LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 height area % max. total
1 4_.376 242 244 256 rVB 189090 294972 14.78% 1.791%
2 4.890 288 289 302 rBVY 455043 673241 33.74% 4.087%
3 6.022 386 388 395 rBVY 393848 387675 19.43% 2.353%
4 6.124 395 397 399 rBV 1561880 1484636 74.41% 9.012%
5 6.227 403 406 410 rBV3 12438 27932 1.40% 0.170%
6 6.353 415 417 420 rBV 444332 381310 19.11% 2.315%
7 6.513 428 431 432 rBV 1611232 1441350 72.24% 8.749%
8 6.536 432 433 435 rVB 99652 76883 3.85% 0.467%
9 6.936 465 468 470 rvV 1250753 1220708 61.18% 7.410%
10 6.982 470 472 477 rVB2 20484 40448 2.03% 0.246%
11 7.062 477 479 482 rBvV4 17814 34637 1.74% 0.210%
12 7.153 482 487 491 rvVvB2 37264 87596 4_39% 0.532%
13 7.325 499 502 505 rBv 43456 56796 2.85% 0.345%
14 7.393 505 508 510 rBv2 83222 114534 5.74% 0.695%
15 7.485 515 516 518 rVB 42843 48745 2.44% 0.296%
16 7.645 528 530 531 rBY 581438 464789 23.29% 2.821%
17 7.667 531 532 534 rVB 77353 68497 3.43% 0.416%
18 7.702 534 535 538 rvB 80626 71655 3.59% 0.435%
19 7.759 538 540 541 rBvY 32078 41953 2.10% 0.255%
20 7.805 541 544 546 rVB 78477 92997 4_66% 0.565%
21 7.850 546 548 550 rBvV2 31105 66332 3.32% 0.403%
22 7.896 550 552 553 rvv 38518 37613 1.89% 0.228%
23 7.919 553 554 557 rvB2 56199 65327 3.27% 0.397%
24 8.045 563 565 567 rBV3 37887 65665 3.29% 0.399%
25 8.090 567 569 572 rvv4 28438 71099 3.56% 0.432%
26 8.148 572 574 576 rvv3 31200 74526 3.74% 0.452%
27 8.239 579 582 583 rBV3 31560 45624 2.29% 0.277%
28 8.330 587 590 592 rBV3 31465 62740 3.14% 0.381%

29 8.456 596 601 606 rvv2 107795 239512 12.00% 1.454%
30 8.548 607 609 612 rVvv3 50100 118384 5.93% 0.719%

31 8.639 614 617 619 rVB3 41063 88783 4.45% 0.539%
32 8.673 619 620 622 rBvV2 19134 26274 1.32% 0.159%
33 8.730 622 625 627 rVB 2199412 1995270 100.00% 12.112%
34 8.776 627 629 630 rvB 26711 22611 1.13% 0.137%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.856 634 636 638 rBv2 22179 42665 2.14% 0.259%
36 8.890 638 639 640 rvB 45593 31277 1.57% 0.190%
37 8.925 640 642 644 rVB2 36594 34936 1.75% 0.212%
38 8.970 644 646 647 rBv2 70814 77061 3.86% 0.468%
39 9.062 652 654 659 rBv4 55341 121034 6.07% 0.735%
40 9.245 669 670 673 rVB3 26147 26307 1.32% 0.160%
41 9.290 673 674 676 rVB 33832 28538 1.43% 0.173%
42 9.348 676 679 680 rBv2 15360 28105 1.41% 0.171%
43 9.382 680 682 684 rvVv 475307 490101 24.56% 2.975%
44 9.416 684 685 687 rvB2 32798 39738 1.99% 0.241%
45 9.451 687 688 690 rBv2 22566 28187 1.41% 0.171%
46 9.485 690 691 693 rvB2 31790 30712 1.54% 0.186%
47 9.553 693 697 700 rBv3 123060 190379 9.54% 1.156%
48 9.645 703 705 707 rBvV2 23417 28993 1.45% 0.176%
49 9.702 707 710 714 rVB5 35274 71715 3.59% 0.435%
50 9.759 714 715 719 rBv4 28994 51702 2.59% 0.314%
51 9.828 719 721 723 rBV3 20150 43480 2.18% 0.264%
52 9.919 725 729 732 rBV2 92259 148973 7.47% 0.904%
53 9.988 732 735 738 rBV5 40432 83374 4.18% 0.506%
54 10.056 738 741 743 rVB4 16252 32119 1.61% 0.195%
55 10.102 743 745 747 rBV2 21871 33343 1.67% 0.202%

