LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 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 4.247 187 189 193 rBvV 84912 116144 1.55% 0.154%
2 4.921 246 248 251 rBVY 1012773 1228491 16.37% 1.631%
3 5.356 284 286 289 rBVY 2574553 3636935 48.47% 4.829%
4 6.407 375 378 380 rBVY 1994535 2310054 30.79% 3.067%
5 6.533 386 389 391 rBVY 5456511 5899393 78.62% 7.832%
6 6.693 401 403 406 rvB4 39556 77640 1.03% 0.103%
7 6.762 406 409 411 rBV 1258925 1498158 19.97% 1.989%
8 6.910 420 422 425 rVB 3586193 5075601 67.64% 6.739%
9 7.105 436 439 442 rBV 142955 193451 2.58% 0.257%
10 7.276 450 454 456 rBvV2 187423 259814 3.46% 0.345%

11 7.322 456 458 460 rBV 2892652 4460830 59.45% 5.923%
12 7.367 460 462 464 rVB2 84078 129225 1.72% 0.172%
13 7.459 467 470 475 rBV3 126654 297508 3.96% 0.395%
14 7.585 478 481 483 rBvV 444423 448491 5.98% 0.595%
15 7.619 483 484 486 rVB 177745 210711 2.81% 0.280%

16 7.802 494 500 503 rBv4 122595 309209 4.12% 0.411%
17 7.859 503 505 507 rVvB3 70021 117338 1.56% 0.156%
18 7.905 507 509 511 rBV 89143 131291 1.75% 0.174%
19 7.962 511 514 515 rBV 330905 361084 4._.81% 0.479%
20 8.042 519 521 524 rBV 2077845 2038580 27.17% 2.707%

21 8.099 524 526 529 rVB3 133040 189781 2.53% 0.252%
22 8.156 529 531 533 rBv2 159878 249994 3.33% 0.332%
23 8.202 533 535 537 rBV3 76169 118958 1.59% 0.158%
24 8.270 539 541 542 rBV 82301 124249 1.66% 0.165%
25 8.328 544 546 548 rBV2 123243 222367 2.96% 0.295%

26 8.373 548 550 551 rBvV 155406 211688 2.82% 0.281%
27 8.442 551 556 557 rBV5 78306 183659 2.45% 0.244%
28 8.488 557 560 561 rvB2 211634 251012 3.35% 0.333%
29 8.522 561 563 565 rBvV 555617 519808 6.93% 0.690%
30 8.579 565 568 569 rBvV 142819 161212 2.15% 0.214%

31 8.602 569 570 574 rvB4 179702 308541 4.11% 0.410%
32 8.705 574 579 581 rBV5 165892 411376 5.48% 0.546%
33 8.762 581 584 585 rBV 369000 472769 6.30% 0.628%
34 8.796 585 587 589 rvB 336471 500987 6.68% 0.665%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 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 8.853 590 592 594 rvB2 208467 178932 2.38% 0.238%

36 8.910 594 597 598 rBv3 226517 321660 4._.29% 0.427%
37 8.968 601 602 603 rBvV 167724 117968 1.57% 0.157%
38 9.025 603 607 608 rBv2 164321 413367 5.51% 0.549%
39 9.048 608 609 610 rvB 454453 311755 4._.15% 0.414%
40 9.082 610 612 613 rBvY 458277 520453 6.94% 0.691%

41 9.128 613 616 618 rvB 7005373 7503758 100.00% 9.963%
42 9.185 618 621 622 rBvV 162041 209392 2.79% 0.278%
43 9.219 622 624 625 rBvY 413210 429772 5.73% 0.571%
44 9.253 625 627 628 rBvV 111074 170012 2.27% 0.226%
45 9.310 628 632 634 rVB 971136 1323475 17.64% 1.757%

46 9.390 637 639 641 rvB2 169118 241975 3.22% 0.321%
47 9.459 641 645 647 rBV2 1030434 1702175 22.68% 2.260%
48 9.516 647 650 653 rvB3 534576 1252746 16.69% 1.663%
49 9.573 653 655 656 rBv 129497 120868 1.61% 0.160%
50 9.608 656 658 660 rvB3 362875 592576 7.90% 0.787%

