LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16 Instrument :
Operator - UM/SJ BNA_F

Sample - H5801-03 ClientSampleld :
Misc - MW-2A-112916
ALS Vial : 8 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-BF112916.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 2.401 7 10 16 rVvB2 26874 81025 1.28% 0.138%
2 2.870 41 51 57 rvB 38990 126371 2.00% 0.215%
3 3.498 103 106 110 rvB 48858 87578 1.39% 0.149%
4 3.910 138 142 145 rVB 65727 99671 1.58% 0.169%
5 4.344 176 180 183 rVB3 44611 74227 1.18% 0.126%
6 4_.573 197 200 206 rvB2 38888 64707 1.03% 0.110%
7 4.836 220 223 224 rBV 60055 76561 1.21% 0.130%
8 4.950 230 233 235 rBV 33047 72503 1.15% 0.123%
9 5.041 238 241 245 rVwV 788336 980414 15.53% 1.666%
10 5.121 245 248 250 rVB2 64457 127573 2.02% 0.217%

11 5.316 263 265 268 rBV 313232 421521 6.68% 0.716%
12 5.453 274 277 280 rVB 2474307 2925208 46.35% 4.971%
13 6.024 325 327 329 rBV 230847 197991 3.14% 0.336%
14 6.322 350 353 355 rvB 178979 206357 3.27% 0.351%
15 6.482 364 367 369 rBvV 2212076 2087933 33.08% 3.548%

16 6.550 370 373 374 rBV 365961 502847 7.97% 0.854%
17 6.630 377 380 382 rBV 4266428 5328049 84.42% 9.054%
18 6.687 382 385 387 rvB 452383 411094 6.51% 0.699%
19 6.813 392 396 398 rBv4 51569 126149 2.00% 0.214%
20 6.859 398 400 402 rBV 1459603 1243387 19.70% 2.113%

21 6.927 404 406 410 rVB3 154538 227081 3.60% 0.386%
22 7.019 411 414 415 rVV 4537966 4532873 71.82% 7.703%
23 7.042 415 416 418 rVB 762998 550016 8.71% 0.935%
24 7.110 420 422 426 rVB 239620 233956 3.71% 0.398%
25 7.179 426 428 433 rBV2 381462 470583 7.46% 0.800%

26 7.259 433 435 438 rBvV 134720 127785 2.02% 0.217%
27 7.327 439 441 445 rVB 222904 300971 4.77% 0.511%
28 7.419 445 449 452 rBV2 2758134 5013506 79.44% 8.519%
29 7.510 452 457 459 rVB3 85386 184241 2.92% 0.313%
30 7.636 465 468 469 rBvV 337254 340790 5.40% 0.579%

31 7.659 469 470 473 rVV 389653 306411 4._.85% 0.521%
32 7.819 479 484 487 rVB 529978 613779 9.72% 1.043%
33 7.887 487 490 492 rBvV 738055 858554 13.60% 1.459%
34 7.967 495 497 500 rVB3 53199 127254 2.02% 0.216%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16 Instrument :
Operator - UM/SJ BNA_F

Sample - H5801-03 ClientSampleld :
Misc - MW-2A-112916
ALS Vial : 8 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-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.139 506 512 516 rBV 1524745 2177431 34.50% 3.700%

36 8.196 516 517 522 rVvB2 175515 259619 4.11% 0.441%

37 8.425 535 537 540 rVB3 81354 92561 1.47% 0.157%
38 8.527 545 546 549 rVB 91527 89667 1.42% 0.152%
39 8.619 552 554 555 rBvV 62625 86279 1.37% 0.147%

40 8.665 5565 558 563 rvv4 64436 146873 2.33% 0.250%

41 8.813 568 571 572 rvv2 60910 111434 1.77% 0.189%
42 8.848 572 574 576 rvV 530369 584280 9.26% 0.993%
43 8.950 578 583 585 rBv2 223934 272428 4.32% 0.463%
44 9.225 604 607 609 rBV 6175327 6292611 99.70% 10.693%
45 9.305 612 614 617 rVvv3 48413 76690 1.22% 0.130%