56 10.171 748 751 753 rVV 1219473 1189249 59.60% 7.219%
57 10.239 753 757 761 rVB6 33069 101086 5.07% 0.614%

58 10.296 761 762 766 rVB4 26943 41844 2.10% 0.254%
59 10.411 769 772 774 rBV3 37502 64541 3.23% 0.392%
60 10.513 779 781 783 rVB3 27788 34503 1.73% 0.209%
61 10.582 786 787 788 rBV 40975 36478 1.83% 0.221%
62 10.696 796 797 801 rvv4 13369 31905 1.60% 0.194%
63 10.765 801 803 808 rvv4 14477 45516 2.28% 0.276%
64 10.845 808 810 813 rvv 398730 503509 25.24% 3.056%
65 10.891 813 814 818 rVB3 16848 32215 1.61% 0.196%
66 11.382 856 857 859 rBvV 26396 25529 1.28% 0.155%
67 11.428 859 861 869 rvB2 163579 215626 10.81% 1.309%
68 11.611 876 877 880 rvVB 23896 26220 1.31% 0.159%
69 11.885 899 901 906 rVvB 18377 32265 1.62% 0.196%
70 12.114 919 921 926 rVB6 9933 25670 1.29% 0.156%
71 12.205 926 929 932 rBV 62358 76409 3.83% 0.464%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 12.434 946 949 952 rBV 1516424 1577956 79.08% 9.579%
73 13.371 1028 1031 1036 rBVZ2 21810 42502 2.13% 0.258%
74 13.451 1036 1038 1041 rBV 350971 360018 18.04% 2.185%
75 14.765 1150 1153 1155 rBV 233853 256968 12.88% 1.560%

Sum of corrected areas: 16473862
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081486.D
2000000

6.12 6.51

1500000
6.94

1000000

500000 4.89 c.op 635

4.38 3 .
I\ 6.2 §.286LY . ]\“‘

e L

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081486.D
8|73

2000000

12.43
1500000

10.17

1000000

500000 10.84
13.45

11.43 14.77

11.8811.61 11 89 1221 13

T
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081486.D

2000000

1500000

1000000

500000

e e .

!
Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.38 15.47 ng 294972 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 1,2-Butanediol, (.-+/-.)- 90 C4H1002 026171-83-5 9
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 244 (4.376 min): BF081486.D (-242) (-) m/z 43.10 100.00%
43
59
5000
5 | a3 Hl)l 400 420 4.40 4.60 4.80
ottt e e e m/z 59.10 53.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SRR RN U
4.00 4.20 4.40 4.60 4.80
m/z 58.10 13.99%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
400 420 4.40 4.60 4.80
5000 m/z 101.10 13.29%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2273: 1,2-Butanediol, (.+/-.)- LI L L B L LN B
31 59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.54%
5000
41
B ) ‘“ ass || = g9
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 400 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 2 unknown6.12 Concentration Rank 1

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

6.12 77.87 ng 1484640 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
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 397 (6.124 min): BF081486.D (-395) (-) m/z 132.10 100.00%
5000 68
N P Sh oh 6k 6w |
0 AN N - N | R m/z 68.10 43.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RS AR RN
5.80 6.00 6.20 6.40
2 51 m/z 134.10 32.96%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 580 6.00 620 640
5000 gg 116 m/z 66.10 29.18%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole R AmaanEmtns e
132 5.80 6.00 6.20 6.40
m/z 69.10 17.78%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 580 6.00 620 640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Indane Concentration Rank 12

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

6.54 4.03 ng 76883 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 91
3 cis-.beta.-Methylstyrene 118 C9H10 000766-90-5 90
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 90
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 86

