LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Intearation Parameters: rteint.

Intearator: RTE
Smoothing : ON
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
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5.664 310 313 314 rVvVv

QO ~NO®
9]
a1
N
\l
N
(o}
(9}
W
o
=
W
o
N

11 5.699 314 316 318 rvv2
12 5.744 318 320 322 rVvV
13 5.779 322 323 328 rVB2
14 5.859 328 330 332 rBV
15 5.950 334 338 340 rBV2

16 6.019 340 344 347 rVvv3
17 6.099 347 351 353 rvv
18 6.156 353 356 357 rvv
19 6.202 357 360 363 rvv2
20 6.259 363 365 366 rvv

21 6.282 366 367 369 rvv2
22 6.384 373 376 378 rvv2
23 6.464 378 383 385 rvv4
24 6.499 385 386 388 rvv2
25 6.544 388 390 394 rvv2

26 6.624 396 397 400 rvv3
27 6.693 400 403 405 rvv3
28 6.773 408 410 412 rVvv2
29 6.887 414 420 422 rVV5
30 6.933 422 424 426 rVVv2

31 6.967 426 427 429 rVwV
32 7.002 429 430 433 rVv3
33 7.093 433 438 442 rVV5
34 7.185 444 446 447 rVv2

8270-BF121315.M Mon Dec 14 18:28:

p

peak
heiaht
350372
673805
646499
107018
1348509

329228
1926625
4227817

644315

786025

1152133
2292831
1175078

438141
2731476

2857786
4479026
2985965
5646822
3629723

2367288
4495206
5497877
4066080
4962922

4020579
4711807
5746235
3828465
4226796

5394919
4827594
5451826
3972456

00 2015

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

corr.
area
421882
1283786
1238315
256057
1548150

526076
1910142
6127101
1134647

787788

1583102
2243099
2648922

507242
4474429

8143667
7976602
5605879
12944422
5652180

3859324
9224265
16538940
5559303
12005222

6945419
11324370
10810403
15043864
10616234

9046022
9864104
21494794
6607264

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF121315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.
1.96%
5.97%
5.76%
1.19%
7.20%

2.45%
8.89%
28.51%
5.28%
3.67%

7.37%
10.44%
12.32%

2.36%
20.82%

37.89%
37.11%
26.08%
60.22%
26 .30%

17.95%
42 _.91%
76 .94%
25.86%
55.85%

32.31%
52.68%
50.29%
69.99%
49 _39%

42 _.08%
45_89%
100.00%
30.74%

0.361%
0.075%
0.451%

0.153%
0.556%
1.784%
0.330%
0.229%

0.461%
0.653%
0.771%
0.148%
1.303%

2.371%
2.323%
1.632%
3.769%
1.646%

1.124%
2.686%
4.816%
1.619%
3.496%

2.022%
3.298%
3.148%
4_.381%
3.091%

2.634%
2.872%
6.259%
1.924%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.219 447 449 451 rVV2 5471309 10266104 47.76% 2.989%

36 7.265 451 453 454 rVvv2 5521200 8014156 37.28% 2.334%
37 7.299 454 456 457 rVV 2819346 4660841 21.68% 1.357%
38 7.333 457 459 461 rVV2 4153750 7812131 36.34% 2.275%
39 7.367 461 462 464 rVV2 2228362 4197545 19.53% 1.222%
40 7.402 464 465 466 rVV 2874736 3296596 15.34% 0.960%

41 7.425 466 467 469 rVvV 3137159 4876263 22.69% 1.420%
42 7.470 469 471 474 rVV2 4556105 10706049 49.81% 3.118%
43 7.516 474 475 479 rVV4 3049576 6485267 30.17% 1.888%
44 7.585 479 481 483 rVV3 4221979 7360117 34.24% 2.143%
45 7.642 483 486 488 rVVv4 3113924 8294581 38.59% 2.415%