51 9.665 660 663 666 rBv2 476264 656148 8.74% 0.871%
52 9.733 666 669 671 rBv2 214804 363968 4._.85% 0.483%
53 9.802 671 675 677 rBV 1454626 2299356 30.64% 3.053%
54 9.870 677 681 682 rvB4 107581 192669 2.57% 0.256%
55 9.928 683 686 688 rBv4 230137 436240 5.81% 0.579%

56 9.996 689 692 693 rBvV 287917 375519 5.00% 0.499%
57 10.076 697 699 700 rBv2 238706 356445 4._75% 0.473%
58 10.111 700 702 704 rVB3 468267 590201 7.87% 0.784%
59 10.179 704 708 710 rVB3 293835 624927 8.33% 0.830%
60 10.213 710 711 714 rVB3 239480 452094 6.02% 0.600%

61 10.293 714 718 721 rBv4 290107 546985 7.29% 0.726%
62 10.373 724 725 727 rBv2 219875 230575 3.07% 0.306%
63 10.431 727 730 734 rBV2 576486 1158967 15.45% 1.539%
64 10.511 736 737 739 rVB2 296673 366223 4._.88% 0.486%
65 10.591 739 744 746 rBV 3494437 4106387 54.72% 5.452%

66 10.716 752 755 758 rBV2 646212 1023807 13.64% 1.359%
67 10.876 767 769 773 rBv4 260290 624129 8.32% 0.829%
68 10.945 773 775 777 rBv3 307733 543691 7.25% 0.722%
69 11.048 782 784 790 rvv4 371673 795109 10.60% 1.056%
70 11.151 792 793 795 rvV 586420 648565 8.64% 0.861%

71 11.196 795 797 799 rvv2 254922 418153 5.57% 0.555%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 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

72 11.276 802 804 807 rvV 1600691 1633868 21.77% 2.169%
73 11.368 810 812 816 rVB3 354407 528401 7.04% 0.702%
74 11.836 851 853 856 rvB2 751845 913044 12.17% 1.212%
75 12.614 919 921 923 rBV 298237 315079 4._.20% 0.418%

76 12.648 923 924 926 rVB 217083 178912 2.38% 0.238%
77 12.865 940 943 945 rBV 4389471 4203996 56.03% 5.582%
78 13.768 1019 1022 1029 rVB 202000 323198 4_.31% 0.429%
79 13.905 1032 1034 1037 rVB 1143536 1184641 15.79% 1.573%
80 15.311 1154 1157 1159 rBV 897713 1091373 14.54% 1.449%

Sum of corrected areas: 75319903
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000
4.25

TIC: BF091794.D

6.53

6.91

7.32

6.41

4.92

L

0
Time-->

2.50

3.00

3.50

4.00

.
T T

4.50

5.00

5.50

6.00

Abundance

7000000 13

6000000

5000000

4000000

3000000

2000000

1000000
4

0

TIC: BF091794.D

12.87
10.59

T
Time--> 8.00

10.50 11.00 11.50 12.00

12.50 13.00 13.50

Abundance

7000000

6000000

5000000

4000000

3000000

20000007 13.91

15.31

1000000477

0

TIC: BF091794.D

14.00 14.50 15.00 15.50 16.00

Time-->

16.50 17.00 17.50 18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.92 16.40 ng 1228490 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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 248 (4.921 min): BF091794.D (-246) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 40 4%0 sb0 520 |
o....,....','-..:|,....Ef"f;(.’..',|....,....,....,....,....,297.-9. m/z 59.10 58.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI I L
59.0 460 480 500 520
0
150 1010 m/z 101.10 19.96%
\M‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520
5000 410 m/z 58.10 14 .90%
126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Morpholine, 4-methyl-
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.04%
5000
15.0 10 101.0
AL S IULELEL SURLELEL SURLIL UL DAL SR AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2 unknown6.53 Concentration Rank 1

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

6.53 78.76 ng 5899390 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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 389 (6.533 min): BF091794.D (-386) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 | 9.1 620 60 b0 6ko
- 54.0 . . . .
G T vine B N BN ML €, R 1| N By =y - T R 1
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IS SREUARRSEAREE SAR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34 .09%
TR 7b0 ‘
LI I LR AR AL I RS IS S RS SRS SRR B