Abundance Scan 433 (6.536 min): BF081486.D (-432) (-) m/z 117.10 100.00%
117
5000
91 SNSRI SUARE SRR SRR
39 51 63 77 | 103 110 6.20 6.40 6.60 6.80
o MM v A SN NS | N m/z 118.10 61.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8676: Indane
117
5000 e
6.20 6.40 6.60 6.80
m/z 91.10 19.18%
39 .5 63 N o3
o AN NN NN N~ (A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
6.20 6.40 6.60 6.80
5000 m/z 63.00 9.96%
91
51 63
- 39 77 103
S s I R S IS AL LR IS IS A BASS RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8693: cis-.beta.-Methylstyrene —
117 6.20 6.40 6.60 6.80
m/z 39.10 9.56%
5000 o1
39 S5 8 77 103
0..“%5.“.%?“..ﬂ..nﬁznlﬂhhw.wﬂ,.”uhu..uﬂ.w..”u.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 unknown7.15 Concentration Rank 15

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

7.15 3.77 ng 87596 Naphthalene-d8 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 38
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 38
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 38
4 1,3,8-p-Menthatriene 134 C10H14 021195-59-5 38
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 35

Abundance Scan 487 (7.153 min): BF081486.D (-482) (-) m/z 119.10 100.00%
119
55
70
5000 134
41
87
7 100 6.80 7.00 7.20 7.40
0 m/z 55.10 62.57%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14376: Benzene, 4-ethyl-1,2-dimethyl-
119
5000 A R R UL
134 6.80 7.00 7.20 7.40
m/z 70.10 52 .58%
15 27 39 51 g 77 9N 105
0'“w“wJ“w“w““M“J““wa“Ah“wh“ﬁmeﬂL“w““w'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
6.80 7.00 7.20 7.40
5000 m/z 134.10 41 .85%
91 134
77
15 28 39 51 65 105
0‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14363: Benzene, 1-ethyl-2,3-dimethyl- e A
119 6.80 7.00 7.20 7.40
m/z 41.10 31.34%
5000
134
, 15 27 3% s e 77 o 1?5
R AL A A AL LSS AR RELS REA MAL ) BAs s R RARM A N R UL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9

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

7.39 4.93 ng 114534 Naphthalene-d8 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
4 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
5 Indan, 1-methyl- 132 C10H12 000767-58-8 81

Abundance Scan 508 (7.393 min): BF081486.D (-505) (-) m/z 117.10 100.00%
117

5000

7.00 7.20 7.40 7.60 7.80
m/z 132.10 35.65%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-

5000
7.00 7.20 7.40 7.60 7.80

m/z 115.10 27 .82%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117 132
7.00 7.20 7.40 7.60 7.80
5000 m/z 131.10 18.22%
91
;5 27 39 51 6 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13570: 1-Phenyl-1-butene

117 7.00 7.20 7.40 7.60 7.80
m/z 91.00 17.13%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 unknown7.80 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.80 4.00 ng 92997 Naphthalene-d8 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Butanoic acid, 3-methyl-2-methyl... 128 C7H1202 003070-67-5 35

2 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 30
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 30
4 2-Pentenoic acid, 4-methyl- 114 C6H1002 010321-71-8 27

5 2-Pentenoic acid, 2-methyl-, (E)- 114 C6H1002 016957-70-3 25

Abundance Scan 544 (7.805 min): BF081486.D (-541) (-) m/z 55.10 100.00%
69

5000

740 7.60 7.80 8.00 8.20

0 m/z 69.10 88.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11938: Butanoic acid, 3-methyl-2-methylene-, methyl ester
41
69
5000 BRI L L L L L L L
97 128 7.40 7.60 7.80 8.00 8.20
27 113 m/z 41.10 74.40%
o.upuwuupuw””.”.”“P”wuﬁguwuupuwnupnwnnpnw”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 69
41 A B
740 7.60 7.80 8.00 8.20
5000 o7 m/z 129.10 55.17%
84
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1466: Pentane, 3-methylene-
a9 69 740 7.60 7.80 8.00 8.20
55 m/z 56.10 43.73%
5000 27 84
15 ‘
o 1 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.09 Concentration Rank 20

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

8.09 3.06 ng 71099 Naphthalene-d8 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 3-ethoxy- 137 C8H11NO 000621-33-0 25
2 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 22
3 Phenol, 4-amino- 109 C6H7NO 000123-30-8 14
4 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 14
5 2-Hydrazinopyridine 109 C5H7N3 004930-98-7 14