46 7.687 488 490 492 rVV2 2466503 5957729 27.72% 1.735%
47 7.722 492 493 496 rVV3 3087992 5957294 27.72% 1.735%
48 7.836 499 503 504 rVvv2 2286161 5290086 24.61% 1.540%
49 7.870 504 506 507 rvVv 2276834 3596383 16.73% 1.047%
50 7.905 507 509 510 rvVV 1645639 2500307 11.63% 0.728%

51 7.950 510 513 514 rVvV2 1634324 3255159 15.14% 0.948%
52 7.973 514 515 517 rVvVv2 1133924 1746218 8.12% 0.508%
53 8.030 517 520 523 rvv3 1200475 3116292 14.50% 0.907%
54 8.076 523 524 526 rvV 721376 929244 4._.32% 0.271%
55 8.156 528 531 533 rvv3 719805 1582013 7.36% 0.461%

56 8.202 533 535 536 rvv 1418991 1794861 8.35% 0.523%
57 8.270 539 541 542 rvv2 521323 847454 3.94% 0.247%
58 8.293 542 543 548 rvv3 300321 732055 3.41% 0.213%
59 8.385 548 551 553 rvv2 171109 407260 1.89% 0.119%
60 8.499 559 561 565 rvv2 183647 331268 1.54% 0.096%

61 9.276 626 629 632 rVB 3687367 3612773 16.81% 1.052%
62 9.665 661 663 669 rvB 920646 855373 3.98% 0.249%
63 9.950 685 688 691 rvB 1166951 1076932 5.01% 0.314%
64 10.739 754 757 759 rVV 2258478 2365465 11.00% 0.689%
65 11.425 815 817 820 rVB 775205 996149 4.63% 0.290%

66 13.014 954 956 959 rBV 3090263 3095725 14.40% 0.901%
67 14.054 1045 1047 1050 rBV 827436 799709 3.72% 0.233%
68 15.494 1170 1173 1176 rBV 548355 642747 2.99% 0.187%

Sum of corrected areas: 343411162
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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\BF121315\

BF083743.D

13 Dec 2015 21:44

umsiz

G4648-25

35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

TIC: BF083743.D

6[20 6,46 6(776.97.097226

.0

5.53
4000000

6.1¢

6.54
6.

.59,6%

6p

6.

|

7.47

B 33] 7.58

7.

7.8472

3000000

2000000

1000000

S

reg

0
Time-->

7.00 7.50

Abundance
5000000
4000000
3000000
2000000 .

1000000

TIC: BF083743.D

9.28
13.01

10.74

11.42

Time-->

13.00 13.50

12.00 12.50

10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF083743.D

14.05

15.49

Time-->

14.

18.00 18.50

16.50 17.00 17.50

00 14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Nonane, 4-methyl- Concentration Rank 10

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

6.46 31.16 ng 16538900 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 60
2 Benzene. 1l-ethvIl-3-methvl- 120 C9H12 000620-14-4 44
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 38
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 38
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 35

Abundance Scan 383 (6.464 min): BF083743.D (-378) (-) m/z 57.10 100.00%
7 105
43
5000 71
98 120 —_— ey -V VIV
79 6.20 6.40 6.60 6.80
..,....,....,....|i.|...,'.'.|.|:,.-.'.'.,...|.-|,..'.E.‘,9':..I',.'.~!.,....',|~..1.27,....1,‘.‘.2..,. m/z 105.10 82.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18434: Nonane, 4-methyl-
57
43
5000
71 6.20 6.40 6.60 6.80
29 ‘ o8 m/z 43.10 65.79%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
" 620 640 6.60 6.80
5000 m/z 71.10 45_.27%

120

e 27 ¥ 51 65 77 9

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

Abundance #12328: Pentane, 2,2,3,3-tetramethyl-
57 6.20 6.40 6.60 6.80
m/z 70.10 40.62%
43
5000 71
29
99
\‘ 1A R | 8 | 113 128
T T R T T R R e e AR mE
m/z--> 10 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:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown7.58 Concentration Rank 2

