LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 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-BF121716.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 4.258 188 190 193 rBvV 113431 146979 1.88% 0.241%
2 4.316 193 195 205 rvB 66206 105260 1.34% 0.172%
3 4.933 246 249 252 rBVY 1256694 1670045 21.33% 2.735%
4 5.367 284 287 289 rBVY 4257426 4484814 57.29% 7 .345%
5 6.407 375 378 380 rVB 1859240 2365830 30.22% 3.874%
6 6.533 386 389 391 rBVY 5899698 6360565 81.26% 10.416%
7 6.762 406 409 411 rBV 1169498 1504424 19.22% 2.464%
8 6.922 420 423 425 rBV 3947268 5562220 71.06% 9.109%
9 7.104 436 439 442 rBV2 84695 109424 1.40% 0.179%
10 7.276 451 454 455 rBV 74873 107292 1.37% 0.176%

11 7.333 455 459 461 rvVV 3110130 5060944 64.65% 8.288%
12 7.413 464 466 467 rVv2 65991 95732 1.22% 0.157%
13 7.436 467 468 474 rVvv4 59930 167354 2.14% 0.274%
14 7.539 474 477 478 rVB2 94900 116264 1.49% 0.190%

15 7.584 478 481 482 rBV3 75560 99288 1.27% 0.163%
16 7.619 482 484 486 rVB2 64838 82001 1.05% 0.134%
17 7.779 495 498 501 rBV3 65588 140680 1.80% 0.230%
18 7.962 512 514 515 rBV 51925 84762 1.08% 0.139%

19 8.042 518 521 524 rvV 2160389 2072495 26.48% 3.394%
20 8.430 551 555 558 rBV5 88858 203044 2.59% 0.333%

21 8.487 5568 560 561 rvv2 51183 97664 1.25% 0.160%
22 8.522 561 563 565 rvv 144106 151455 1.93% 0.248%
23 8.579 565 568 569 rvB 114620 114836 1.47% 0.188%
24 8.613 569 571 574 rBV2 89116 156773 2.00% 0.257%
25 8.659 574 575 578 rBvV2 62028 119209 1.52% 0.195%

26 8.785 582 586 588 rvv4 108634 154585 1.97% 0.253%
27 8.887 593 595 598 rvB4 94204 126689 1.62% 0.207%
28 8.967 598 602 603 rBvV 160801 258676 3.30% 0.424%
29 9.002 603 605 606 rvv2 80323 100942 1.29% 0.165%
30 9.047 606 609 610 rvv3d 120909 197985 2.53% 0.324%

31 9.082 610 612 613 rvv 157126 218597 2.79% 0.358%
32 9.127 613 616 618 rvv 6971576 7827771 100.00% 12.819%
33 9.219 621 624 626 rBv4 114773 203276 2.60% 0.333%
34 9.310 630 632 636 rvB3 206117 313144 4._00% 0.513%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.379 636 638 640 rBvV3 60312 100472 1.28% 0.165%

36 9.425 640 642 643 rBvV 120193 149747 1.91% 0.245%
37 9.459 643 645 647 rvv2 290395 404525 5.17% 0.662%
38 9.516 649 650 653 rvv 374115 383989 4.91% 0.629%
39 9.573 653 655 656 rvv2 99926 137877 1.76% 0.226%
40 9.608 656 658 660 rvv2 132692 230757 2.95% 0.378%

41 9.653 660 662 664 rvVB2 184984 244287 3.12% 0.400%
42 9.790 672 674 676 rVB 1630878 1958123 25.02% 3.207%
43 9.825 676 677 679 rvv2 110171 89012 1.14% 0.146%
44 9.859 679 680 682 rvB2 151379 145274 1.86% 0.238%
45 10.065 696 698 700 rBv3 233681 271722 3.47% 0.445%

46 10.099 700 701 703 rvv2 131039 167007 2.13% 0.274%
47 10.156 704 706 709 rvv4 111705 184989 2.36% 0.303%
48 10.476 733 734 738 rBv4 155153 323583 4._.13% 0.530%
49 10.545 738 740 741 rBV 163385 207394 2.65% 0.340%
50 10.590 741 744 746 rVV 3562239 4071313 52.01% 6.667%