Abundance Scan 569 (8.090 min): BF081486.D (-567) (-) m/z 109.10 100.00%
109
55 97
41
5000
84 137,45 155 A
o9 129 780 8.00 820 8.40
of m/z 55.10 67 .30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16124: Benzenamine, 3-ethoxy-
109
137
5000 A A LA AR R
80 780 8.00 8.0 8.40
53 m/z 97.10 62 .29%
7w RE 8@
Ot e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
109
43 U U R S U
7.80 8.00 8.20 8.40
5000 67 m/z 41.10 52.78%
137
55 81 152
91 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5408: Phenol, 4-amino- T
7.80 8.00 8.20 8.40
m/z 84.05 35.36%
5000
of R R s R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 780 8.00 8.0 8.40

8270-BF090115.M Tue Sep 08 16:04:43 2015 S

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 unknown8.15 Concentration Rank 18

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

8.15 3.21 ng 74526 Naphthalene-d8 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 3-cyclopropylpropanoate 128 C7H1202 062021-34-5 22
2 5-Hexenoic acid, methyl ester 128 C7H1202 002396-80-7 10
3 Pentanoic acid, 3-methyl-, methy... 130 C7H1402 002177-78-8 10
4 D,L-p-Fluorophenylalanine 183 C9H10FNO2 000051-65-0 9
5 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-48-2 9

Abundance Scan 574 (8.148 min): BF081486.D (-572) (-) m/z 55.10 100.00%
74
5000 41
6 7.80 8.00 8.20 840
of m/z 74.05 95.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11850: Methyl 3-cyclopropylpropanoate
74
41
5000 55
7.80 8.00 8.20 8.40
87 97 113 m/z 97.10 51.87%
‘ ‘ ‘ 128
O'W”'W”“I“”Pwmb”kW“J'L“”l”””I“”P'JP”W'”W”'W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
74
43 7.80 8.00 8.20 840
5000 m/z 109.10 48.06%
27 55 97
0 65 87 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13106: Pentanoic acid, 3-methyl-, methy! ester L = = =
74 7.80 8.00 8.20 8.40

m/z 41.10 44 _61%

5000

43 59

99
29 ‘ L ‘ Ll 87 ‘ ‘ 115 130

o

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

7.80 8.00 8.20 8.40

8270-BF090115.M Tue Sep 08 16:04:45 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Naphthalene, 1-methyl- Concentration Rank 4

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

8.46 10.31 ng 239512 Naphthalene-d8 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1l-methyl- 142 C11H10 000090-12-0 97
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
3 Benzocycloheptatriene 142 C11H10 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 86

Abundance Scan 601 (8.456 min): BF081486.D (-596) (-) m/z 142.10 100.00%
142
5000 15
41 s1 6371 8189 131 820 840 8.60 8.80
Oberrrerrrhlire et P Mty e oo i O | m/z 141.10  89.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #18499: Naphthalene, 1-methyl-
142
A
5000 115 820 8.40 8.60 8.80
m/z 115.05 39.53%
27 39 51 8371 89 44 26 |
miz> 20 30 4 55 60 70 80 b 100 110 130 130 140 150 160 170
Abundance
142
820 840 8.60 8.80
5000 m/z 139.10 12 .54%
115
oL 27 30 51 6371 89 o 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #18493: Benzocycloheptatriene
141 8.20 8.40 8.60 8.80
m/z 143.10 11.35%
5000 e
o 27 P 8 T8 g | 1w )
m/z--> 20 3'0 40 50 60 70 80 9'0 100 11'0 120 13'0 140 150 160 170 | 8.0 840 8.60 8.80

8270-BF090115.M Tue Sep 08 16:04:47 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 unknown8.64 Concentration Rank 16

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

8.64 3.62 ng 88783 Acenaphthene-d10 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 47
2 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 47
3 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 38
4 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 35
5 2,4-Octadienal, (E,E)- 124 C8H120 030361-28-5 27