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

7.58 82.01 ng 7360120 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanol. 2-methvl- 136 C9H120 019819-98-8 46
2 4-Methvlphenvl acetone 148 C10H120 002096-86-8 46
3 2-Methvlindan-2-ol 148 C10H120 033223-84-6 43
4 Benzene. 1-methvl-4-(2-methvlpro... 148 C11H16 005161-04-6 43
5 Benzeneethanol, _.beta.-methyl- 136 C9H120 001123-85-9 42

Abundance Scan 481 (7.585 min): BFO8£743.D (-479) () m/z 105.10 100.00%
105
5000 119

7.20 7.40 7.60 7.80 8.00
m/z 119.10  45.70%

m/z--> 20 40 60 80 100 120 140 160
Abundance #15847: Benzeneethanol, 2-methyl-
105
5000
136 7.20 7.40 7.60 7.80 8.00
91 m/z 148.10 36.71%
27 39 51 65 | 118
..}?.nu.u..h.,uh..w..: S Y O
m/z--> 20 40 60 80 100 120 140 160
Abundance
105
720 7.40 7.60 7.80 8.00
5000 43 m/z 91.10 34.24%
77 148
15 27 53 63 91 115 131
T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #21641: 2-Methylindan-2-ol
43 105 7.20 7.40 7.60 7.80 8.00
m/z 106.10 31.97%
5000 148
2 o5 'L O us 13
L | | |
L e e e e e B L B
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown7.64 Concentration Rank 1

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

7.64 92.43 ng 8294580 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 4-ethvl-2-methvl- 128 C9H20 003074-75-7 46
2 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 45
3 Decane. 2.5-dimethvyl- 170 C12H26 017312-50-4 43
4 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 43
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 41

Abundance Scan 486 (7.642 min): BF083743.D (-483) (-) m/z 57.10 100.00%

5000

7.40 7.60 7.80 8.00
m/z 105.10 53.69%

m/z--> 20 40 60 80 100 120 140 160
Abundance #12316: Hexane, 4-ethyl-2-methyl-
57
43
5000
27 7.40 7.60 7.80 8.00
71 99 m/z 43.10 31.12%
SN | W . <A .
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
T T
43 7.40 7.60 7.80 8.00
5000 m/z 133.10 25.22%
29 71
85 %8 143 142
T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #36183: Decane, 2,5-dimethyl-
57 7.40 7.60 7.80 8.00
m/z 41.10 24 _.78%
5000
43
29 70 98
15 7 |yl L 8 | 113 127 141 155 170
T e e e T T e T T T e T N I o
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Spiro[4-4]nona-1,3-diene, 1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

7.69 66.39 ng 5057730  Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Spirol4.41nona-1.3-diene. 1.2-di... 148 C11H16 1000163-57-6 50
2 Benzene. l1l-methoxv-2-(l-methvlet... 148 C10H120 010278-02-1 38
3 4-Methvlphenvl acetone 148 C10H120 002096-86-8 20

4 2-Methvlindan-2-ol 148 C10H120 033223-84-6 18
5 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 16
Abundance Scan 490 (7.687 min): BFO8d)3743.D (-488) (-) m/z 105.10 100.00%
105
5000 43 57 71 133
91 119 148
| | | | 70 7.40 7.60 7.80 8.00
L m/z 71.10 43.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21846: Spiro[4.4]nona-1,3-diene, 1,2-dimethyl-
105 133
148
5000
91 119 7.40 7.60 7.80 8.00
m/z 133.10 42 .24%
39 51 65 & ‘
...,.2.7..‘,‘..‘.“.,....“,..l‘. ,‘a‘a . .‘.‘.,.U..,....,
m/z--> 20 40 60 80 100 120 140 160
Abundance
105 133
148 7.40 7.60 7.80 8.00
5000 m/z 57.10 39.36%
7
o7 39 51 g3 91 115
124
L B I B e B ELan o pea e
m/z--> 20 40 60 80 100 120 140 160
Abundance #21659: 4—l\/|ethy|pheny| acetone L L LB L
105 7.40 7.60 7.80 8.00
m/z 43.10 39.28%
5000 43
7 148
e e e e e e R B o e
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF121315.M Mon Dec 14 18:28:04 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown7.72 Concentration Rank 4

