LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22Ie - 1515301 AOU2-MW1-100716

ALS Vial : 9 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-BF101116.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 5.137 243 245 261 rBV 256254 371671 5.27% 0.657%
2 5.560 280 282 301 rBV 703610 1651819 23.42% 2.918%
3 6.543 366 368 370 rBV 193537 183219 2.60% 0.324%
4 6.589 370 372 381 rVB 542316 1123507 15.93% 1.985%
5 6.714 381 383 398 rVB 2560362 3332823 47.26% 5.888%
6 6.943 401 403 407 rBV 891788 1166808 16.55% 2.061%
7 7.103 415 417 424 rBV 4325408 4445272 63.04% 7.853%
8 7.194 424 425 429 rVB 67060 80671 1.14% 0.143%
9 7.263 429 431 433 rBV 250899 272206 3.86% 0.481%
10 7.297 433 434 437 rVB 194718 216757 3.07% 0.383%

11 7.515 450 453 455 rBV 2869974 3528156 50.03% 6.233%
12 7.743 471 473 477 rVB 178897 171082 2.43% 0.302%
13 7.857 479 483 484 rVvVv 82218 132658 1.88% 0.234%
14 7.892 484 486 491 rVvv2 204057 320922 4 _55% 0.567%
15 7.972 491 493 495 rVvv 105279 131690 1.87% 0.233%

16 8.029 495 498 503 rVB2 94251 189659 2.69% 0.335%
17 8.235 513 516 521 rVB 1506491 1704104 24.17% 3.011%
18 8.315 521 523 526 rVB2 63859 94039 1.33% 0.166%
19 8.395 528 530 535 rBv2 301710 500214 7.09% 0.884%
20 8.497 535 539 541 rBV 967893 1171399 16.61% 2.069%

21 8.532 541 542 546 rVB 352294 465324 6.60% 0.822%

22 8.623 548 550 552 rBvV2 68812 79770 1.13% 0.141%
23 8.703 556 557 559 rBvV 65806 85787 1.22% 0.152%
24 8.738 559 560 563 rvB 136798 143364 2.03% 0.253%
25 8.795 563 565 566 rBvV 59091 82930 1.18% 0.147%

26 8.829 566 568 570 rBV 491430 579852 8.22% 1.024%
27 8.955 576 579 582 rBV 109367 189394 2.69% 0.335%
28 9.012 582 584 585 rvv2 76506 123849 1.76% 0.219%
29 9.035 585 586 588 rvv2 154194 262768 3.73% 0.464%
30 9.069 588 589 592 rvv2 153903 261853 3.71% 0.463%

31 9.126 592 594 598 rvB2 97778 179132 2.54% 0.316%

32 9.275 605 607 608 rBvV 53999 83073 1.18% 0.147%
33 9.309 608 610 613 rvB 5295310 6680741 94.74% 11.803%
34 9.480 621 625 626 rBvV3 55909 94511 1.34% 0.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22Ie - 1515301 AOU2-MW1-100716

ALS Vial : 9 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-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.560 629 632 637 rvv4 156097 524481 7.44% 0.927%

36 9.640 637 639 643 rvB2 71715 147741 2.10% 0.261%
37 9.709 643 645 648 rBvV2 73065 149648 2.12% 0.264%
38 9.766 648 650 652 rvVB 250113 230583 3.27% 0.407%
39 9.926 662 664 666 rBv2 59671 86823 1.23% 0.153%
40 9.995 667 670 671 rBV 1841008 2079241 29.49% 3.673%

41 10.029 671 673 675 rvV 1801272 2114956 29.99% 3.736%
42 10.098 676 679 681 rBv2 166223 229776 3.26% 0.406%
43 10.235 690 691 695 rvB 76368 86876 1.23% 0.153%
44 10.303 695 697 700 rBvV 116073 166471 2.36% 0.294%
45 10.475 708 712 717 rBV 606409 940033 13.33% 1.661%

46 10.589 720 722 726 rBV2 162163 382612 5.43% 0.676%
47 10.646 726 727 730 rVB 95113 115706 1.64% 0.204%
48 10.783 736 739 745 rVB 3087991 3268573 46.35% 5.774%
49 10.909 747 750 752 rBV 1226133 1668673 23.66% 2.948%
50 10.943 752 753 755 rvB2 79013 73329 1.04% 0.130%