46 9.613 639 641 643 rVB 175788 134962 2.14% 0.229%
47 9.899 663 666 668 rvB 2124472 2002251 31.72% 3.402%
48 10.253 694 697 701 rBV2 86763 128799 2.04% 0.219%
49 10.333 701 704 706 rvB2 43583 65173 1.03% 0.111%
50 10.688 732 735 737 rBV 4068935 4354046 68.99% 7.399%

51 10.813 744 746 749 rVB 69871 93224 1.48% 0.158%
52 11.111 768 772 781 rVB 950221 1107424 17 .55% 1.882%
53 11.259 783 785 787 rBvV2 65354 63576 1.01% 0.108%

54 11.385 793 796 798 rVB 1370465 1768896 28.03% 3.006%
55 11.911 840 842 849 rBv2 229620 286432 4._.54% 0.487%

56 12.699 909 911 914 rBV 183930 198883 3.15% 0.338%
57 12.848 921 924 926 rBV 498812 499468 7.91% 0.849%
58 12.974 932 935 937 rBV 6144813 6311411 100.00% 10.725%
59 13.865 1011 1013 1018 rBV 68826 112053 1.78% 0.190%
60 14.014 1023 1026 1028 rBV 1485055 1385241 21.95% 2.354%

61 15.442 1148 1151 1154 rBV 838543 1018478 16.14% 1.731%

Sum of corrected areas: 58849156
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

ﬁ?ggle i H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
6000000

TIC: BF091377.D

5000000
7.02
6.63

4000000

3000000

7.42

5.45
6.48

2000000

1000000 5.04

6.02 6.32

6.00

5.32

4.34 457 4.84955.12 |\

— e Pt
4.50

3.91

2.40 2.87 3.50

L R
2.50 3.00

0

5.00 5.50
TIC: BF091377.D

T T
Time--> 3.50 4.00
Abundance

6000000

9|22

5000000

10.69
4000000

3000000

9.90
2000000

8.14 11.38

1000000 1111

12.84
12.70

12.50 13.00 13.50

8.85
20 5 mamos AT

8.50

10.81 11.2

10.50 11.00 11.50
TIC: BF091377.D

T
Time--> 12.00
Abundance

6000000

5000000

4000000

3000000

2000000
14.01

1000000 15.44

B.87

0
Time-->

18.50

16.50 17.00 17.50 18.00

T
14.00 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\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

ﬁ?ggle i H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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.

5.04 15.77 ng 980414 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 241 (5.041 min): BF091377.D (-238) (-) m/z 43.00 100.00%
43
59
5000
101
4.80 500 5.20 5.40
Oy Sl 53l 67 83 ] 108 75778900 56.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL LA L AR
59 480 500 5.20 540
m/z 58.00 15.51%
15 31 101
o | 25 737, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 5.20 5.40
5000 m/z 101.00 14 .55%
a1 101
o 15 31 53 69 83
miz--> 10 2 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime B ma
43 4.80 500 5.20 5.40
m/z 41.10 7.16%
5000
101
o 15 253137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

3?22 le H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Benzene, (1-methylethyl)- Concentration Rank 19

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

6.02 3.18 ng 197991 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 78
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 64
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 64