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

Abundance
132.0
RS e R
6.20 6.40 6.60 6.80
5000 m/z 66.10 26.34%
63.0 81.0
31.0 50.0 101.0 112.0
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R E R e e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.73%
117.0
5000
39.0 910
70 e o | o
| 1l l .l | m
R B B B A I EERRERELE S D
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 4 3,5-Dimethyl-1-adamantanol Concentration Rank 6

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

9.31 11.51 ng 1323480 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-1-adamantanol 180 C12H200 000707-37-9 74
2 2-(2-HvdroxvcvclohexvD)-furan 166 C10H1402 1000145-92-8 35
3 4-Fluorobenzoic acid. 2-methvlpr... 196 C11H13F02 029240-31-1 35
4 4-Fluorobenzoic acid. cvclopenty... 208 C12H13F02 1000279-05-6 25
5 4-Fluorobenzoic acid, undec-10-e... 292 C18H25F02 1000279-02-8 25

Abundance Scan 632 (9.310 min): BF091794.D (-628) (-) m/z 109.10 100.00%
109.1128.1
5000
180.2
165.1 IR AR SR U R
9.00 9.20 9.40 9.60
o cArt | L1942 0 77712310 98.52%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #42617: 3,5-Dimethyl-1-adamantanol
109.0123.0
5000 ISR SR RS R
180.0 9.00 9.20 9.40 9.60
41.0 550 1650 m/z 95.10 38.51%
: 79.0
I%ﬂﬁ JJL..Wn,.b..”ﬂ..%%? A Ml... L LN I T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
123.0
9.00 9.20 940 960
5000 m/z 107.10 35.67%
95.0
39.0
55.0
81.0 138.0 166.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53228: 4-Fluorobenzoic acid, 2-methylpropy! ester L R o e
128.0 9.00 9.20 9.40 9.60
m/z 180.20 27 .07%
95.0
5000 56.0
300 75.0 141.0
T | M\, g toso | L 1810
miz--> 20 40 60 80 100 120 140 160 180 200 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 : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 6 unknown9.61 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.61 5.15 ng 592576 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
6-(5-Methvl-furan-2-vl)-hexan-2-one 180 C11H1602 1000185-87-5 30
2 (7E.9BE)-Dodecadienal 180 C12H200 097475-10-0 30
3 Santolina epoxide 152 C10H160 060485-45-2 30
4 4.6-Heptadien-2-one. 3.6-dimethv... 180 C12H200 077822-50-5 30
5 1,3-Dimethyl-5-heptafluorobutyry... 324 C12H15F702 1000216-63-8 22
Abundance Scan 658 (9.608 min): BF091794.D (-656) (-) m/z 95.10 100.00%
98.1
100.1 129.0
5000

9.20 9.40 9.60 9.80 10.00
m/z 129.00 71.62%

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

Abundance #42472: 6-(5-Methyl-furan-2-yl)-hexan-2-one
95.0
5000 | NI LI L L L L L L
43.0 920 9.40 9.60 9.80 10.00
1220 180.0 m/z 109.10 63.19%
27.0 _ero8to | O g0
L m B a aan B e e B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0 95.0
L B S B
9.20 9.40 9.60 9.80 10.00
81.0 180.0 0
5000 . m/z 41.10 35.20%
109.0
41.0 133.0 151.0
T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23957: Santolina epoxide I RREEEEEES T
95.0 9.20 9.40 9.60 9.80 10.00
m/z 111.10 26.75%
67.0
5000 41.0

.0 37.0
‘ Ll ?h ‘M 199012301 ( 152.0

m/z--> 20 40 60 80 100 120 140 160 180 200 9. 20 9.40 9. 60 9. 80 10 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 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 unknown9.66 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.66 5.71 ng 656148 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3.5-Dimethvl