Abundance Scan 617 (8.639 min): BF081486.D (-614) (-) m/z 81.10 100.00%
il
5000 41 %
55 69 111
‘ | || |‘| I |” 123 141149 840 8.60 8.80 9.00
S 1811 NN O m/z 95.10 51.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5842: 1-Ethyl-5-methylcyclopentene
81
95
5000 67 U UL LU L
110 8.40 8.60 8.80 9.00
7 P 5 m/z 41.10 46.37%
0'W}ﬁﬁ“'ﬁ””P'”P”'P”W'”W”'W””I””P'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
81
" '840 860 8.80 9.00
5000 67 9% m/z 55.10 34.22%
110
39
53
AED 27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5669: 2,4—Heptadiena|, (E,E)- LA B L L L ) B
81 8.40 8.60 8.80 9.00
m/z 69.10 31.74%
5000
28 39
58 o
110
0'W””I“”P'”P”'P”W'”W”'W””I??I””P'”P”'P”W'”W”'W U UL L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00

8270-BF090115.M Tue Sep 08 16:04:48 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 7-Methylindan-1-one Concentration Rank 19

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

8.97 3.14 ng 77061 Acenaphthene-d10 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methylindan-1-one 146 C10H100 039627-61-7 91
2 Benzene, 1l-pentenyl- 146 C11H14 000826-18-6 68
3 1H-Imidazole, 4,5-dihydro-2-phenyl- 146 C9H10N2 000936-49-2 58
4 Benzylcyclobutane 146 C11H14 005244-88-2 52
5 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 52

Abundance Scan 646 (8.970 min): BF081486.D (-644) (-) m/z 117.05 100.00%
147 146
5000
39 5|1 7 || | 1(|)3 ‘ 131 ‘ 156164 8.60 8.80 9.00 9.20 9.40
Obrerprrrrprrrdrrerilbeeblie e el sl ot Ml S Tm/Zz 146.10 0 94.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20632: 7-Methylindan-1-one
117 146
5000 T '|'A" [T
01 8.60 8.80 9.00 9.20 9.40
9 5 e 77 ‘ 103 - H m/z 118.10 51.58%
) I S PO T T | s |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
117
8.60 8.80 9.00 9.20 9.40
5000 m/z 115.10 35.49%
o1 104 146
28 39 51 65 77 128

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21299: 1H-Imidazole, 4,5-dihydro-2-phenyl- B ERRRREEEE T

7 8.60 8.80 9.00 9.20 9.40
m/z 145.10 31.53%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.60 8.80 9.00 9.20 9.40

8270-BF090115.M Tue Sep 08 16:04:50 2015 S Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 unknown9.06 Concentration Rank 8

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

9.06 4.94 ng 121034 Acenaphthene-d10 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 5-ethenyl-2-methyl- 119 C8HON 000140-76-1 35
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 30
3 Ethyl m-methylbenzoate 164 C10H1202 000120-33-2 22
4 p-Ethylbenzylchloride 154 C9H11cCI 001467-05-6 22
5 1,5,9-Cyclododecatriyne 156 C12H12 060323-50-4 20

Abundance m/z 119.05 100.00%

Scan 654 (9.062 min): BF081486.D (-652) (-)
119

5000

A
LI L e

8.80 9.00 9.20 9.40
m/z 141.05 64 .13%

o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

15 .
76
15 27 39 51 63 89 102

Abundance #8867: Pyridine, 5-ethenyl-2-methyl-
119
5000
91 8.80 9.00 9.20 9.40
39 51 m/z 156.10 45_.71%
27 ‘ ‘ 65 77 104
T P | S O P | M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
141 156
8.80 9.00 9.20 9.40
5000 m/z 91.05 43.83%

8.80 9.00 9.20 9.40

m/z 81.10 43.28%

m/z-->
Abundance #31552: Ethyl m-methylbenzoate
119
91
5000
136
65 164
39 149
0 15 29 51 o Ll 105 . 1 .
T T T T e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

8.80 9.00 9.20 9.40

8270-BF090115.M Tue Sep 08 16:04:52 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 unknown9.55 Concentration Rank 6

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

9.55 7.77 ng 190379 Acenaphthene-d10 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 46
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 46
3 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 46
4 3,4-Dimethylbenzyl isothiocyanate 177 C1OH11INS 206559-59-3 43
5 Benzene, 1,1"-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 43

Abundance Scan 697 (9.553 min): BF081486.D (-693) (-) m/z 119.10 100.00%
119
164
5000