51 11.001 755 758 759 rBV3 67082 119486 1.69% 0.211%
52 11.149 769 771 776 rVB4 80747 170995 2.42% 0.302%
53 11.263 779 781 785 rBV 191589 242220 3.43% 0.428%
54 11.435 794 796 798 rBV2 48889 76318 1.08% 0.135%
55 11.481 798 800 802 rvVv 2102705 1913179 27.13% 3.380%

56 11.538 802 805 808 rvB3 48444 104064 1.48% 0.184%

57 11.595 808 810 813 rBV3 48004 77287 1.10% 0.137%
58 11.698 816 819 823 rBV5 29387 78104 1.11% 0.138%
59 11.766 823 825 827 rVB 79827 83949 1.19% 0.148%
60 11.858 832 833 838 rvB4 49654 82489 1.17% 0.146%
61 12.006 844 846 848 rBV2 56802 74818 1.06% 0.132%

62 12.098 852 854 855 rvB 96807 117073 1.66% 0.207%
63 12.692 903 906 908 rVvB 191906 171938 2.44% 0.304%
64 12.738 908 910 913 rBV2 55471 81975 1.16% 0.145%
65 12.921 924 926 928 rBV 331520 291704 4.14% 0.515%

66 13.069 936 939 942 rBVY 7141268 7051806 100.00% 12.458%

67 13.961 1015 1017 1021 rBV 97226 115503 1.64% 0.204%

68 14.121 1028 1031 1033 rBVY 2125533 1919623 27.22% 3.391%

69 15.595 1157 1160 1163 rBV 1144075 1464976 20.77% 2.588%
Sum of corrected areas: 56604053
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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\BF101216\

BF090534.D

12 Oct 2016 14:43

UM/SJ

H5153-01 AOU2-MW1-100716
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF090534.D

7.10

7.51
6.71

(e
Time-->

5.00 5.50

6.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF090534.D

9.31

10.78

11.48

10.91

a0 35261

Time-->

Oty

13.00 13.50

12.00 12.50

10.00

F017821@110
R B e e e e e ¢

T
10.50 11.00 11.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

13.96

TIC: BF090534.D

14.12

15.60

0
Time-->

14.00

18.00 18.50

16.50 17.00 17.50

14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 7

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

5.14 6.37 ng 371671 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 40
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 245 (5.137 min): BF090534.D (-243) (-) m/z 43.10 100.00%
43
59
5000
T Tho sho sk w0
83 : : : :
0..,....,....',':.‘..53.'!'],'...??....,.'...,...:,....,....,....,....,...., m/z 59.10 65.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L LIS UL B
59 480 500 520 540
m/z 101.10 22.18%
31 83 g3 101
O RRRAARAA RN Raa0s Rasts RERRA RARAREaSR E00N LARM NARRS A AR RARSY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.91%
41
ol 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.80 5.00 5.20 5.40
m/z 41.10 8.45%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.71 Concentration Rank 2

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

6.71 57.13 ng 3332820 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 383 (6.714 min): BF090534.D (-381) (-) m/z 132.00 100.00%
5000 68
40 | 75 e 6.40 6.60 6.80 7.00
54 104 : . . )
o..,....,....,....,".'.‘.‘7.,::..??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 45.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.66%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.05 26 .95%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132 6.40 6.60 6.80 7.00
o7 m/z 69.05 17.33%
5000 0
52
0 8t 44 60 78 86 105 116
m/z--> 10 20 30 40 55 éo fo 85 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:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 o0-Cymene Concentration Rank 11

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

7.26 4_.67 ng 272206 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 p-Cvmene 134 C10H14 000099-87-6 95
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94

Abundance Scan 431 (7.263 min): BF090534.D (-429) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 17 105 7.00 7.20 7.40 7.60

0..,....,....,....-,-....,-....,.-.'..,...':-,?ﬁ"..,|....,.':':.,..'.'.,'..1.2.7,.-.-..,.. m/z 134.10 30.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: o-Cymene