2 m-Isopropoxvaniline
3 Metacetamol
4 trans-3(10)-Caren-2-ol

5 Acetaminophen

-l1-adamantanol

180 C12H200
151 C9H13NO
151 C8HONO2
152 C10H160
151 C8HONO2

000707-37-9 49
041406-00-2 49
000621-42-1 46
1000151-66-5 45
000103-90-2 43

Abundance Scan 663 (9.665 min): BF091794.D (-660) (-) m/z 109.10 100.00%
109.1
5000 1511
9.40 9.60 9.80 10.00
m/z 151.10 48.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42617: 3,5-Dimethyl-1-adamantanol
109.0
5000 LA L L L L L L L LB
180.0 9.40 9.60 9.80 10.00
41.0 m/z 41.10 28.70%
79.0
T2 . .S E—
m/z--> 20 80 100 120 140 160 180 200
Abundance
109.0
R N EEEE SRR s
9.40 9.60 9.80 10.00
5000 m/z 79.10 26.69%
151.0
80.0
150 410 640 135.0
L B o e e o B B o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23672: Metacetamol A B
109.0 9.40 9.60 9.80 10.00
m/z 96.10 26.65%
5000 151.0
43.0
80.0
270 | 630 | | 1350
..w....,..”,....,”..,....“... R NI R N EEEE SRR s
m/z--> 20 40 60 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 8 unknownl10.11 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.11 5.13 ng 590201 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1-Benzopvran-4-one. 2.3-dihyd... 162 C10H1002 039513-75-2 27
2 Benzimidazole. 2-ethoxv- 162 C9H10N20 022219-23-4 27
3 Benzenamine. N.N.3-trimethvl- 135 C9H13N 000121-72-2 25
4 Benzenamine. N.N.4-trimethvl- 135 C9H13N 000099-97-8 25
5 Sydnone, 3-(4-methoxyphenyl)- 192 C9H8N203 003815-80-3 22
Abundance Scan 702 (10.111 min): BF091794.D (-700) (-) m/z 134.10 100.00%
134.1
5000 79.1 109.1 162.1
'9.80 10.00 10.20 1040
m/z 135.10 55.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30433: 4H-1-Benzopyran-4-one, 2,3-dihydro-6-methyl-
134.0
162.0
5000 AR SR SRR SRR
9.80 10.00 10.20 10.40
780 1060 m/z 79.10 47.06%
51\'0 \‘ \‘ |
I 1] L ‘
m/z--> 25 Jo éo 85 160 150 150 1éo 1§o 260 '
Abundance
134.0
44.0 '9.80 10.00 10.20 1040
5000 106.0 162.0 m/z 67.10 45 . 43%
79.0
63.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15062: Benzenamine, N,N,3-trimethyl- R ERmEa T R
134.0 9.80 10.00 10.20 10.40
m/z 162.10 43 .09%
5000
91.0
150 420 650 1180 |
miz-> 20 40 60 80 100 120 140 160 180 200 '9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 9 unknownl10.18 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

10.18 5.44 ng 624927 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (4R*.5R*.9S*)-5.9-Dimethvispirol... 166 C11H180 063088-19-7 27
2 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 034315-85-0 25
3 Cvclohexanol. 1l-ethvnvl- 124 C8H120 000078-27-3 22
4 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 004863-59-6 16
5 Cyclohexene, 3,5,5-trimethyl- 124 CO9H16 000933-12-0 15

Abundance Scan 708 (10.179 min): BF091794.D (-704) (-) m/z 95.10 100.00%

93.1

179.1
411
1231 1441

5000

9.80 10.00 10.20 10.40
m/z 109.10 84.09%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33214: (4R*,5R*,9S*)-5,9-Dimethylspiro[3.5]nonan-1-one
95.0