51 10.705 752 754 760 rBV7 153724 491806 6.28% 0.805%
52 10.785 760 761 764 rvv3 122337 162370 2.07% 0.266%
53 10.933 772 774 778 rBv4 147197 305473 3.90% 0.500%
54 11.151 791 793 795 rVB 293950 303913 3.88% 0.498%
55 11.276 802 804 806 rBV 2067241 1767701 22.58% 2.895%

56 11.493 821 823 824 rBV 182877 185660 2.37% 0.304%
57 11.825 850 852 856 rvB2 329419 372554 4.76% 0.610%
58 12.602 918 920 922 rBV2 114949 150794 1.93% 0.247%
59 12.648 922 924 926 rVB 185451 180843 2.31% 0.296%
60 12.762 932 934 940 rVB 150501 197834 2.53% 0.324%

61 12.865 940 943 945 rBV 4963669 4943450 63.15% 8.096%
62 13.905 1032 1034 1037 rVB 1306186 1224143 15.64% 2.005%
63 15.311 1154 1157 1160 rBV 850534 1125149 14.37% 1.843%

Sum of corrected areas: 61062780
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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\BF121916\

BF091793.D

20 Dec 2016 00:31

UM/SsJ

H6126-03

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000
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3000000

2000000

1000000

TIC: BF091793.D
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4282 | 7.107.pEnAw38EeT. 78
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12.86
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TIC: BF091793.D
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Time-->
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8270-BF121716.

M Tue Dec 20 18:06:44 2016 Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 22.20 ng 1670050 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (4.933 min): BF091793.D (-246) (-) m/z 43.05 100.00%
43.0
59.1
5000
o P
et TR0 8L "m/z 59.10  60.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I R UL
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 22.21%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 4.80 500 520
5000 m/z 58.10 15.55%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.95%
5000 41.0
e 7O 1260 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.53 Concentration Rank 1

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

6.53 84 .56 ng 6360570 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 389 (6.533 min): BF091793.D (-386) (-) m/z 132.00 100.00%
13p.0
5000 68.1
%0 1 s J PSP
L T e e m/z 68.10 41.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IS SRRURSEAREE RR
6.20 6.40 6.60 6.80
310 510 ‘ ‘ m/z 134.00 34.10%
‘ I 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 550 om0 ok oy
5000 ogo 1160 m/z 66.10 26 .24%
158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole A mm s e
13p.0 6.20 6.40 6.60 6.80
m/z 69.10 16.69%
5000
104.0
66.0
270 510 /" | 890 ‘\
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo a%o aho a%o a%o '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknown8.97 Concentration Rank 14

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

8.97 2.64 ng 258676 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexa-2.4-dienvlbenzene 158 C12H14 079482-86-3 40
2 Cvclohexanecarboxvlic acid. 2-(1... 184 C11H2002 027392-16-1 37
3 Benzene. (cvclopropvlidenemethvl)- 130 C10H10 007555-67-1 32
4 Cvclohexene. 1-phenvl- 158 C12H14 000771-98-2 32
5 1,4-Ethanonaphthalene, 1,2,3,4-t... 158 C12H14 004175-52-4 25

Abundance Scan 602 (8.967 min): BF091793 D (-598) (-) m/z 129.10 100.00%

5000

8.60 8.80 9.00 9.20 9.40
m/z 130.10 30.80%

39.1 539 67.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #28314: Hexa-2,4-dienylbenzene
129.0
5000
143.0 158.0 8.60 8.80 9.00 9.20 9.40
39.0 65.0 91.0 115.0 m/z 115.05 29.35%
T
,,5,?0,“,?‘;,‘ w...,..‘:.,...‘.‘....,‘1...,....‘,....,....,....,.
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance
129.0
R e e e
8.60 8.80 9.00 9.20 9.40
5000 57.0 m/z 158.10 29.00%

41.0 81.0

99.0 1130 151.0 1690 1849
ﬁwwmmwmwﬁwﬁwﬁmﬁ
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #12691: Benzene, (cyclopropylidenemethyl)-
129.0

8.60 8.80 9.00 9.20 9.40
m/z 128.05 21.73%

5000 115.0
51.0
B T

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 8. 60 8.80 9. 00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknown9.05 Concentration Rank 20

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

9.05 2.02 ng 197985 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-fluoro-4-(methvlsulfo... 174 C7H7F02S 000455-15-2 38

