119.10 78.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31594: Benzoic acid, 2,4,5-trimethyl-
146 164
119
5000
9.20 9.40 9.60 9.80
77 1 o5 m/z 164.05 73.05%
T I 0 R N (N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
146 164
9.20 9.40 9.60 9.80
5000 m/z 118.10 69.12%
119
91
o7 39 51 g5 7 103 .
O T e L e T it B
miz--> 20 40 60 8 100 120 140 160 180
Abundance #31557: Ethyl o-methylbenzoate L R E
119 9.20 9.40 9.60 9.80
o m/z 146.05 67 .50%
5000 164
65 135
39
g B || e || we |
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknown9.79 Concentration Rank 10

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

9.79 10.79 ng 1123390 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2-cvclohexvlidene- 178 C12H180 001011-12-7 43
2 2-(2-CarboxvvinvD)pvridine. trans 149 C8H7NO2 007340-22-9 38
3 3-Ethvl-7-hvdroxvphthalide 178 C10H1003 000485-26-7 37
4 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 35
5 2-t-Butyl-6-[2-hydroxy-2-(2,4,6-... 318 C19H2604 1000192-88-0 32

Abundance Scan 709 (9.791 min): BF091153.D (-704) (-) m/z 149.00 100.00%
149
5000 133 178
160 104 9.40 9.60 9.80 10.00 10.20
of gl L 229 b 193 0 Tz 91,10 45.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41240: Cyclohexanone, 2-cyclohexylidene-
149
81
67
5000 4l 178 S
940 9.60 980 1000 1020
27 55 ‘ 107 101 5 m/z 178.10  39.55%
0 e ‘\ . H“ M‘H \‘\ .‘.‘ll..‘. .:I-?O....“l....l.
m/z--> 20 40 60 1 o 140 160 180 200
Abundance
104 149
9.40 9.60 9.80 10.00 10.20
5000 m/z 107.00 37.29%
51 79
L S L L B L L U A U UL L W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40824: 3-Ethyl-7-hydroxyphthalide o
149 9.40 9.60 9.80 10.00 10.20
m/z 133.10 35.78%
5000 1 178
39 65 93
0I""“""“M"I'“j'l”"I""I'm'l""l"”I' LA R UL BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091153.D

Aca On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample : H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknownl10.04 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.04 5.05 ng 526355 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzenamine. N.N-diethvl-4-nitroso- 178 C10H14N20 000120-22-9 38
2 4-Ethvlbenzoic acid. ethvl ester 178 C11H1402 036207-13-3 38
3 1H-Inden-1-one. 2.3-dihvdro-4.7-... 160 C11H120 005037-60-5 30
4 1.3.5.7-Cvclooctatetraene-1-prop... 162 C11H140 054365-73-0 25
5 Phthalimidine 133 C8H7NO 000480-91-1 25

Abundance Scan 731 (10.042 min): BF091153.D (-729) (-) m/z 133.10 100.00%
3
5000
9.80 10.00 10.20 10.40
0 m/z 117.10 88.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40919: Benzenamine, N,N-diethyl-4-nitroso-
133
178
5000 LA B L L L L L L
163 9.80 10.00 10.20 10.40
105 m/z 91.10 73.67%
0 o PR Y Y NS R SN A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133
R e e R A mEE
9.80 10.00 10.20 10.40
5000 m/z 160.10 72.57%
105 150 178
o 27 39 51 63 '/ 89 118 163
L L L I i e e o O B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29355: 1H-Inden-1-one, 2,3-dihydro-4,7-dimethyl-
160 9.80 10.00 10.20 10.40
117 m/z 178.10 66.73%
5000
1 o1 132
al BT T || s
oINS i RPN W N | ) Y I —
m/z--> 20 40 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111116\
Data File : BF091153.D

Acq On : 11 Nov 2016 21:13

Operator : UM/SJ

Sample - H5609-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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... 4.77 7.5 ng 405157 1 6.64 1083240 20.0
unknown6 .42 6.42 79.7 ng 4318680 1 6.64 1083240 20.0
2-Cyclopenten-1-o0... 6.69 15.3 ng 826999 1 6.64 1083240 20.0
unknown6 .90 6.90 8.9 ng 481959 1 6.64 1083240 20.0
unknown6 .93 6.93 9.3 ng 504699 1 6.64 1083240 20.0
Butanoic acid, 2-... 6.97 14.2 ng 768014 1 6.64 1083240 20.0
unknown7 .28 7.28 23.4 ng 1269020 1 6.64 1083240 20.0
unknown7 .31 7.31 11.8 ng 959510 2 7.93 1624420 20.0
2(3H)-Furanone, d... 7.50 10.2 ng 831542 2 7.93 1624420 20.0
1H-Inden-1-one, 2... 8.52 7.2 ng 584201 2 7.93 1624420 20.0
1H-Inden-1-one, 2... 8.67 5.0 ng 408058 2 7.93 1624420 20.0
1-Methylindan-2-one 8.74 17.6 ng 1427360 2 7.93 1624420 20.0
Benzeneacetic aci... 8.82 5.7 ng 595735 3 9.68 2082620 20.0
Benzene, cyclopro... 9.25 5.8 ng 601663 3 9.68 2082620 20.0
1-(2-Methoxy-1-me. .. 9.33 12.7 ng 1317020 3 9.68 2082620 20.0
Benzoic acid, 2,4... 9.54 4.0 ng 416869 3 9.68 2082620 20.0
unknown9.79 9.79 10.8 ng 1123390 3 9.68 2082620 20.0
unknown10.04 10.04 5.0 ng 526355 3 9.68 2082620 20.0
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