68.0
41.0

123.0 166.0 9.80 10.00 10.20 10.40
‘ ‘ ‘ 138.0 ' m/z 179.10 78.63%
L I /| ‘

5000

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

Abundance
95.0
R REE o
55.0 9.80 10.00 10.20 10.40
5000 m/z 41.10 72.29%
124.0 165.0
29.0
L o B o B a ma maa E
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10169: Cyclohexanol, 1-ethynyl- e ma E e AR
81.0 9.80 10.00 10.20 10.40
m/z 81.10 69.55%
5000 96.0
40 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF121716.M Tue Dec 20 18:07:32 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 10 Cis-1,4-dimethyladamantane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.43 10.08 ng 1158970 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cis-1.4-dimethvladamantane 164 C12H20 024145-89-9 58
2 1.4-Dimethvladamantane. Il.alpha... 164 C12H20 024145-88-8 50
3 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 50
5-(3-Methvlbutv)-2-pvridinecarb... 193 C11H15N02 049751-50-0 46
5 Tricyclo[4.3.1.1(3,8)]Jundecane, ... 228 C11H17Br 021898-96-4 38
Abundance Scan 730 (10.431 min): BF091794.D (-727) (-) m/z 149.10 100.00%
149.1
5000 1071
a0 1811 1030 1040 1060 10580
125.1 : : : : :
4 203.1 222.2 m/z 163.10 48.32%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #31985: Cis-1,4-dimethyladamantane
149.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
5000 93.0 10.20 10.40 10.60 10.80
55.0 m/z 107.10 36.16%
‘ H 121.0
,,,I,,,,Imwlll‘\ﬂ”\lm‘Ilmlll,l Leeo
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
149.0
"' 10,20 10.40 10.60 10.80
5000 93.0 m/z 93.10 34.60%
55.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31982: Adamantane, 1,3-dimethyl- R AR RRRES T
149.0 10.20 10.40 10.60 10.80
m/z 79.05 22.40%
5000 93.0
41.0 670
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 11 4(1H)-Pteridinone, 2-amino- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.72 12.53 ng 1023810 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4(1H)-Pteridinone. 2-amino- 163 C6H5N50 002236-60-4 64
2 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 53
3 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 53
4 1.3-Dimethvl-5-n-propvl-adamantane 206 C15H26 019385-87-6 53
5 Adamantane, 1l-isothiocyanato-3,5... 221 C13H19NS 136860-49-6 50
Abundance Scan 755 (10.716 min): BF091794.D (-752) (-) m/z 163.15 100.00%
168.2
5000 1071
a1 - Tad 10.40 10.60 10.80 11.00
135.1 : : : -
- | 18112031 2321 2661 77 107.10  36.81%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31332: 4(1H)-Pteridinone, 2-amino-
163.0
5000 1040 1060 1030 1100
122.0 m/z 93.10 23.91%
! | 1 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
163.0
10.40 10.60 10.80 11.00
5000 107.0 m/z 108.10 20.11%
55.0 81.0
135.0
mz-> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #41333: 1,3,5-Trimethyladamantane B AREmmEEE R
163.0 10.40 10.60 10.80 11.00
m/z 95.10 19.15%
5000 107.0
520 T80 | 1350
| 1L L ! i |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 10,40 10.60 10.80 11.00

8270-BF121716.M Tue Dec 20 18:07:34 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 12 unknownl10.88 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.88 7.64 ng 624129 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 38
2 Bicvclol2.2.1Theptane. 2-methvl-... 204 C15H24 025532-78-9 35
3 1.7-Dimethvl-4-oxa-tricvclol5.2.... 208 C11H1204 091143-65-6 27
4 3-(3-0xo0-2-prop-2-vnvl-cvclopent... 208 C12H1603 344885-14-9 27
5 Bicyclo[2.2.1]heptane, 2-methyl-._.. 204 C15H24 000511-59-1 27

Abundance

Scan 769 (10.876 min): BF091794.D (-767) (-) m/z 94.10 100.00%

5000

10.60 10.80 11.00 11.20
m/z 93.10  77.46%

165.1

183.1 202.1220.1237.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #11103: Cyclohexanemethanol, 4-methylene-
93.0
5000 IIIIIIIIIIIIIIIIIII
28.0 10. 60 10 80 11. OO 11. 20
: 67.0 m/z 146.10 50.92%
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
94.0
A BamEs B S
10.60 10.80 11.00 11.20
5000 41.0 m/z 79.10 35.12%
122.0
67.0
161.0 204.0
T o I A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61208: 1,7-Dimethyl-4-oxa-tricyclo[5.2.1.0(2,6)]decane-3,.. A BamEs B S
94.0 10.60 10.80 11.00 11.20
m/z 95.10 30.56%
5000
39.0 77,0
I 57.0, | \‘\‘ 111.0 135.0152.0 180.0 208.0
e R e e e e e e A BamEs B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 60 10 80 11. OO 11. 20