N-(2-Furvlcarbonv)tvrosine 275 C14H13NO0O5 1000260-99-5 22
3 1H-Inden-1-one. 2.3-dihvdro-3.4.... 174 C12H140 035322-84-0 20
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 021693-55-0 20
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 18
Abundance Scan 609 (9.047 min): BF091793.D (-606) (-) m/z 95.00 100.00%
94.0
159.1
5000
1 ||| ik 50 sk sk
3.0
e b b MIBOY W7z 159.10  63.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38938: Benzene, 1-fluoro-4-(methylsulfonyl)-
95.0
5000 159.0 880 9.00 9.20 9.40
m/z 109.10 43.37%
280 00 740 | 1o
m/z--> 20 40 eb 80 160 120 150 160 180 200 220 240 260
Abundance
95.0
880 9.00 9.20 9.40
5000 m/z 166.10 31.56%
39.0
67.0 120.0 1640 5010 9290 258.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38678: 1H-Inden-1-one, 2,3-dihydro-3,4,7-trimethyl- T e
159.0 8.80 9.00 9.20 9.40
m/z 174.10 27 .89%
5000
131.0
150 390 gz 910
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 unknown9.22 Concentration Rank 19

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

9.22 2.08 ng 203276 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanol. 1-(3.7-dimethvl-1... 196 C13H240 065147-72-0 25
2 2-Heptene. 5-ethvl-2.4-dimethvl- 154 C11H22 074421-06-0 12
3 Cvclohexanone. 3.3.5.5-tetramethvl- 154 C10H180 014376-79-5 12
4 2-Bromopropanoic acid 152 C3H5Bro02 000598-72-1 12
5 2-Carboxymethylthio-4,6-dimethyl. .. 198 C8H10N202S 055749-30-9 10

Abundance Scan 624 (9.219 min): BF091793.D (-621) (-) m/z 83.10 100.00%
83.1
154.1
5000
431 108.1123.1
18910001 | B0 900 820 540 S0
| m/z 154.10 50.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53553: Cyclopropanal, 1-(3,7-dimethyl-1-octenyl)-
83.0
580 123.0
5000 ' 8.80 9.00 9.20 9.40 9.60
39+ ‘ m/z 108.10  40.62%
.M..Uﬂ,.‘w.j‘...L‘,.ML.,lh.lﬁ?P...,....,..19§P...
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
83.0
880 9.00 9.20 9.40 9.60
5000 550 m/z 110.05 39.89Y%
29.0 98.0 1250  154.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #25568: Cyclohexanone, 3,3,5,5-tetramethyl- I RmmaEma s e
83.0 8.80 9.00 9.20 9.40 9.60
m/z 123.10 38.16%
5000 55.0
139.0154.0
200 | ]y ) 980 1230 | |
m/z--> 2'0 4'0 6|0 8IO 1c')o 12'0 14'10 1('30 15';0 2(')0 880 960 920 9'40 9%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 3,5-Dimethyl-1-adamantanol Concentration Rank 11

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

9.31 3.20 ng 313144 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-1-adamantanol 180 C12H200 000707-37-9 80
2 2(1H)-Pvridinone. 1.3-dimethvl- 123 C7H9NO 006456-92-4 27
3 Acetamide. N-(2-hvdroxvphenvI)-N... 165 C9H11NO2 000573-27-3 27
4 2.5-Pvridinedicarboxvlic acid. 2... 181 C8H7NO4 017874-76-9 27
5 Benzeneacetic acid, .alpha.,4-di... 168 C8H804 007198-10-9 25

Abundance Scan 632 (9.310 min): BF091793.D (-630) (-) m/z 123.10 100.00%
109.11281
5000
180.1
95.1 B AL LI L
41851 770 | 139.1 16‘?'1 1042 .00 920 940 9.60
UMMM ¥ NS SR O 1A B eSS ¥ RSO S s el m/z 109.10 82.20%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #42617: 3,5-Dimethyl-1-adamantanol
109.0123.0
5000 I AR R R LR
180.0 9.00 9.20 9.40 9.60
41.0 1650 m/z 107.10 33.57%
79.0
|%7jq .hM.. JL el ..?ﬁf? .72 Y N
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
94.0 123.0
9.00 920 940 960
5000 m/z 122.10 25 .56%
42.0
|?7:? Tt '|6§30'§?.? LN UARLELELA UARLELELA B BRI UL B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #32855: Acetamide, N-(2-hydroxyphenyl)-N-methyl- e A R
128.0 9.00 9.20 9.40 9.60
m/z 180.10 24 .79%
5000
108.0
43.0 165.0
wo 10 _mowomo || g
m/z--> 2'0 40 6|0 80 100 150 14'10 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknown9.46 Concentration Rank 6