9.20 9.40 9.60 9.80

0 m/z 164.10 57.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14403: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000 ||||||||||/|L||||||||||||
9.20 9.40 9.60 9.80
o1 134 m/z 105.10 33.73%
27 39 51 65 77 103
0 ...,.u..,..n.,ﬂ..ﬂq..f.,v..U,...u,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
R EREEE RS e
9.20 9.40 9.60 9.80
5000 m/z 91.10 30.68%
134
91 105
15 27 39 51 65 77
O T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31555: Ethyl 4-methylbenzoate R A e e
119 9.20 9.40 9.60 9.80
m/z 149.10 24 _A7%
5000
91
136 164
65
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF090115.M Tue Sep 08 16:04:53 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 16 Propofol Concentration Rank 7

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

9.92 6.08 ng 148973 Acenaphthene-d10 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propofol 178 C12H180 002078-54-8 59
2 4-1sopropylphenylacetic acid 178 C11H1402 004476-28-2 58
3 5"-Hydroxy-2",3",4"-trimethylace... 178 C11H1402 013667-28-2 58
4 N1,N1-Diethyl-3-methyl-para-phen... 178 C11H18N2 002051-79-8 53
5 Ethanone, 1-(2,3-dihydro-1,4-ben... 178 C10H1003 002879-20-1 52

Abundance Scan 729 (9.919 min): BF081486.D (-725) (-) m/z 163.10 100.00%
163
5000 178
91 117 133
39 51 63 '/ 105 145 102 9.60 9.80 10.00 10.20
o m/z 178.10 44 .71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41203: Propofol
163
5000
178 9.60 9.80 10.00 10.20
117 m/z 133.10 25.52%
15 27 e es 77 0L 1077 13y |
s B 4 e 8 i 10 10 o g
Abundance
117 163
'9.60 9.80 10.00 10.20
5000 m/z 117.10 22 .44%
91 178
45 77
) 15 27 55 65 105 133 45
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41091: 5'-Hydroxy-2',3',4'-trimethylacetophenone LI B B B
163 9.60 9.80 10.00 10.20
m/z 91.05 20.95%
178
5000 135
43 79 91
oL 15 27 53 65 79 7 107997 | 149 |
m/z--> 20 Jo ' 80 100 120 140 160 180 ' 9.60 9.80 10.00 1020

8270-BF090115.M Tue Sep 08 16:04:55 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 1-Isopropenylnaphthalene Concentration Rank 17

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

9.99 3.40 ng 83374 Acenaphthene-d10 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 55
2 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 55
3 1,1"-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 41
4 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 38
5 Fluorene, 2,4a-dihydro- 168 C13H12 059247-36-8 38

Abundance Scan 735 (9.988 min): BF081486.D (-732) (-) m/z 168.10 100.00%
168

5000

9.60 9.80 10.00 10.20 10.40

0 m/z 153.10 71.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34868: 1-Isopropenylnaphthalene
153
168
5000
9.60 9.80 10.00 10.20 10.40
m/z 167.10 58.98%
39 51 63 105
Rl S B . R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
168
9.60 9.80 10.00 10.20 10.40
5000 m/z 152.10 43.28%
152
82
15 27 39 51 63 102 115 128139
I o o o o o LN A e o e i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34870: 1,1-Biphenyl, 4-methyl-
168 9.60 9.80 10.00 10.20 10.40
m/z 165.10 43.14%
5000
152
oS % P ||
Ot ”‘”Mlﬂu.f”..,w”.,... T
m/z--> 20 40 0 80 100 120 140 1 180 200 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.24 4.02 ng 101086 Phenanthrene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 162 C11H140 001008-18-0 58
2 6-Phenyl-5-hexenoic acid, methyl... 204 C13H1602 1000281-31-8 50
3 Benzene, 1,3-diethenyl- 130 C10H10 000108-57-6 49
4 Benzene, 1,4-diethenyl- 130 C10H10 000105-06-6 46
5 Ether, isopropyl 2-benzyl-2-prop... 190 C13H180 1000152-79-5 43
Abundance Scan 757 (10.239 min): BF081486.D (-753) (-) m/z 130.05 100.00%
0
5000
39 51 64 77 1y 10,00 10.20 10.40 10.60
o’ m/z 131.10 48.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30581: Naphthalene, 1,2,3,4-tetrahydro-1-methoxy-
130
5000 LRI VLN SRR SN R
o1 10.00 10,20 10.40 10.60
119 161 m/z 115.10 39.05%
gas s 0
m/z--> 20 45 60 8b 160 120 140 160 180 200
Abundance
130
10,00 10.20 10.40 10.60
5000 m/z 129.10 35.70%
115
91 204
30 43 65 77 104 145 173
O T B i e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12675: Benzene, 1,3-diethenyl- R AR RRRES T
130 10.00 10.20 10.40 10.60
m/z 119.10 23.26%
5000 115
1 77
63 102
2527 L b R et
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.43 8.56 ng 215626 Phenanthrene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Octanoic Acid 144 C8H1602 000124-07-2 53
Abundance Scan 861 (11.428 min): BF081486.D (-859) (-) m/z 43.10 100.00%
48 60
5000
s 165 100213 130 1440 1150 1130
157171 199 . . . .
o 143 2r =6 m/z 60.00 88.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 L B IS S U
nmnmnmnm
m/z 57.10 76.13%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
- " 11120 1140 11.60 11.80
5000 m/z 73.00 75.94Y%
129 242
87 101115 | 143 185199
N P 1 el i - 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid RN s o e S
60 7 11.20 11.40 11.60 11.80
m/z 55.10 75.85%
5000 43
29 129 43
101115 186
o ,;;SII\I‘II\I\,‘,,H, | \ Ll H \”,1;‘37,17,1, T e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/I1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Tetradecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.21 4.24 ng 76409 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 59
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 38