8270-BF121716.M Tue Dec 20 18:07:34 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl1l0.94 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.94 6.66 ng 543691 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Diphenvl-1.3-oxazolidine 225 C15H15N0 155086-08-1 35
2 Benzoic acid. 4-methvl-. cvclohe... 218 C14H1802 058435-19-1 25
3 m-Toluvlic acid. 2-methviphenvl ... 226 C15H1402 021121-93-7 15
4 (4-Methviphenvl)-methanediol dia... 222 C12H1404 002929-93-3 15
5 Benzhydrazide, 4-methyl-N2-metho... 222 C11H14N203 346456-58-4 15
Abundance Scan 775 (10.945 min): BF091794.D (-773) (-) m/z 119.10 100.00%
119.1 162.1
5000
10.60 10.80 11.00 11.20
m/z 162.10 84 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73062: 3,5-Diphenyl-1,3-oxazolidine
91.0 119.0
5000 USRS SRR RN
2250 1060 1080 11.00 11.20
‘ m/z 91.10 42 .55%
270 510 700 | | | 1%0mm>1%0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
119.0
137.0 10.60 10.80 11.00 11.20
5000 91.0 m/z 94.10 41.68%
410 67.0
218.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73844: m-Toluylic acid, 2-methylpheny! ester S REa e o R mE
119.0 10.60 10.80 11.00 11.20
m/z 95.10 41 .57%
5000
91.0
300 050 . 1370 226.0
m/z--> 20 45 éo 85 160 120 140 160 180 200 250 240 1060 10,80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 14 unknownll.05 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.05 9.73 ng 795109 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2R.4R)-p-Mentha-6.8-diene. 2-hy... 168 C10H1602 1000292-74-2 43
2 Tricvclol3.1.0.0(2.4)1Thexane. 3.... 164 C12H20 1000150-21-2 35
3 Bicvclol3.1.11heptane. 6.6-dimet... 136 C10H16 016022-04-1 25
4 Bicvclobutvlidene 108 C8H12 006708-14-1 25
5 Benzenemethanol, .alpha.-ethyl- 136 C9H120 000093-54-9 22
Abundance Scan 784 (11.048 min): BF091794.D (-782) (-) m/z 107.10 100.00%
107.1
79.1
5000
176.1 10.80 11.00 11.20 11.40
6L p AR 2112392 77 109.10  79.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34428: (2R,4R)-p-Mentha-6,8-diene, 2-hydroperoxide
109.0
82.
5000 1030 11,06 1120 1040
135.0 m/z 93.10 63.80%
J‘ ‘M M ..jtnb.ﬁkln.w.”..”.“.”,”
m/z--> 20 100 120 140 160 180 200 220 240
Abundance
107.0
135.0 ' 10.80 11.00 1120 1140 _
5000 m/z 79.10 59.48%
41.0 79.0
do.0 164.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15338: Bicyclo[3.1.1]heptane, 6,6-dimethyl-3-methylene- R AR RRRES T
93.0 10.80 11.00 11.20 11.40
121.0 m/z 108.10 53.76%
41.0
5000
67.0
woll Wl W b4 4 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,80 11.00 1120 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 15 (2S,4R)-p-Mentha-[1(7),8]-d... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.15 7.94 ng 648565 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2S.4R)-p-Mentha-I1(7).81-diene ... 168 C10H1602 1000292-74-4 59
2 p-Menth-8-ene. 3-methvlene- 150 C11H18 1000151-25-7 49
3 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 47
4 (4-Methvl-cvclohex-3-envl)-methanol 126 C8H140 089690-46-0 38
5 Camphenone, 6- 150 C10H140 055659-42-2 35
Abundance Scan 793 (11.151 min): BF091794.D (-792) (-) m/z 93.10 100.00%
93.1
so00 41
145.1 LSRR LA AL BV I
171.1189.1 21422322 10.80 11.00 11.20 11.40
m/z 80.10 53.93%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34454: (2S,4R)-p-Mentha-[1(7),8]-diene 2-hydroperoxide
93.0
41.0
5000 67.0 U UL B B B
10.80 11.00 11.20 11.40
1350 m/z 94.10 53.28%
1 RN S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
93.0 135.0
10.80 11.00 11.20 11.40
5000 40 670 m/z 41.10 50.49%
115.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11100: Cyclohexanemethanol, 4-methylene- R e EEaE L
93.0 10.80 11.00 11.20 11.40
m/z 107.10 43.22%
5000 67.0
TN O i
\ ‘ |
m/z--> 25 ' ' 80 100 120 140 160 180 200 220 240 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 16 unknownl11.20 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.20 5.12 ng 418153 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4.4a.5.6.8a-0ctahvdro-naph... 136 C10H16 031244-58-3 35
2 5.17-Dehvdroallomatridine. (6.be... 232 C15H24N2 053537-50-1 30
3 2-Naphthalenamine. 1.2.4a.5.6.7.... 165 C11H19N 056053-03-3 22
4 1H-Imidazole. 2-ethvl- 96 C5H8N2 001072-62-4 18
5 Acetic acid, 1,7,7-trimethyl-bic... 196 C12H2002 092618-89-8 15