5000
7.00 7.20 7.40 7.60

m/z 91.05 17.84%

41 51 53 65 77

27

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

119
7.00 7.20 7.40 7.60
5000 m/z 120.10 10.57%
134
91
15 27 41 515865 77 103 126

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-

7.00 7.20 7.40 7.60
m/z 105.05 8.84%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzenemethanol, _alpha.-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.30 3.72 ng 216757 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha.-methvl- 122 C8H100 000098-85-1 95
2 Benzenemethanol. .alpha.-methvl-... 122 C8H100 001445-91-6 94
3 Benzenemethanol. .alpha.-methvl-... 122 C8H100 001517-69-7 91
4 Bicvclol3.2.11loct-2-ene. exo-4-(... 248 C14H1602S 1000142-99-0 64
5 Propionic acid, 2,3-dihydroxy-3-... 182 C9H1004 1000303-10-7 56
Abundance Scan 434 (7.297 min): BF090534.D (-433) (-) m/z 79.10 100.00%
9 107
5000
43 122
3 7.00 7.20 7.40 7.60
o e ....pa..J”..,Fﬁl,.”.,.”.,.”.,.. m/z 107.05 95.26%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9984: Benzenemethanol, .alpha.-methyl-
79 107
122
5000 43

7.00 7.20 7.40 7.60
m/z 77.10 59.72%

G
R T R e E e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
79 107
7.00 7.20 7.40 7.60
m/z 122 .05 23.17%
5000 43 122
27 63 91
bbbl el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9994: Benzenemethanol, .alpha.-methyl-, (R)- A e
79 107 7.00 7.20 7.40 7.60
m/z 78.10 20.60%
5000 43
122
4
I I S Y —< -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzenemethanol, 2-methyl- Concentration Rank 12

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

7.89 3.77 ng 320922 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. 2-methvl- 122 C8H100 000089-95-2 95
2 Phthalic acid. mono(o-methvlbenz... 270 C16H1404 004619-49-2 59
3 Acetic acid. trichloro-. 2-phenv... 266 C10H9CI302 071965-07-6 50
4 Oxalic acid. 2-phenvlethvl propv... 236 C13H1604 1000309-65-5 50
5 1,3-Propanediamine, 2-phenyl- 150 C9H14N2 055165-09-8 47

Abundance Scan 486 (7.892 min): BF090534.D (-484) (-) m/z 104.10 100.00%
104
5000 79 o1
39 51 65 122 7.60 7.80 8.00 8.20
3 N Y N N ..|i..':|.,||...',-|..1??,?‘.‘E.‘.,.... et m/z  79.10  35.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9961: Benzenemethanol, 2-methyl-
104
5000
79 91 7.60 7.80 8.00 8.20
o5 122 m/z 77.10 35.48%
39 51
oLl LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
104
7.60 7.80 8.00 8.20
5000 76 m/z 91.05 35.10%
50 a1
38 65 122 148
ol e el M 288 L 193 208 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115007: Acetic acid, trichloro-, 2-phenylethy! ester B RE Ranms LR
104 7.60 7.80 8.00 8.20
m/z 107.10 22.01%
5000 a1
0 38 5165 1 | |17 139 167 105 217
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 760 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzenemethanol, .alpha.,4-... Concentration Rank 18

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

8.03 2.23 ng 189659 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha..4-dimet... 136 C9H120 000536-50-5 89
2 Methvl m-tolvl carbinol 136 C9H120 1000342-29-9 86
3 Ethanone. 1-(3-hvdroxvphenvl)- 136 C8H802 000121-71-1 60
4 Bicvclol2.2.11hept-2-ene. 1.7.7-... 136 C10H16 000464-17-5 58
5 Formamide, N-phenyl- 121 C7H7NO 000103-70-8 53