Abundance Scan 327 (6.024 min): BF091377.D (-325) (-) m/z 105.10 100.00%
105
5000
120
51 77 SRR SRS SRS SR
39 63 01 5.60 5.80 6.00 6.20 6.40
o PR 1A ¢ 1 Nl m/z 120.10  26.53%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #9117: Benzene, (1-methylethyl)-
105
5000 NSRS SRS SRR
5.60 5.80 6.00 6.20 6.40
- 120 m/z 77.00 15.16%
0 27 9 45 ‘\ 576369 | 84 %9g7 111
mz-> 20 30 4'0 0 60 0 8 % 100 110 130
Abundance
105
RARSERARSS NSRS NSRS AN
5.60 5.80 6.00 6.20 6.40
5000 120 m/z 79.10 13.97%
7 ¥ = 63 " 91
0"|'"'|'"'|"'15"|''"|'"(??""l'g';s"l"??l"''|1'1'3"|""
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105 5.60 5.80 6.00 6.20 6.40
m/z 51.00 12.76%
120
5000
0 27 3\9 5\1 59 65 M 85 9\1 L iR
m/z--> 20 30 40 50 eb 70 80 90 100 110 150 ' 560 580 6.00 620 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

3?22 le H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, propyl- Concentration Rank 17

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

6.32 3.32 ng 206357 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78
3 Ethanol. 2-T(phenvimethvDaminol- 151 C9H13NO 000104-63-2 72
4 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 64
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 59

Abundance Scan 353 (6.322 min): BF091377.D (-350) (-) m/z 91.00 100.00%
o
5000
120
39 51 65 78 | 105 6.00 6.20 6.40 6.60
O L o e L L e I e O S m/z 120.10 25.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9109: Benzene, propyl-
9
5000 S SRR SRS AR SRR
6.00 6.20 6.40 6.60
120 m/z 65.00 10.87%
L2395 7 s
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
91
120 6.00 6.20 6.40 6.60
5000 m/z 92.10 10.53%
65
o 28 39 51 77 105 132 165 209
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23860: Ethanol, 2-[(phenylmethyl)amino]-
o 6.00 6.20 6.40 6.60
m/z 51.00 5.92%
5000
120
65
ol 15 28 39 51 | 77 | 106 | 132 151
m/z--> 20 40 60 8 100 120 140 160 180 200 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

3?22 le H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, l-ethyl-2-methyl- Concentration Rank 6

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

6.55 8.09 ng 502847 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91

Abundance Scan 373 (6.550 min): BF091377.D (-370) (-) m/z 105.10 100.00%
105
5000
120
ﬁr.__ﬂﬂ&%
51 /791 007 281 6.20 6.40 6.60 6.80
Ot b e e e ereon || m/z 120.10 33 40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105 r
5000
120 6.20 6.40 6.60 6.80
m/z 91.00 11.10%
39 779
o . A O N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
6.20 6.40 6.60 6.80
5000 m/z 77.10 10.98%
120
15 39 6379

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9111: Benzene, 1,2,4-trimethyl-

6.20 6.40 6.60 6.80
m/z 79.10 9.53%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80

8270-BF112916.M Fri Dec 02 15:06:24 2016 Page: 7



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF120116\
BF091377.D
1 Dec 2016 17:16
UM/SJ
H5801-03

MW-2A-112916

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

KAEEAAAIAIAXITA A A A A A AT A A A A A A A AR AAA A A XA EAARTAAAAAAEAARARAAAAXAAARAAAAXAATXARAARAALAAAA*XK
Peak Number 6 unknown6.63 Concentration Rank 1

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

6.63 85.70 ng 5328050 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 380 (6.630 min): BF091377.D (-377) (-) m/z 132.00 100.00%
5000 68
PN R 620 6k Gb0 Gk 750"
0 B E e m/z 68.05 39.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I IR L R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34.07%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.76%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.94%
5000 98 116
o ,\MI,S?,Iqu\,\‘l,,h_ s 8 S | S
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

3?22 le H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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