Abundance Scan 929 (12.205 min): BF081486.D (-926) (-) m/z 43.10 100.00%
60
73
5000
5 129
97 185 T T T
115 152 17177 199 597241 11:80 12.00 12.20 12.40 12.60
0! m/z 60.10 83.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75071: Tetradecanoic acid
60 78
43
5000
129 11.80 12.00 12.20 12.40 12.60
97 115 185 228 m/z 57.10 82.54Y%
143 127171
0 : ‘\ ‘ H‘ ‘ \m ‘H\ H‘ |||fl-|5|7|‘|‘||||“| |]|-99||2:|L|3|||‘|||||
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
60 73
11:80 12,00 12,20 12.40 12,60
5000 43 m/z 55.10 78.91%
29 85 129 143
115 186
oL 15 o1 157169
m/z--> ﬁo Jo éo 85 160 150 150 1é0 180 200 250 250
Abundance #65562: Tridecanoic acid A B
43 907 11.80 12.00 12.20 12.40 12.60
m/z 73.05 71.74%
5000 - e
H 85 g7 115 ‘ 71 214
ol b L | | st | gy |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081486.D

Acq On : 6 Sep 2015 2:35

Operator : UM/1Z

Sample - G3557-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4.38 15.5 ng 294972 1 6.35 381310 20.0
unknown6 .12 6.12 77.9 ng 1484640 1 6.35 381310 20.0
Indane 6.54 4.0 ng 76883 1 6.35 381310 20.0
unknown7 .15 7.15 3.8 ng 87596 2 7.64 464789 20.0
Benzene, 2-etheny... 7.39 4.9 ng 114534 2 7.64 464789 20.0
unknown? .80 7.80 4.0 ng 92997 2 7.64 464789 20.0
unknown8 .09 8.09 3.1 ng 71099 2 7.64 464789 20.0
unknown8.15 8.15 3.2 ng 74526 2 7.64 464789 20.0
Naphthalene, 1-me... 8.46 10.3 ng 239512 2 7.64 464789 20.0
unknown8 .64 8.64 3.6 ng 88783 3 9.38 490101 20.0
7-Methylindan-1-one 8.97 3.1 ng 77061 3 9.38 490101 20.0
unknown9 .06 9.06 4.9 ng 121034 3 9.38 490101 20.0
unknown9 .55 9.55 7.8 ng 190379 3 9.38 490101 20.0
Propofol 9.92 6.1 ng 148973 3 9.38 490101 20.0
1-Isopropenylnaph. .. 9.99 3.4 ng 83374 3 9.38 490101 20.0
Naphthalene, 1,2,... 10.24 4.0 ng 101086 4 10.85 503509 20.0
n-Hexadecanoic acid 11.43 8.6 ng 215626 4 10.85 503509 20.0
Tetradecanoic acid 12.21 4.2 ng 76409 5 13.45 360018 20.0
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