Abundance Scan 498 (8.029 min): BF090534.D (-495) (-) m/z 121.05 100.00%
21
93
5000
130
7.60 7.80 8.00 8.20 8.40
0 m/z 93.10 74 .85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16518: Benzenemethanol, .alpha.,4-dimethyl-
93 121
43
5000 " 136 7.60 7.80 8.00 820 8.40
65 m/z 91.05 62.54%
15 27 51
o ...,..‘..,...‘.‘,...l‘i‘..‘..l‘l‘. .m‘r.,.a.l,.g?.‘,ll..,lﬂ%.,l.l.%‘l‘,l...,...‘.,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
2 121 7.60 7.80 8.00 8.20 8.40
5000 77 m/z 77.10 40.76%
136
51 65
. 15 27 e5 | 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16327: Ethanone, 1-(3-hydroxyphenyl)-
121 7.60 7.80 8.00 8.20 8.40
m/z 130.10 33.11%
136
93
5000
39 65
0 1\5 22 ‘\‘ “ \\5\3 ‘\‘\ | ‘7\7 85 | 107 | L
m/z--> 15 25 §o Jo §o 65 75 éo §0 160 110 150 150 150 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\BF101216\
Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

Sample : H5153-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1H-Indenol Concentration Rank 8

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

8.39 5.87 ng 500214 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indenol 132 C9H80 056631-57-3 95
2 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 90
3 2-Propenal. 3-phenvl- 132 C9H80 000104-55-2 87
4 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 81
5 Benzene, (2-propynyloxy)- 132 C9H80 013610-02-1 72

Abundance Scan 530 (8.395 min): BF090534.D (-528) (-) m/z 131.00 100.00%
13
5000 103
77
51 115
39 63 89 146 149 8.00 8.20 8.40 8.60 8.80
0 b m/z 132.00 99.74%
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14521: 1H-Indenol
132
5000
51 77 103 8.00 820 8.40 8.60 8.80
66 115 m/z 103.10 41.74%
OW'“W““P“ﬂ{“P“W““'“'“fa“'““v“'““ LWH“V“W““V
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
103 8.00 8.20 8.40 8.60 8.80
5000 m/z 77.10 32.03%
77
51 115
o9 39 63 89
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14533: 2-Propenal, 3-phenyl-
131 8.00 8.20 8.40 8.60 8.80
m/z 115.05 19.30%
103
5000
51 77
0 18 27 39 \L % o \L 1us )
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60 8.80

8270-BF101116-M Thu Oct 13 13:45:07 2016

AOU2-MW1-100716

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1H-Inden-1-ol, 2,3-dihydro- Concentration Rank 4

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

8.50 13.75 ng 1171400 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-o0l. 2.3-dihvdro- 134 C9H100 006351-10-6 95
2 3-Chloro-N-isochroman-1-vimethvl... 253 C13H16CINO2 1000297-29-7 50
3 Pvrazine. 2-methvl-5-(2-propenvIl)- 134 C8H10N2 055138-63-1 49
4 Pvrazine., 2-methvl-6-(l-propenvl... 134 C8H10N2 018217-81-7 49
5 Pyrazine, 2-methyl-3-(2-propenyl)- 134 C8H10N2 055138-62-0 49

Abundance Scan 539 (8.497 min): BF090534.D (-535) (-) m/z 133.05 100.00%
133
5000
77 o1 115
30 51 63 | | || 148 8.20 840 8.60 8.80
O .'.-.,...!,....,....,....,.... e || M7z 134.10 49 .80%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15322: 1H-Inden-1-ol, 2,3-dihydro-
133
5000
8.20 8.40 8.60 8.80
77 91 115 m/z 115.05 22.41%
ey | h
O e e e e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
133
8.20 8.40 8.60 8.80
5000 m/z 105.05 21.70%
105 146
ol 395168 7791 2547 161 176 190 204 253
UNBEIUNEIUNMRAS LRSS SRS SRR SRR B BEREY SRS SRR BN
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15221: Pyrazine, 2-methyl-5-(2-propenyl)-
133 8.20 8.40 8.60 8.80
m/z 91.10 18.60%
5000
39
108
0 2\7 “\ H\ MO 92 u 120 i
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80

8270-BF101116-M Thu Oct 13 13:45:08 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzenemethanol, 2,5-dimethyl- Concentration Rank 9

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

8.53 5.46 ng 465324 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. 2.5-dimethvl- 136 C9H120 053957-33-8 93
2 Benzvl alcohol. 2.3-dimethvl- 136 C9H120 013651-14-4 81
3 Benzenemethanamine. 3.4-dimethvl- 135 C9H13N 000102-48-7 53
4 .4-Dimethvlbenzvlamine 135 C9H13N 000094-98-4 46
5 2,4-Nonadien-6-yn-1-ol, (E,E)- 136 C9H120 043212-86-8 43