Abundance Scan 797 (11.196 min): BF091794.D (-795) (-) m/z 109.10 100.00%

5000
10.80 11.00 11.20 11.40 11.60
m/z 95.10 92.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15266: 1,2,3,4,4a,5,6,8a-Octahydro-naphthalene
95.0 136.0
5000 670 LA L L L L L L L
41.0 10 80 11. OO 11. 20 11.40 11.60
m/z 79.00 67.54%
SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
95.0
R A B B
10.80 11.00 11.20 11.40 11.60
5000 2320 m/z 96.10 58.53%
67.0 136.0 190.0
117.0 162.0
R A B o o e S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32577: 2-Naphthalenamine, 1,2,4a,5,6,7,8,8a-octahydro-4a-... A REAmE EEa
109.0 10.80 11.00 11.20 11.40 11.60
m/z 160.10 58.19%
67.0
5000 41.0 135.0
d w““ H ,T, o e — Frer A e
m/z--> 20 4 80 100 120 140 160 180 200 220 240 10 80 11. OO 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 17 2,2-Dimethyl-3-vinyl-bicycl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.37 6.47 ng 528401 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvl-3-vinvl-bicvclol2.2... 150 C11H18 115948-98-6 58
2 2-Methvlenebicvclol2.2_.11-heptane 108 C8H12 000497-35-8 49
3 cis-7-Ethvl-bicvclol4.3.01non-3-ene 150 C11H18 1000145-84-5 35
4 trans-7-Ethvl-bicvclol4.3.01non-... 150 C11H18 1000145-84-7 35
5 5-Undecen-3-yne, (2)- 150 C11H18 074744-30-2 18
Abundance Scan 812 (11.368 min): BF091794.D (-810) (-) m/z 108.10 100.00%
791  108.1

5000

M2m1 11.00 11.20 11.40 11.60
; m/z 79.10 90.14%

1751 2031

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22913: 2,2-Dimethyl-3-vinyl-bicyclo[2.2.1]heptane
108.0
67.0
41.0
5000 LA L L L L L LB L L B
11.00 11.20 11.40 11.60
135.0 m/z 67.10 80.00%
: H“ “H‘ “‘ ! #9 “...‘:,.1.5?.0.... e —
m/z--> 2 80 lOO 120 140 160 180 200 220 240
Abundance
79.0

11.00 11.20 11.40 11.60
5000 108.0 m/z 121.10 66.08%

i J\UWAMW
S e L L B L L L

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

Abundance #22898: cis-7-Ethyl-bicyclo[4.3.0]non-3-ene R e EEaE L
121.0 11.00 11.20 11.40 11.60
67.0 m/z 149.10 63.25%
5000
e T WL/\/\/\,\_/\
m/z--> 80 100 120 140 160 180 200 220 240 11. 00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 18 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.84 11.18 ng 913044 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 86
Abundance Scan 853 (11.836 min): BF091794.D (-851) (-) m/z 73.00 100.00%
431 730
5000 129.1
97.1 213.2 I A BEEESEEEE e
”H 157.1 1851 o7 2563 1160 1180 12.00 12.20
bl - m/z 60.00 81.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 R S BN BN B

11:60 11.80 12,00 12.20
m/z 43.10 80.78%

157.0 185.0

97.0
“ “ M‘
|""|""|'