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

7.72 66 .38 ng 5957290 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlnonane 268 C10H211 1000101-47-9 47
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 43
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 43
4 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 38
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 38

Abundance Scan 493 (7.722 min): BF083743.D (-492) (-) m/z 135.10 100.00%
71 135
43 57 85
119
5000
99 150 o 7.40 7.60 7.80 8.00
m/z 71.10 91.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98769: 1-lodo-2-methylnonane
43
57
5000 n
85 7.40 7.60 7.80 8.00
29 m/z 57.10 79.48%
| i ‘ L 9 127141155169 211 268
m/z--> 20 40 éo éo 160 120 140 160 180 200 220 240 260
Abundance
43
71 7.40 7.60 7.80 8.00
5000 57 85 m/z 43.10 75.92%
29
15 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36171: Undecane, 2-methyl- R ARy
43 7.40 7.60 7.80 8.00
57 m/z 85.10 73.75%
5000 71
29 85
“ \h ‘ IIl, \‘ 99 113127 155 170
m/z--> 20 40 6|O 8|0 1(')0 150 140 160 180 200 220 240 260 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Cyclohexane, pentyl- Concentration Rank 5

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

7.84 58.95 ng 5290090 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 64
2 n-Amvlcvclohexane 154 C1l1H22 029949-27-7 64
3 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 50
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 50
5 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 50

Abundance Scan 503 (7.836 min): BFO83743.D (-499) (-) m/z 83.10 100.00%
83
55
5000
133
a1 119
67 148
9 105 | 168 7.60 7.80 8.00 8.20
S | — MY NN N .- T m/z 55.10 67.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25844: Cyclohexane, pentyl-
55 83
5000 41 R U I LR
67 7.60 7.80 8.00 8.20
154 m/z 82.10 61.38%
el -%1 A
m/z--> 20 40 60 80 100 120 140 160
Abundance
55 83
7.60 7.80 8.00 8.20
5000 a1 m/z 133.10 36.63%
29 67 154
15 9 111 125
m/z--> 20 40 60 80 100 120 140 160
Abundance #34816: Cyclohexane, (4-methylpentyl)-
83 7.60 7.80 8.00 8.20
55 m/z 119.10 31.55%
5000
i “ Al 97 100 125 140 153 168
m/z--> 20 ' 60 8|0 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 7

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

7.87 40.07 ng 3596380 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvlpro... 148 Cl11H16 001595-16-0 87
2 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 64
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 64
4 Benzene. (1.1-dimethvipropvl)- 148 C11H16 002049-95-8 64
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 53

Abundance Scan 506 (7.870 min): BF083743.D (-504) (-) m/z 119.10 100.00%
119
5000
148
77 9|1 105 133 163 7.60 7.80 8.00 8.20
51 65 : : : :
,,3,9,,,M 178 m/z 148.20 29.88%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #21844: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
7.60 7.80 8.00 8.20
m/z 91.10 24 .49%
148
27 4151 65 77 9\1 1% 13
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance
119
7.60 7.80 8.00 8.20
5000 134 m/z 120.10 17 .49%
, 15 27 ¥ 51 65 77 91 105
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #14365: Benzene, 2-ethyl-1,4-dimethyl-
119 7.60 7.80 8.00 8.20
m/z 105.10 17 .36%
5000
134
91 105
15 27 3\9\ 5‘1 6‘5 7\? ‘ m‘ \\‘ A
m/z--> 0 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8