Abundance Scan 542 (8.532 min): BF090534.D (-541) (-) m/z 118.10 100.00%
118
91
5000
” 136
o 107
39 51 8.20 8.40 8.60 8.80
150

0 128 160 m/z 91.10 66.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16486: Benzenemethanol, 2,5-dimethyl-

5000
8.20 8.40 8.60 8.80

m/z 117.10 41._.40%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
118
AR AR N N
91 8.20 8.40 8.60 8.80
5000 136 m/z 79.10 40.72%

77
¥ o e 107
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15648: Benzenemethanamine, 3,4-dimethyl-

8.20 8.40 8.60 8.80
m/z 77.10 37 .96%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80

8270-BF101116-M Thu Oct 13 13:45:09 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 6

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

8.83 6.81 ng 579852 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 94
2 Isoaquinoline. 1.2.3.4-tetrahvdro- 133 C9H11N 000091-21-4 64
3 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 64
4 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 59
5 Styrene 104 C8HS8 000100-42-5 55

Abundance Scan 568 (8.829 min): BF090534.D (-566) (-) m/z 132.00 100.00%
104 132
5000
78
e 8.40 8.60 8.80 9.00 9.20
39 89 : : : :
ol us AT 180 /7 104.10  87.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14545: 1H-Inden-1-one, 2,3-dihydro-
104
¢ 132
5000 B -ﬁ\ﬁu---- A SR
51 840 8.60 8.80 9.00 9.20
m/z 103.05 48 _.54%
27 39 ‘ 63 89
0'W}ﬂW”JW”J“””“'““L'PAW'”““”l‘”'“"”W””I“”P'“P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
104 132
8.40 8.60 8.80 9.00 9.20
5000 m/z 78.10 33.61%
78
51
28 39 63 % 122
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro-
104 8.40 8.60 8.80 9.00 9.20
m/z 131.00 26 .75%
5000 91 132
08 30 51 65 8 115
0 ..|.]:.5.|...‘l|....‘|u..k‘..ulu‘l‘..luu‘.l....‘ ....ll“u ..‘l‘. ""l‘l""'I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00 9.20

8270-BF101116-M Thu Oct 13 13:45:10 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 19

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

8.95 2.22 ng 189394 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 146 C11H14 027087-54-3 86
2 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 83
3 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 83
4 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 83
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 80

Abundance Scan 579 (8.955 min): BF090534.D (-576) (-) m/z 131.00 100.00%

39 51 63 77 91 158 8.60 8.80 9.00 9.20

131
146
5000
115
103

0 m/z 146.10 73.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131
5000
91 146 8.60 8.80 9.00 9.20
0
39 51 77 103 115 m/z 115.05 33.22%
27 63
0 | ‘\ \“\ Lyt u‘\ Ml \‘\‘ “ \H\‘ N
T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
146
_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_‘
8.60 8.80 9.00 9.20
5000 91 m/z 103.00 25.15%
115
39
27 51 g5 17 105
0 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21632: Benzene, (1-methyl-1-butenyl)-
131 8.60 8.80 9.00 9.20
m/z 145.00 20.60%
146
5000 91
115
o7 39 51 65 ?7 103
0”“”w”lpnihnmhWMMPmhnnm”qwnpjh”ﬂm”qjhpnq””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20

8270-BF101116-M Thu Oct 13 13:45:12 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 13 3-Methylbenzothiophene Concentration Rank 15

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

9.03 3.08 ng 262768 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvlbenzothiophene 148 C9H8S 001455-18-1 64
2 Benzaldehvde. 2.4.6-trimethvl- 148 C10H120 000487-68-3 59
3 Benzolblthiophene. 4-methvl- 148 C9H8S 014315-11-8 50
4 Benzolblthiophene. 5-methvl- 148 C9H8S 014315-14-1 50
5 Pyridine, 4-(1-pyrrolidinyl)- 148 COH12N2 002456-81-7 50