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

%

Abundance
73.0
 ALRRE B R
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 68.04%
171.0
97.0 214.0
152.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid R AN EEEa T S S
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.10 61.51%
5000 129.0
185.0 228.0
97.0
\ ] 166.0
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 19 Pentadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.61 5.32 ng 315079 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 89
2 Octadecanoic acid 284 C18H3602 000057-11-4 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 921 (12.614 min): BF091794.D (-919) (-) m/z 73.00 100.00%

431 73.0

5000

%

12.20 12.40 12.60 12.80 13.00
m/z 43.10 91.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0 L e B e e L B e

12.I20 12.I40 12.I60 12.I80 13.IOO
m/z 57.10 77.07%

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 73.0
R R ERARRRRS T
12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 75.93%
97.0 185.0 2410 284.0
15.0 157.0 213.0
mmﬁmmwmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92227: n-Hexadecanoic acid L B O e
43 12.20 12.40 12.60 12.80 13.00

m/z 55.10 68.11%

5000

97.0 129.0 256.0

171.0 213.0

I T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF091794.D

Aca On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 20 1-Hexadecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.46 ng 323198 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 91
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 90
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 81
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 1022 (13.768 min): BF091794.D (-1019) (-) m/z 83.10 100.00%
57.1 83.1
139.1 166.1 216.1 288.1 13.40 13.60 13.80 14.00
S 3 24112651 m/z 57.10 97.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72488: 1-Hexadecene
41.0
83.0
5000 RBARSUVARSUAUARER
13. 40 13. 60 13.80 14.00
m/z 69.10 87.38%
150L ‘ 139.0 168.0 196.0 224.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 97.0
69.0 DN UNISA BN B I
13.40 13.60 13.80 14.00
5000 m/z 55.10 83.68%
125.0
15.0 154.0 182.0 210.0 238.0 266.0
mmwwwmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145521: Bromoacetic acid, hexadecy! ester R e EEaE L
43.0 13.40 13.60 13.80 14.00
m/z 97.10 81.85%
o MM/L/N\/\/
\‘ 196.0222.0 5699
m/z--> ”'55"26"60 80 100 120 140 160 180 200 220 240 260 280 300 1éioliéebliééolihﬁd""
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121916\
Data File : BF091794.D

Acq On : 20 Dec 2016 00:59

Operator : UM/SJ

Sample : H6126-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF121716.M
Quant Title : 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... 4.92 16.4 ng 1228490 1 6.76 1498160 20.0
unknown6 .53 6.53 78.8 ng 5899390 1 6.76 1498160 20.0
3,5-Dimethyl-1-ad... 9.31 11.5 ng 1323480 3 9.80 2299360 20.0
unknown9.61 9.61 5.2 ng 592576 3 9.80 2299360 20.0
unknown9 .66 9.66 5.7 ng 656148 3 9.80 2299360 20.0
unknown10.11 10.11 5.1 ng 590201 3 9.80 2299360 20.0
unknown10.18 10.18 5.4 ng 624927 3 9.80 2299360 20.0
Cis-1,4-dimethyla... 10.43 10.1 ng 1158970 3 9.80 2299360 20.0
4(1H)-Pteridinone... 10.72 12.5 ng 1023810 4 11.28 1633870 20.0
unknownl10.88 10.88 7.6 ng 624129 4 11.28 1633870 20.0
unknown10.94 10.94 6.7 ng 543691 4 11.28 1633870 20.0
unknownl1l.05 11.05 9.7 ng 795109 4 11.28 1633870 20.0
(25,4R)-p-Mentha-_.. 11.15 7.9 ng 648565 4 11.28 1633870 20.0
unknownl11.20 11.20 5.1 ng 418153 4 11.28 1633870 20.0
2,2-Dimethyl-3-vi... 11.37 6.5 ng 528401 4 11.28 1633870 20.0
n-Hexadecanoic acid 11.84 11.2 ng 913044 4 11.28 1633870 20.0
Pentadecanoic acid 12.61 5.3 ng 315079 5 13.91 1184640 20.0
1-Hexadecene 13.77 5.5 ng 323198 5 13.91 1184640 20.0
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