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

9.46 4.13 ng 404525 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Heptadienal. 2.4-dimethvl- 138 C9H140 042452-48-2 14
2 Bicvclol2.2.11heptane-2-carboxal... 138 C9H140 015780-36-6 14
3 trans-2-Caren-4-ol 152 C10H160 004017-82-7 14
4 Thuiol 152 C10H160 1000152-08-2 12
5 Phenol, o-amino- 109 C6H7NO 000095-55-6 11

Abundance Scan 645 (9.459 min): BF091793.D (-643) (-) m/z 109.10 100.00%
109.1
5000 14111561
920 940 9.60 9.80
m/z 95.10 46 .55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16910: 2,4-Heptadienal, 2,4-dimethyl-
109.0
5000 U SR UL U R
9.20 9.40 9.60 9.80
41.0 m/z 156.10 45 .56%
.0 1 138.0
||1|8|0|‘|‘||‘|“||‘| ||‘|‘||H|‘||‘|‘9P|||‘||||||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance
109.0
67.0
9.20 9.40 9.60 9.80
5000 m/z 141.10 39.31%
41.0
94.0 138.0
mz-> 20 40 60 8 100 120 140 160 180
Abundance #23958: trans-2-Caren-4-ol L e L B LB B
109.0 9.20 9.40 9.60 9.80
m/z 180.10 34.64%
41.0
5000
91.0
67.0
UL | oo
||l“:|‘k‘|‘|“l“i“|‘|“i‘:|“i“i|lhi||“l‘||i‘|||‘||||l||||||||||||| e AR A=A
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF121716.M Tue Dec 20 18:06:50 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknown9.61 Concentration Rank 17

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

9.61 2.36 ng 230757 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. dode... 296 C19H3602 094107-45-6 37
2 Cvclohexanecarboxvlic acid. prop... 170 C10H1802 006739-34-0 32
3 Cvclohexanecarboxvlic acid. hexv... 212 C13H2402 027948-10-3 25
4 Cvclohexanecarboxvlic acid. pent... 198 C12H2202 006553-83-9 23
5 Hexanedioic acid, bis(l1-methylet... 230 C12H2204 006938-94-9 23

Abundance Scan 658 (9.608 min): BF091793.D (-656) (-) m/z 129.05 100.00%
129.1
5000
55.1
97.0 1721 [rrr T T
50.1 194.1 9.20 9.40 9.60 9.80 10.00

m/z 109.10 44 _30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #115463: Cyclohexanecarboxylic acid, dodecy! ester
129.0
83.0
55.0
5000 NI L L L L L L
9.20 9.40 9.60 9.80 10.00
0.0 168.0 m/z 111.05 38.20%
213.0 241.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
383.0 129.0
R S e S
55.0 9.20 9.40 9.60 9.80 10.00
5000 m/z 55.10 32.01%
27.0
170.0
TWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64314: Cyclohexanecarboxylic acid, hexyl ester I RREEEEEES T
83.0 129.0 9.20 9.40 9.60 9.80 10.00
55.0 m/z 41.10 30.00%
5000
29.0
157.0 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 920 9.40 960 980 10 00

8270-BF121716.M Tue Dec 20 18:06:51 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Naphthalene, 1,3-dimethyl- Concentration Rank 15

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

9.65 2.50 ng 244287 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 95
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 80
3 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 80
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 80
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 80