Abundance Scan 586 (9.035 min): BF090534.D (-585) (-) m/z 147.00 100.00%
5000
8.60 8.80 9.00 9.20 9.40
(o m/z 148.00 60.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23290: 3-Methylbenzothiophene
147
5000
8.60 8.80 9.00 9.20 9.40
9 m/z 131.00 18.49%
77
15 27 37 \ 61 | /f 89 108 15 45
”q””p”quupnqunpu.””P“quupnqunpn.””P“qunpuq
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
147
119 8.60 8.80 9.00 9.20 9.40
5000 m/z 146.05 14.26%
91
. o7 41 51 65 i 105 133
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23294: Benzo[b]thiophene, 4-methyl-
147 8.60 8.80 9.00 9.20 9.40
m/z 115.00 12.98%
5000
45
103 115
) S <3 ,w\,s?,,w,m,\,,, P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 860 8.80 900 9.20 9.40

8270-BF101116-M Thu Oct 13 13:45:13 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzene, (2-methylcycloprop... Concentration Rank 16

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

9.07 3.07 ng 261853 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 53
2 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 49
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 49
4 Benzene. l1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 49
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 49

Abundance Scan 589 (9.069 min): BF090534.D (-588) (-) m/z 132.10 100.00%
132
117
5000 o1
79 150
39 51 65 105 | M 158 8.80 9.00 9.20 9.40
O prrrrprrrerre e e errsteer b b o e beiae | m/Z 117.10  67.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117

5000

8.80 9.00 9.20 9.40
m/z 91.10 38.84%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

117 132

8.80 9.00 9.20 9.40
5000 m/z 93.10 33.48%

91
39 64
5t 7 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance :

#14069: Benzene, (2-methyl-1-propenyl)- . e LR B e e
117 880 900 920 940

m/z 150.10 29.38%

e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 9.00 9.20 9.40

5000

8270-BF101116-M Thu Oct 13 13:45:14 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

Sample : H5153-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 15 5H-Benzocycloheptene,6,7,8,... Concentration Rank 10

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

9.56 5.04 ng 524481 Acenaphthene-d10 9.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Benzocvcloheptene.6.7.8.9-tet... 146 C11H14 001075-16-7 76
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
3 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 64
4 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 62
5 7-Methylindan-1-one 146 C10H100 039627-61-7 60

Abundance Scan 632 (9.560 min): BF090534.D (-629) (-) m/z 146.05 100.00%
117 146
5000
9.20 9.40 9.60 9.80
0 m/z 117.10 99.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21657: 5H-Benzocycloheptene,6,7,8,9-tetrahydro-
146
104
117
5000 131 LA LI L L L L B L L B B
o1 9.20 9.40 9.60 9.80
m/z 131.00 76.52%
65 77 ‘
) AU NS SN S | ES—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
117
R aE o e A REERRE
9.20 9.40 9.60 9.80
5000 m/z 145.10 61.06%
91
39 51 63
. 27 i 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8971: Benzene, 1-ethenyl-2-methyl-
117 9.20 9.40 9.60 9.80
m/z 115.05 55.57%
5000
91
39
27 51 83 4 103
o.wfﬁpuw””“”.h”lu.”M“”h””:LWHJ“”.HHPHWHHPHW. B A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.20 9.40 9.60 9.80

8270-BF101116-M Thu Oct 13 13:45:15 2016

AOU2-MW1-100716

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Naphthalene, 1,7-dimethyl- Concentration Rank 20

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

9.77 2.22 ng 230583 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 650 (9.766 min): BF090534.D (-648) (-) m/z 141.10 100.00%

141 156
5000

115 128 LI L L L L BB
39 51 63 7 87 102 .||| 940 960 980 10 00

0..,....,....,....,....,'....,.-:..,..-!':,....,....,....,..|..,..:'!',....',!... I m/z 156.10  88.12%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28493: Naphthalene, 1,7-dimethyl-
156
141
5000

9.40 9.60 9.80 10.00
m/z 155.10 24 .08%

115
ST T N e N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156
141

9.40 9.60 9.80 10.00
5000 m/z 115.00 16.96%

o

115
15 27 39 51 63 77 gg 1o 128

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28475: Naphthalene, 1,3-dimethyl- B
156 9.40 9.60 9.80 10.00
141 m/z 128.00 14_54%
5000
115
0 27 39 51 63 76 g9 19p | 128 |
rrprrr e e e e e ey e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00