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

7.95 36.27 ng 3255160 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 76
2 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 76
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 70
4 Benzene. l-methvl-4-(1l-methvleth... 134 C10H14 000099-87-6 70
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 70

Abundance Scan 513 (7.950 min): BF083743.D (-510) (-) m/z 119.10 100.00%
9

5000

7.60 7.80 8.00 8.20
m/z 134.10 36.24%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-

5000
7.60 7.80 8.00 8.20

m/z 117.10 31.23%

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

119

7.60 7.80 8.00 8.20
5000 134 m/z 91.10 21.53%

91
27 4 51 g5 77 105

wwmmmmmrﬂwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-
119

7.60 7.80 8.00 8.20
m/z 115.05 15.30%

5000

134
91

15 27 41 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083743.D

Aca On : 13 Dec 2015 21:44

Operator : UM/I1Z

Sample : 64648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Benzene, 1l-ethyl-3-(1-methy... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.03 34.72 ng 3116290 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1l-ethvl-3-(l1-methvlethvl)- 148 C11H16 004920-99-4 81
2 1-(2.3-DimethviIphenvl)ethanone 148 C10H120 002142-71-4 70
3 Benzene. l1l-methoxv-2-(l-methvlet... 148 C10H120 010278-02-1 70

4 3-l1sopropvlbenzaldehvde 148 C10H120 034246-57-6 62
5 4-Methylphenyl acetone 148 C10H120 002096-86-8 55
Abundance Scan 520 (8.030 min): BF083743.D (-517) (-) m/z 105.05 100.00%
105
5000 138
119 148
57 91
43 65 7|7 | 165 7.60 7.80 8.00 820 8.40
Obrrprrrrprrrprr s b i il bt || mM/z 133.10° 53.21%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21835: Benzene, 1-ethyl-3-(1-methylethyl)-
133
5000
105 148 7.60 7.80 8.00 820 8.40
o1 119 m/z 148.15 40.74%
4 51 e /' ‘
T T T T T T e T
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
133
105 148 7.60 7.80 8.00 8.20 8.40
5000 m/z 119.10 34.03%
43 ”
51 65 91 115
Wmmmmmwm
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21758: Benzene, 1-methoxy-2-(1-methylethenyl)-
105 133 7.60 7.80 8.00 8.20 8.40
0
148 m/z 91.10 22 .86%
5000
77
07 39 5l g3 “ o1 115
..,...‘.,...a‘,‘....ﬁ‘l‘.‘..,:‘:‘..,.a‘al,....‘ﬁ‘....,nl. s et
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.60 7.80 8.00 8.20 8.40

8270-BF121315.M Mon Dec 14 18:28:08 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121315\
Data File : BF083743.D

Acq On : 13 Dec 2015 21:44

Operator : UM/1Z

Sample - G4648-25

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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]
Nonane, 4-methyl- 6.46 31.2 ng 16538900 1 6.93 10616200 20.0
unknown7 .58 7.58 82.0 ng 7360120 2 8.20 1794860 20.0
unknown? .64 7.64 92.4 ng 8294580 2 8.20 1794860 20.0
Spiro[4.4]nona-1, ... 7.69 66.4 ng 5957730 2 8.20 1794860 20.0
unknown7 .72 7.72 66.4 ng 5957290 2 8.20 1794860 20.0
Cyclohexane, pentyl- 7.84 59.0 ng 5290090 2 8.20 1794860 20.0
Benzene, 1l-methyl... 7.87 40.1 ng 3596380 2 8.20 1794860 20.0
Benzene, 1,2,4,5-._.. 7.95 36.3 ng 3255160 2 8.20 1794860 20.0

2

Benzene, 1-ethyl-.._. 8.03 34.7 ng 3116290 8.20 1794860 20.0
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