Abundance Scan 662 (9.653 min): BF091793.D (-660) (-) m/z 141.05 100.00%
141.1
156.1
5000
115.0 190.1 N A N e
77.0
41.1 6.0 9.40 9.60 9.80 10.00
6 el m/z 156.05 71.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27174: Naphthalene, 1,3-dimethyl-
141.0156.0
5000
9.40 9.60 9.80 10.00
115.0 m/z 147.10 49_43%
51.0 76.0 ‘
...|2.7.'0..‘|..‘..|‘l..‘l“| .9.‘1.'0.|...£|.‘l‘. "I""l“‘l""l""l
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0 A
9.40 9.60 9.80 10.00
5000 m/z 115.00 24 _.83%
115.0
o70 510 760 o o
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27182: Naphthalene, 1,2-dimethyl- R A BAR T e  S
141.0156.0 9.40 9.60 9.80 10.00
m/z 190.10 22 .15%
5000
115.0
76.0
1 B G N | FOPRR | L9V, i
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00

8270-BF121716.M Tue Dec 20 18:06:51 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.06 2.78 ng 271722 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3-hvdroxv-4-methox... 192 C11H1203 018075-41-7 64
2 1H-Indole-3-carboxvlic acid. 4-h... 177 C9H7NO3 024370-76-1 62
3 Benzoic acid. 2-acetvl-3.6-dimet... 192 C11H1203 146950-86-9 41
4 4-Hvdroxv-4-methvl-4H-naphthalen... 174 C11H1002 042860-82-2 38
5 4-Quinolinol, 2-methyl- 159 C10H9NO 000607-67-0 38
Abundance Scan 698 (10.065 min): BF091793.D (-696) (-) m/z 159.10 100.00%
5000 91.0
115.0131.1
391 650 19681 5184 9.80 10.00 10.20 10.40
: m/z 177.10 83.36%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50207: Benzaldehyde, 3-hydroxy-4-methoxy-2-(2-propenyl)-
177.0
5000 39.0 103.0
77.0 31.0 9.80 10.00 10.20 10.40
ﬁ 0‘ ‘ 149.0 m/z 91.05 41.76%
; .MH. ; lﬁ. I“‘l “. .HlHi‘. .“ l‘\l I‘HHI .‘l”‘i“. ; l\”l‘ I ‘k”‘l“. .MH‘. .Hl‘ Ilﬂlw .Ol R
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
159.0
'9.80 10.00 10.20 10.40
5000 131.0 177.0 m/z 192.10 35.19%
280 510 76.0  103.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50167: Benzoic acid, 2-acetyl-3,6-dimethyl- R AR R EEREE EE S S
177.0 9.80 10.00 10.20 10.40
m/z 131.05 28.74%
5000
43.0 77.0
103.0 133.0
149.0
|....|...§::'+.Q...|.... I\‘HI .‘.“‘l..“l‘. I .“.‘..l...Ul I].IQI‘.IOI R R e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF121716.M Tue Dec 20 18:06:52 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl10.48 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.48 3.31 ng 323583 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 4-(3-ethviphenvl)... 206 C12H1403 017503-46-7 25
2 Phthalimidine 133 C8H7NO 000480-91-1 25
3 Benzoic acid. 4-ethvl-. methvl e... 164 C10H1202 007364-20-7 25
4 2-Propenoic acid. 3-(4-methoxvph... 178 C10H1003 000830-09-1 18
5 2-Phenylthiacyclohexane 178 C11H14S 022398-05-6 18
Abundance m/z 133.10 100.00%

Scan 734 (10.476 min): BF091793.D (-733) (-)
138.1

91.0 1151
5000

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

206.0

Abundance #59913: Butanoic acid, 4-(3-ethylphenyl)-4-oxo-
133.0
5000
770 105.0
450610 | ‘ 164.0 189.0
T A e A i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
133.0
104.0
5000 77.0
51.0
27.0

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

10.20 10.40 10.60 10.80

m/z 178.10 77 .56%

10. 20 10. 40 10 60 10 80

m/z 163.10 65.40%

10.20 10.40 10.60 10.80

m/z 115.05 58 .80%

Abundance #31676: Benzoic acid, 4-ethyl-, methyl ester T

133.0 10.20 10.40 10.60 10.80

m/z 91.00 57.00%
5000
105.0
164.0
77.0
51.0 ‘

“...“...“..ﬂwﬂm.ﬂn..L.J.PJ..“...“...“...“.. NN

m/z--> 20 40 60 100 120 140 160 180 200 220 10. 20 10. 40 10 60 10 80

8270-BF121716.M Tue Dec 20 18:06:53 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl10.70 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.70 5.56 ng 491806 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 38
2 Dodecane. 4-methvl- 184 C13H28 006117-97-1 30
3 Eicosane 282 C20H42 000112-95-8 30
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 30
5 Dodecane 170 C12H26 000112-40-3 30