Peak Number 7 Benzene, 1,3,5-trimethyl- Concentration Rank 11

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

6.69 6.61 ng 411094 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87

Abundance Scan 385 (6.687 min): BF091377.D (-382) (-) m/z 105.10 100.00%
105
5000 120 P
39 51 gg 91 6.40 6.60 6.80 7.00
o..,....,....,....,....,....,...6.,...|.',?ﬁ‘..,..ﬁf‘,.'.-!.,..-.-.,-....,. m/z 120.10 44._76%
m/z--> 10 20 30 40 60 70 80 90 100 110 120 130
Abundance #9121: Benzene, 1,3,5-trimethyl-
105
120
5000
6.40 6.60 6.80 7.00
m/z 119.10 11.17%
J s 2 3 Sleges g gg | |
mz> 16 % % 4 50 60 70 8 90 100 110 130 130
Abundance
105
120 6.40 6.60 6.80 7.00
5000 m/z 77.00 10.41%
27 a1 5l gges 0 91
G N RS R RS RS AR RS AN LA WA AR SRR
m/z--> 10 20 30 40 60 70 80 90 100 110 120 130
Abundance #9123: Benzene, 1,2,3-trimethyl-
105 6.40 6.60 6.80 7.00
m/z 91.05 9.47%
120
5000
J s 7 2 sisges N1 o | |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 150 130 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF120116\
BF091377.D
1 Dec 2016 17:16
UM/SJ
H5801-03

MW-2A-112916

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
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 Propanoic acid, 2,2-dimethy... Concentration Rank 16

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

6.93 3.65 ng 227081 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2.2-dimethvl-., o... 214 C13H2602 027751-88-8 59
2 Heptane. 1.17-oxvbis- 214 C14H300 000629-64-1 50
3 Propanoic acid. 2.2-dimethvl-. h... 200 C12H2402 017660-61-6 47
4 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 43
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 40

Abundance Scan 406 (6.927 min): BF091377.D (-404) (-) m/z 57.10 100.00%
g7
5000
41
40 008 105 120 6.60 6.80 7.00 7.20
0 m/z 41.05 34.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #65628: Propanoic acid, 2,2-dimethyl-, octyl ester
57
5000 41
103 6.60 6.80 7.00 7.20
29 m/z 43.10 32.15%
71 85 112
S N T Ml N | 2 I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57
6.60 6.80 7.00 7.20
5000 m/z 55.05 24.14%
70
ol 45 ss % 117 129 171
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #56123: Propanoic acid, 2,2-dimethyl-, heptyl ester T A T
57 6.60 6.80 7.00 7.20
m/z 56.05 20.25%
5000 41
103
29 0 8
0 “I“JL"““w"PJ“I“'w"“I“M'9%1 “"%%§|“""“1ﬁ§"%§z'“'v'“l "|""|""|""|""|
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.60 6.80 7.00 7.20

8270-BF112916.M Fri Dec 02 15:06:28 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

3?22 le H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.04 8.85 ng 550016 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
3 trans-Cinnamvl bromide 196 C9OH9Br 026146-77-0 59
4 Benzene. 1-propenvl- 118 C9H10 000637-50-3 53
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53
Abundance Scan 416 (7.042 min): BF091377.D (-415) (-) m/z 117.10 100.00%
117
5000

6.80 7.00 7.20 7.40

o e m/z 118.05 55.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8674: Indane
117
5000 LA B L L L LB L L
6.80 7.00 7.20 7.40
39 o 0 m/z 115.00 30.00%
13 2| o, 77 | 103 ‘
0...w.h.u“.“.ph.Jq.L.,h.”H..”,...w....“...,”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
RN EEEE S Ea s
6.80 7.00 7.20 7.40
5000 o1 m/z 91.00 15.65%
39
27 51 65 78 103
O T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53970: trans-Cinnamy| bromide
117 6.80 7.00 7.20 7.40
m/z 63.00 8.12%
5000
91
ol 15 27 3 81,83 77 | 102 || 129 169 196
T B o o o e o o o B e e L o B L
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

3?22 le H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, 1,2-diethyl- Concentration Rank 15