8270-BF101116-M Thu Oct 13 13:45:16 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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-Naphthalenemethanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.47 9.04 ng 940033 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenemethanol 158 C11H100 004780-79-4 94
2 2-Naphthalenemethanol 158 C11H100 001592-38-7 94
3 1.4-Methanonaphthalen-9-ol. 1.4-.__. 158 C11H100 004796-33-2 83
4 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 72
5 1-butyne, 4-chloro-3-methyl-3-ph... 178 C11H11CI 1000161-45-9 50
Abundance Scan 712 (10.475 min): BF090534.D (-708) (-) m/z 129.05 100.00%
129
5000
0 5163 77 g 102 15 L 1020 1040 1060 1080
0 170 184 m/z 158.10 45.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29682: 1-Naphthalenemethanol
129
158
5000
10.20 10.40 10.60 10.80
115 141 m/z 128.05 39.46%
182030 51 68 77 g 102 || ||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
129
10.20 10.40 10.60 10.80
5000 158 m/z 127 .00 25 .34%
2o 39 51 63 77 g7 102 115 141
O T T B S A o S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29696: 1,4-Methanonaphthalen-9-ol, 1,4-dihydro-
129 10.20 10.40 10.60 10.80
m/z 130.10 13.63%
5000
51 158
293 5 8 T wells |l ]
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzene, [1-(2,4-cyclopenta... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.59 3.68 ng 382612 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. I1-(2.4-cvclopentadien-... 168 C13H12 002320-32-3 90
2 1-1sopropenvinaphthalene 168 C13H12 001855-47-6 74
3 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 64
4 Naphthalene. 2-(l1-methvlethenvl)- 168 C13H12 003710-23-4 59
5 Ethanone, 1-(2,3,4-trihydroxyphe... 168 C8H804 000528-21-2 52
Abundance Scan 722 (10.589 min): BF090534.D (-720) (-) m/z 153.05 100.00%
133 168
5000
39 63 115 126 139 10.20 10.40 10.60 10.80 11.00
0 ...,....,.?.1.,..7.3.,"....,....,....',..'.., A8 . m/z 168.10 93.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36911: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl]-
153 168
5000 AR SUNIA SRR SN
10.20 10.40 10.60 10.80 11.00
m/z 152.00 48_.97%
104114 128 141 ‘
0 ||||||||||||||||||||||||ml|l‘|||‘l||‘|‘||“|‘|||‘|‘||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
153
168 10.20 10.40 10.60 10.80 11.00
5000 m/z 167.10 35.93%
39 51 63 __ 83 105
O o e S T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36908: Naphthalene, 1-(2-propenyl)- R AR RE .”,IH
153 168 10.20 10.40 10.60 10.80 11.00
m/z 165.00 27 .74%
5000 115
141
28 39 51 Gf 83 128 H
0 ..1‘.1, N N N oAl ,H.“;‘. pr el Ll .“.‘. ‘l“. e
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

Sample : H5153-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 19 1(2H)-Acenaphthylenone Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.91 17.44 ng 1668670 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 91
2 Cvclobutaldelnaphthalene 140 C11H8 024973-91-9 38
3 5.6.7.8-Tetrahvdro-thiazolol5.4-... 168 C7H8N20S 1000317-75-4 35
4 Dibenzofuran 168 C12H80 000132-64-9 30
5 1H-Inden-1-ol, 4,7-difluoro-2,3-... 170 C9H8F20 130408-17-2 30

Abundance Scan 750 (10.909 min): BF090534.D (-747) (-) m/z 140.10 100.00%
140 169
5000
IIIIIIAIIIIIIIIIIII
10.60 10.80 11.00 11.20
< m/z 139.00 96 .68%
m/z—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #36885: 1(2H)-Acenaphthylenone
140 168
5000
10.60 10.80 11.00 11.20
m/z 169.00 93.90%
o 2% 61 M 77 5 e TP
miz-> 30 40 §o eb 70 80 90 160 110 120 130 140 150 160 170 180 190
Abundance
140
10.60 10.80 11.00 11.20 |
5000 m/z 168.00 90.87%
63 84 113
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #37115: 5,6,7,8—Tetrahydro—thiazolo[5,4—c]a29pin—4—0ne LI L L L LB L B L
168 10.60 10.80 11.00 11.20
a4 m/z 170.10 69.06%
5000 139
111
39
58
OW””Pfa””P”W”“P”W””P”W””P”W“”P”'””P”I“”P”W”
m/z—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090534.D