Abundance Scan 754 (10.705 min): BF091793.D (-752) (-) m/z 57.10 100.00%

57.1
5000

10.40 10.60 10.80 11.00
m/z 43.05  77.29%

190.1 216.2

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #115575: Eicosane, 10-methyl-
57.0
5000 850 LA L L L L L L L
10 40 10 60 10 80 11. OO
m/z 71.10 61.74%
113.0 154.0
Al ‘ Lol . ,183.0 211.0 239.0  281.0
R A A Eaaa s e  EAAAaaaRE R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 71.0
R Ema e R R
10.40 10.60 10.80 11.00
5000 m/z 41.10 43.63%
99.0 141.0
15.0 169.0
wmmmmwwmwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane AR e R ERE m
57.0 10.40 10.60 10.80 11.00
m/z 85.10 39.39%
5000
85.0
29.0
‘ Loy 1130 1410 169.0 282.0
A e e e e e e e e R Ema e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10 60 10 80 11. OO

8270-BF121716.M Tue Dec 20 18:06:53 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Tetracyclo[5.2.1.0(2,6).0(3... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.93 3.46 ng 305473 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol5.2.1.0(2.6).0(3.5)1d... 162 C12H18 074646-38-1 53
2 Toluene-D3 95 C7H5D3 001124-18-1 35
3 Carbonic acid. sec-butvl phenvl ... 194 C11H1403 013183-17-0 15

4 2-Nonen-4-vn-1-ol. (2)- 138 C9H140 134225-90-4 15
5 3-Azatricyclo[3.1.1.0(2,4)]hepta... 214 C13H14N20 1000221-38-8 14

Abundance Scan 774 (10.933 min): BF091793.D (-772) (-) m/z 94.10 100.00%

1

5000

10.60 10.80 11.00 11.20
m/z 95.10 92.10%

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

Abundance #30742: Tetracyclo[5.2.1.0(2,6).0(3,5)]decane, 4,4-dimethyl-
94.0
41.0 67.0
5000 LA L L L L LN LB LB |
190 -0 10.60 10.80 11.00 11.20
m/z 43.10 68.87%
e \H O T S
m/z--> 20 0 100 120 140 160 180 200 220 240
Abundance
95.0
AN B B
10.60 10.80 11.00 11.20
5000 m/z 67.10 61.06%
200 °1 680
B R B B B A R T e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51614: Carbonic acid, sec-butyl pheny! ester AN B B
94.0 10.60 10.80 11.00 11.20
0
121.0 m/z 41.10 60.84%
5000 57.0
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 60 10 80 11. 00 11. 20

8270-BF121716.M Tue Dec 20 18:06:54 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl1l1l.15 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.15 3.44 ng 303913 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 43
2 Spirol4.41nonane. 1-methvlene- 136 C10H16 019144-06-0 35
3 Santalol. cis..alpha.- 220 C15H240 019903-72-1 27
4 17-Octadecen-14-vn-1-ol 264 C18H320 018202-28-3 22
5 Cyclohexene, 4-ethenyl-3-(1-meth... 162 C12H18 061142-15-2 22

Abundance Scan 793 (11.151 min): BF091793.D (-791) (-) m/z 93.10 100.00%

93.1

5000 41.1 67.1

0 1351 160.1 192.1209 L 2321 10.80 11.00 11.20 11.40
; ; m/z 94.10 54 .68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11100: Cyclohexanemethanol, 4-methylene-
93.0
5000 LA L L L L L LB L LN B
67.0 10.80 11.00 11.20 11.40
390 “ 196.0 m/z 80.10 52.10%
\ ‘\\ |-
e ”.,”..“..w..”,.”.,”........” A Rm
m/z--> 20 100 120 140 160 180 200 220 240
Abundance
94.0
A ERB SR e
10.80 11.00 11.20 11.40
5000 m/z 41.10 43.96%
390 77.0 136.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69500: Santalol, cis,.alpha.- R R EE AL
93.0 10.80 11.00 11.20 11.40