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

7.11 3.76 ng 233956 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 97
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 422 (7.110 min): BF091377.D (-420) (-) m/z 119.10 100.00%
105 119
5000 134
91
77
3 5l 65 | ‘ | 6.80 7.00 7.20 7.40
Obrrprrrrrrrrr e el el L Tmzz 105.10 0 98.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14329: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.80 7.00 7.20 7.40
m/z 134.10 44 .55%
27 39 51,65
o ..,.1.?.,...‘.‘,....‘,‘....i‘.‘..5.8,.‘.‘..,...l‘,....‘,a‘.%ﬁ.‘ll.,..‘a‘al..l.zz....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
T A
6.80 7.00 7.20 7.40
5000 134 m/z 91.00 28.40%

27 39 b1
58 65 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14328: Benzene, 1,4-diethyl-
105 119 6.80 7.00 7.20 7.40
m/z 77.00 18.95%
5000 134
91
7
Oherrrepraprrrieriee S8 oy Bl 220
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BF112916.M Fri Dec 02 15:06:30 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

3?22 le H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 unknown7.18 Concentration Rank 8

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

7.18 7.57 ng 470583 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 43
2 2-Tolvloxirane 134 C9H100 002783-26-8 38
3 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 35
4 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 35
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 30

Abundance Scan 428 (7.179 min): BF091377.D (-426) (-) m/z 105.10 100.00%
105
82
5000
134
a 119
| ||| 74|| | | | 6.80 7.00 7.20 7.40 7.60
o S M1 PRSP T R SISO S M AR m/z 82.00 61.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5704: 2-Cyclohexen-1-one, 3-methyl-
82
5000 39 SRS SR SRR R
54 110 6.80 7.00 7.20 7.40 7.60
27 m/z 39.05 31.65%
67
0“I}?W'“LP'JNh'WJ“'P'LI“"‘“"”'P'“I”'W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
_|—|_|_|_|_|—|_|_|_|_|—|_|_!_|_|—|_|_|_|_|—|—|_|
6.80 7.00 7.20 7.40 7.60
5000 m/z 54.10 27 .19%
134
77
. »7 39 51 65 91 o8 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14794: Oxirane, 2-methyl-2-phenyl- T ,/\. B
105 6.80 7.00 7.20 7.40 7.60

m/z 134.10 26 .85%

5000

134
18 27 39 51 63 \\ %l gg || 115

L S R NN 1 R R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

3?22 le H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 14

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

7.33 4.84 ng 300971 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 1l-methvl-2-(l1-methvleth... 134 C10H14 000527-84-4 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 441 (7.327 min): BF091377.D (-439) (-) m/z 119.10 100.00%
119
5000
134
91
a1 51 65 17, 1?5 7.00 7.20 7.40 7.60
Obrrrprrrr e e e et b e e m/z 134.10 31.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14379: Benzene, 2-ethyl-1,4-dimethyl-
119

5000
7.00 7.20 7.40 7.60

m/z 91.00 20.45%

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 105.10 13.08%
o1 134
77 105
oL 15 27 39 51 5g 65 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14405: Benzene, 1-methyl-2-(1-methylethyl)-
119 7.00 7.20 7.40 7.60

m/z 120.10 10.64%

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\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

3?22 le H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrati

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
on 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, 1,2,4,5-tetramethyl-

Concentration Rank 20

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

7.64 3.13 ng 340790 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 93
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 468 (7.636 min): BF091377.D (-465) (-) m/z 119.10 100.00%
119
5000
39 65 7.40 7.60 7.80 8.00
ob Bpu Loy 1 27 8% o tiaaTi0 0 45. 860
m/z--> 50 100 150 200 250 300 350
Abundance #14355: Benzene, 1,2,4,5-tetramethyl-
119
5000
7.40 7.60 7.80 8.00
9 m/z 91.05 16.26%
39 g5 1
O}SI‘IL\IMI‘\I\‘II‘IHIH .‘.,....,.... —————————
m/z--> 50 100 150 200 250 300 350
Abundance
119
7.40 7.60 7.80 8.00
5000 m/z 120.10 10.42%
91
ol1s 4t 6
m/z--> §0 160 1%0 260 250 360 3%0
Abundance #14359: Benzene, 1,2,3,5-tetramethyl-
119 7.40 7.60 7.80 8.00
m/z 133.10 9.40%
5000
39 g5 1
OII\IUiL\IJLIL\II[IHIM |‘||||||||||| —
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00