Aca On : 12 Oct 2016 14:43

Operator : UM/SJ

ﬁ?ggle i H5153-01 AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9H-Fluoren-9-ol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.26 2.53 ng 242220 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluoren-9-ol 182 C13H100 001689-64-1 96
2 I1.1"-Biphenvll1-4-carboxaldehvde 182 C13H100 003218-36-8 86
3 6H-Dibenzolb.d1-pvran 182 C13H100 000229-95-8 83
4 3-(1-NaphthvDacrvlaldehvde 182 C13H100 001504-73-0 81
5 3-(2-Naphthyl)acrylaldehyde 182 C13H100 020884-05-3 80
Abundance Scan 781 (11.263 min): BF090534.D (-779) (-) m/z 181.00 100.00%
181
5000 152
76

o

165
63 11.00 11.20 11.40 11.60
39 51 91 102 113 126 139
‘y—v—v—v—v—‘y—v—r"!—v—r‘l?—v‘-r“L|"-"-'--'|'----|-"---'|-- m/z 182.00 72 .35%

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

Abundance #47249: 9H-Fluoren-9-ol
181
5000
152 11.00 11.20 11.40 11.60
165 m/z 152.00 50.98%
e T e e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
181
152 11.00 11.20 11.40 11.60
5000 m/z 153.00 27.91%
76
51
0 s 5 90 102 115126 159 | 163
T T e e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47251: 6H-Dibenzo[b,d]-pyran
181 11.00 11.20 11.40 11.60
m/z 76.10 26.12%
5000
76 152
51 63 127
0 | Iy il 87 101 1:!'5 1l 139 i ‘ 164
e e e e e ma A N
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101216\

Data File : BF090534.D

Acq On : 12 Oct 2016 14:43 Instrument :
Operator : UM/SJ BNA_F

Sample - H5153-01 ClientSampleld :
Misc - AOU2-MW1-100716
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.14 6.4 ng 371671 1 6.94 1166810 20.0
unknown6.71 6.71 57.1 ng 3332820 1 6.94 1166810 20.0
o-Cymene 7.26 4.7 ng 272206 1 6.94 1166810 20.0
Benzenemethanol, ... 7.30 3.7 ng 216757 1 6.94 1166810 20.0
Benzenemethanol, ... 7.89 3.8 ng 320922 2 8.23 1704100 20.0
Benzenemethanol, ... 8.03 2.2 ng 189659 2 8.23 1704100 20.0
1H-Indenol 8.39 5.9 ng 500214 2 8.23 1704100 20.0
1H-Inden-1-ol, 2,... 8.50 13.8 ng 1171400 2 8.23 1704100 20.0
Benzenemethanol, ... 8.53 5.5 ng 465324 2 8.23 1704100 20.0
1H-Inden-1-one, 2... 8.83 6.8 ng 579852 2 8.23 1704100 20.0
Bicyclo[4.2.0]Joct. .. 8.95 2.2 ng 189394 2 8.23 1704100 20.0
3-Methylbenzothio. .. 9.03 3.1 ng 262768 2 8.23 1704100 20.0
Benzene, (2-methy... 9.07 3.1 ng 261853 2 8.23 1704100 20.0
5H-Benzocyclohept. .. 9.56 5.0 ng 524481 3 9.99 2079240 20.0
Naphthalene, 1,7-... 9.77 2.2 ng 230583 3 9.99 2079240 20.0
1-Naphthalenemeth... 10.47 9.0 ng 940033 3 9.99 2079240 20.0
Benzene, [1-(2,4-... 10.59 3.7 ng 382612 3 9.99 2079240 20.0
1(2H)-Acenaphthyl... 10.91 17.4 ng 1668670 4 11.48 1913180 20.0
9H-Fluoren-9-ol 11.26 2.5 ng 242220 4 11.48 1913180 20.0
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