m/z 67.10 41.66%

41.0

5000
121.0

67.0
202.0
\ \ 380H1610179q | 220.0

T
m/z--> 20 40 80 100 120 140 160 180 200 220 240 10. 80 11. 00 11. 20 11. 40

8270-BF121716.M Tue Dec 20 18:06:55 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.49 2.10 ng 185660 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 72
2 Ethanol. 2-T4-(1.1-dimethvlpropv... 208 C13H2002 006382-07-6 72
3 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 64
4 Acetic acid. [2-T(2-propenvlamin... 235 C12H13NO4 000119-45-9 37
5 Benzo[g]isoquinoline 179 C13HSN 000260-32-2 37
Abundance Scan 823 (11.493 min): BF091793.D (-821) (-) m/z 179.10 100.00%
179.1
5000 135.1
57.1 107.1 T T T T T T
77.0 158.1 11.20 11.40 11.60 11.80
e B L T e 28T L2041 22912502 |t Rs G 47 03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179.0
135.0
5000 L B UL UL SUL
11,20 11.40 11.60 11.80
107.0 m/z 107.10 14 .65%
41.0
'}%q”'ﬁ”'”'Zzﬁ”ﬂl”'ﬂ'”lP'”l”'J'”'"”I”'W'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
179.0
135.0 S ——
11.20 11.40 11.60 11.80
5000 107.0 m/z 180.10 12.38%
41.0 77.0 208.0
19.0 159.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51653: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl- RN RS R
179.0 11.20 11.40 11.60 11.80
m/z 57.10 11.59%
T M
5000
43.0 87.0
15.0 640\ ‘\10\70 | ! ‘
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 11,20 11.40 11.60 11.80

8270-BF121716.M Tue Dec 20 18:06:55 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.82 4.22 ng 372554 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 44
Abundance Scan 852 (11.825 min): BF091793.D (-850) (-) m/z 73.00 100.00%
431 730
5000
129.1
97.1 B UL B p o
1571 1851 32 2562 1160 11.80 12.00 12.20
0 - m/z 43.10 92.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
73.0
43.0
5000 1290 TTTT TTTT TTTT TT T T
nmnmnmnm
m/z 60.00 86.77%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
"' 1160 11.80 12.00 12.20
5000 m/z 57.10 76.95%
129.0
256.0
97.0 157.0 1850 2130 VJ\UJJW
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid R B EREE R
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.10 72.15%
...,.‘l..‘i:.. R A ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.60 2.46 ng 150794 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 52
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 35
5 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 25
Abundance Scan 920 (12.602 min): BF091793.D (-918) (-) m/z 43.10 100.00%
' e V\/\/M/\/\/\j\iq\/\/w
5000
12120 12,40 12,60 12.80 13.00
m/z 73.00 85.47%
m/z--> 50 100 150 200 250 300 350
Abundance #108842: Octadecanoic acid
43.0
3.0 284.0
5000 129.0 12120 12,40 12,60 12.80 13.00
# 1850 a1 m/z 57.10 76.51%
1 )
1|51|0‘| H\I\\H ..’Ju-l m.‘ i ‘I\EI'IS“?I'OI\ .“. |21.3..Q‘. .‘ — .‘. i aman ST
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
73.0 12120 12,40 12,60 12.80 13.00
5000 284.0 m/z 60.00 69.91%
129.0
185.0
RS L perg TER L g
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid A RREEE RS E ST
43.0 73.0 12.20 12.40 12.60 12.80 13.00
m/z 55.10 65.17%
5000 129.0
109.0 242.0
(sl s
..‘.L‘l".l.‘.“.“lt.““.”l. ‘::lu‘ulu‘uuu — T L M
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.95 ng 180843 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 95
2 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9H9N304 054449-89-7 90
3 ((1.2-Diethvlethvlene)bis(p-phen... 354 C22H2604 004547-76-6 35
4 2-Methvl1-2-(4"-hvdroxvphenvDpen... 192 C12H1602 070205-18-4 35
5 3"-Methoxy-N-methyl-2-oxo-2-phen... 325 C13H12F5NO3 1000099-92-9 35
Abundance Scan 924 (12.648 min): BF091793.D (-922) (-) m/z 223.15 100.00%
228.2
135.1
5000
45.1
107.1 12.40 12.60 12.80 13.00
77.0 .
ob L L 7T0, ), 4 16211931 | 2882 242 | s 35 10 75.15%
miz--> 50 100 150 200 250 300 350
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
5000 LIS ML SRR U I
1240 12.60 12.80 13.00
0 m/z 45.10 29.77%
0 .0 107.0
—— 'M‘|“" " \‘: "“|“" —rdl .17.3'.0. : .‘. : — |29|4'|0| ——
miz--> 50 100 150 200 250 300 350
Abundance
223.0
o "0 1750 1750 1350
B mﬁl
miz--> 50 100 150 200 250 300 350
Abundance #142797: ((1,2-Diethylethylene)bis(p-phenylene))diacetate R AR RRRES T
135.0 12.40 12.60 12.80 13.00
m/z 224.15 14 .86%
5000
177.0
107.0
140 430 770 | | \\ 21102410 2830 354.0
miz--> 50 100 150 200 250 300 350 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091793.D