8270-BF112916.M Fri Dec 02 15:06:33 2016
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF120116\
BF091377.D
1 Dec 2016 17:16
UM/SJ
H5801-03

MW-2A-112916

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 12

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

7.82 5.64 ng 613779 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 92
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 90
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
5 Indan, l-methyl- 132 C10H12 000767-58-8 90

Abundance Scan 484 (7.819 min): BF091377.D (-479) (-) m/z 117.10 100.00%
147
5000 132
30 5165 77., % o3 | 7.40 7.60 7.80 8.00 8.20
Obrrprrrr el e b o ol el e m/Zz 132.10  39.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13605: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132
7.40 7.60 7.80 8.00 8.20
m/z 115.05 26.10%
7 39 51 65 77 91
eyt by S o B4 108110 | 15 |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
7.40 7.60 7.80 8.00 8.20
5000 132 m/z 131.10 21.44%
91
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13568: 3-Phenylbut-1-ene
117 7.40 7.60 7.80 8.00 8.20
m/z 91.00 12 .45%
5000
o1 132
39 51 77
oo B e e wl® I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20

8270-BF112916.M Fri Dec 02 15:06:35 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

3?22 le H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 2,4-Dimethylstyrene Concentration Rank 7

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

7.89 7.89 ng 858554 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethvistvrene 132 C10H12 002234-20-0 74
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 74
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 50
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 50
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 50

Abundance Scan 490 (7.887 min): BF091377.D (-487) (-) m/z 117.10 100.00%
117

5000

A
LI I

7.60 7.80 8.00 8.20
m/z 119.10 79 .83%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13572: 2,4-Dimethylstyrene

5000
7.60 7.80 8.00 8.20

m/z 115.00 37 .68%

04
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

117
132 7.60 7.80 8.00 8.20
5000 m/z 132.10  36.84%
91
51
b7 39 65 77 105

ol 15

mmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-

7.60 7.80 8.00 8.20
m/z 134.10 31.75%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\
Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

Sample : H5801-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 17 Ethyl cyclopropanecarboxylate

Concentration Rank 13

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

8.85 5.37 ng 584280 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 50
2 Oxazolidin-2-one. N-T(E)-butenovl1- 155 C7H9NO3 1000156-45-5 40
3 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 36
4 3-Heptanol. 2-methvl- 130 C8H180 018720-62-2 36
5 Oxazole 69 C3H3NO 000288-42-6 33

Abundance Scan 574 (8.848 min): BF091377.D (-572) (-) m/z 69.00 100.00%
69 %
5000 41
87 103
8.60 8.80 9.00 9.20
0 L8y ol |mess 84  w/z 41.10  41.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7053: Ethyl cyclopropanecarboxylate
69
5000 A LR LR UL UL
41 8.60 8.80 9.00 9.20
86 m/z 39.10 27 .55%
“\ | I | 99 1]\-4
Ot e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
860 8.80 9.00 9.20
5000 a1 m/z 43.00 20.18%
o 27 56 88 100112 127 140 1%°
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #62568: 2-Butenoic acid, 2-propenylidene ester T T T
69 8.60 8.80 9.00 9.20
m/z 45.00 16.74%
5000
0 L\ I 126 141 210
m/z--> ' 40 Io 80 100 150 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF112916.M Fri Dec 02 15:06:37 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

ﬁ?ggle i H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.91 3.24 ng 286432 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 38
5 Pentadecanoic acid 242 C15H3002 001002-84-2 35
Abundance Scan 842 (11.911 min): BF091377.D (-840) (-) m/z 43.05 100.00%
443 60 73
5000
129 e
143157171185 14213 11.60 11.80 12.00 12.20
o 199127 A6 m/z 60.00  84.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000
11.60 11.80 12.00 12.20
m/z 73.00 81.83%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 75.86%
29 87 185 228
. 101115 143157171 199213
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 210 2éo
Abundance #65566: Tridecanoic acid T T e
60 78 11.60 11.80 12.00 12.20
m/z 55.10 73.10%
43
5000
129
29 ‘ a1 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20

8270-BF112916.M Fri Dec 02 15:06:38 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\

Data File : BF091377.D

Aca On : 1 Dec 2016 17:16

Operator : UM/SJ

ﬁ?ggle i H5801-03 MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 unknownl2.85 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.85 7.21 ng 499468 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 33
2 Oxazole 69 C3H3NO 000288-42-6 28
3 Crotonic anhvdride 154 C8H1003 000623-68-7 28
4 Cvclopropanecarboxvlic acid chlo... 104 C4H5CIO 004023-34-1 9
5 2,3"-Bifuran, 2,2",3",5-tetrahydro- 138 C8H1002 098869-93-3 9
Abundance Scan 924 (12.848 min): BF091377.D (-921) (-) m/z 69.00 100.00%
6o
5000
41
mm3 155 12.60 12.80 13.00 13.20
173 213 : : : :
obrr 98 4 | MPuietst | 173189 213208241 389 | TG 26, 58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62568: 2-Butenoic acid, 2-propenylidene ester
69
5000 RN U B BN B
nmnmmmnm
41 o m/z 87.00 16.69%
0 27 | s ° 126 141 210
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 250 2éo
Abundance
69
12.60 12.80 13.00 13.20
5000 20 m/z 43.00 16.13%
I R R A R A AR NS SRS LA LRSS SRR RARRE ﬂﬂﬁﬁ,mﬁ¥“A\~V~“~“_N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26165: Crotonic anhydride O s e
69 12.60 12.80 13.00 13.20
m/z 155.10 15.48%
5000
41
ol 15 28 M 55 | 86100 126
m/z--> 2'0 4'0 60 8|0 100 150 140 160 180 200 220 24'10 2('30 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120116\

Data File : BF091377.D

Acq On : 1 Dec 2016 17:16 Instrument :
Operator : UM/SJ BNA_F

Sample - H5801-03 ClientSampleld :
Misc - MW-2A-112916
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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... 5.04 15.8 ng 980414 1 6.86 1243390 20.0
Benzene, (1-methy... 6.02 3.2 ng 197991 1 6.86 1243390 20.0
Benzene, propyl- 6.32 3.3 ng 206357 1 6.86 1243390 20.0
Benzene, l-ethyl-_.. 6.55 8.1 ng 502847 1 6.86 1243390 20.0
unknown6 .63 6.63 85.7 ng 5328050 1 6.86 1243390 20.0
Benzene, 1,3,5-tr... 6.69 6.6 ng 411094 1 6.86 1243390 20.0
Propanoic acid, 2... 6.93 3.6 ng 227081 1 6.86 1243390 20.0
Indane 7.04 8.8 ng 550016 1 6.86 1243390 20.0
Benzene, 1,2-diet... 7.11 3.8 ng 233956 1 6.86 1243390 20.0
unknown7 .18 7.18 7.6 ng 470583 1 6.86 1243390 20.0
Benzene, 2-ethyl-_._. 7.33 4.8 ng 300971 1 6.86 1243390 20.0
Benzene, 1,2,4,5-._.. 7.64 3.1 ng 340790 2 8.14 2177430 20.0
1H-Indene, 2,3-di... 7.82 5.6 ng 613779 2 8.14 2177430 20.0
2,4-Dimethylstyrene 7.89 7.9 ng 858554 2 8.14 2177430 20.0
Ethyl cyclopropan... 8.85 5.4 ng 584280 2 8.14 2177430 20.0
n-Hexadecanoic acid 11.91 3.2 ng 286432 4 11.38 1768900 20.0
unknownl12 .85 12.85 7.2 ng 499468 5 14.01 1385240 20.0
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