Aca On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.76 3.23 ng 197834 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 92
2 TrimethvII5-(trimethvisilv)-2-t. .. 228 C10H20SSi2 017906-71-7 53
3 Diphenolic acid 286 C17H1804 000126-00-1 53
4 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 53
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 47
Abundance Scan 934 (12.762 min): BF091793.D (-932) (-) m/z 213.10 100.00%
218.1
5000 ,
119.0 IANUUNESUNABSR VR B
391 650 910 | 3.1165.1 | 12.40 12.60 12.80 13.00
Ottt thb b e 08k L2462 2762 1 TRs57119 00 21.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 AU AR UALEE
12:40 12,60 12,80 13.00
119.0 m/z 228.10 15.93%
65.0 gfo ‘ 165.0
mz-> 20 4 60 80 100 130 140 150 180 200 230 240 260 280
Abundance
213.0
1240 12,60 12.80 13.00
5000 m/z 214.10 14 .95%
73.0
99.0
163.0
mewmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109867: Diphenolic acid R e
218.0 12.40 12.60 12.80 13.00
m/z 91.05 11.45%
5000
119.0 286.0
17.0 39.0 65.0 %0‘ | 149.0 177.0
m/z--> 20 40 eb 8b 100 120 140 160 180 200 220 240 260 280 12:40 12,60 12,80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121916\
Data File : BF091793.D

Acq On : 20 Dec 2016 00:31

Operator : UM/SJ

Sample : H6126-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121716_.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... 4.93 22.2 ng 1670050 1 6.76 1504420 20.0
unknown6 .53 6.53 84.6 ng 6360570 1 6.76 1504420 20.0
unknown8 .97 8.97 2.6 ng 258676 3 9.79 1958120 20.0
unknown9 .05 9.05 2.0 ng 197985 3 9.79 1958120 20.0
unknown9 .22 9.22 2.1 ng 203276 3 9.79 1958120 20.0
3,5-Dimethyl-1-ad... 9.31 3.2 ng 313144 3 9.79 1958120 20.0
unknown9 .46 9.46 4.1 ng 404525 3 9.79 1958120 20.0
unknown9.61 9.61 2.4 ng 230757 3 9.79 1958120 20.0
Naphthalene, 1,3-... 9.65 2.5 ng 244287 3 9.79 1958120 20.0
Benzaldehyde, 3-h... 10.06 2.8 ng 271722 3 9.79 1958120 20.0
unknown10.48 10.48 3.3 ng 323583 3 9.79 1958120 20.0
unknown10.70 10.70 5.6 ng 491806 4 11.28 1767700 20.0
Tetracyclo[5.2.1.... 10.93 3.5 ng 305473 4 11.28 1767700 20.0
unknownl1.15 11.15 3.4 ng 303913 4 11.28 1767700 20.0
Ethanol, 2-[4-(1,... 11.49 2.1 ng 185660 4 11.28 1767700 20.0
Tetradecanoic acid 11.82 4.2 ng 372554 4 11.28 1767700 20.0
Octadecanoic acid 12.60 2.5 ng 150794 5 13.91 1224140 20.0
Ethanol, 2-[2-[4-... 12.65 3.0 ng 180843 5 13.91 1224140 20.0
Phenol, 4,4"-(1-m... 12.76 3.2 ng 197834 5 13.91 1224140 20.0
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