LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 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-BF042716.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 3.584 123 131 135 rBvV 481998 957047 6.48% 0.625%
2 3.904 155 159 162 rBv3 102788 188640 1.28% 0.123%
3 4.281 190 192 197 rVB2 139622 255191 1.73% 0.167%
4 4.750 231 233 236 rVB 131322 173489 1.18% 0.113%
5 4.853 239 242 245 rVB 347692 561700 3.80% 0.367%
6 4.910 245 247 248 rBV 249434 299067 2.03% 0.195%
7 4.933 248 249 253 rVB 197728 285983 1.94% 0.187%
8 5.139 264 267 268 rBV 393326 519851 3.52% 0.340%
9 5.207 270 273 274 rBV 520265 617838 4_.19% 0.404%
10 5.253 276 277 280 rVB 258668 260320 1.76% 0.170%

11 5.321 280 283 285 rBVv2 2175335 3809519 25.81% 2.488%
12 5.367 285 287 289 rVB 3987564 4257511 28.84% 2.781%
13 5.424 289 292 295 rVB3 142612 229369 1.55% 0.150%
14 5.516 298 300 302 rBV 452440 620191 4._.20% 0.405%
15 5.561 302 304 305 rBV 587517 463667 3.14% 0.303%

16 5.596 305 307 311 rVvB2 1408667 2047377 13.87% 1.337%
17 5.664 311 313 316 rvB2 328817 483917 3.28% 0.316%
18 5.779 320 323 325 rVvB2 820880 1288594 8.73% 0.842%
19 5.836 325 328 329 rBv2 535954 910582 6.17% 0.595%
20 5.916 332 335 338 rvB2 1632136 1967742 13.33% 1.285%

21 5.973 338 340 342 rBV2 566976 994665 6.74% 0.650%
22 6.019 342 344 347 rVB 3147209 3868313 26.20% 2.527%
23 6.076 347 349 351 rBV 1393051 1567434 10.62% 1.024%
24 6.110 351 352 358 rvB4 573629 1575968 10.68% 1.029%
25 6.213 358 361 364 rBVv3 1680032 3609524 24.45% 2.358%

26 6.304 364 369 371 rBV3 2242564 5178799 35.08% 3.383%
27 6.373 374 375 377 rBV2 1495400 1902097 12.88% 1.242%
28 6.430 377 380 381 rBV 3196363 4722931 31.99% 3.085%
29 6.453 381 382 386 rVB3 972284 2010479 13.62% 1.313%
30 6.556 386 391 394 rBV2 4083579 9403463 63.70% 6.142%

31 6.613 394 396 400 rvB4 2052048 3942089 26.70% 2.575%
32 6.670 400 401 402 rBV 310591 343372 2.33% 0.224%
33 6.727 403 406 408 rBvV2 1100680 2619147 17.74% 1.711%
34 6.784 408 411 412 rBV 1078583 1441575 9.77% 0.942%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 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-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.807 412 413 415 rVB 4316555 4635292 31.40% 3.028%

36 6.853 415 417 418 rBV 1884513 2809767 19.03% 1.835%
37 6.887 418 420 421 rBV2 608120 547817 3.71% 0.358%
38 6.944 421 425 426 rBV2 4835014 7811587 52.92% 5.102%
39 7.036 429 433 434 rBV2 1733611 4250353 28.79% 2.776%
40 7.070 434 436 438 rVB2 2561040 4047791 27.42% 2.644%

41 7.104 438 439 441 rBV2 1833010 2384952 16.16% 1.558%
42 7.139 441 442 444 rBV 764699 1064953 7.21% 0.696%
43 7.184 444 446 448 rBV2 3580387 4285770 29.03% 2.799%
44 7.264 451 453 455 rBV3 378036 629319 4.26% 0.411%
45 7.333 455 459 466 rBV7 4422155 14762281 100.00% 9.642%

46 7.436 466 468 471 rBV3 2880663 5207710 35.28% 3.401%
47 7.516 471 475 477 rBV4 2732791 6237192 42 .25% 4._.074%
48 7.573 477 480 481 rBV2 2946548 5119714 34.68% 3.344%
49 7.596 481 482 485 rVB2 2819284 4287108 29.04% 2.800%
50 7.722 488 493 495 rBV5 2751436 7136904 48.35% 4.662%

51 7.767 495 497 499 rVB3 1563197 2241015 15.18% 1.464%
52 7.825 499 502 503 rBV2 2469950 3617013 24.50% 2.362%
53 7.905 507 509 511 rVB2 1442157 1779739 12.06% 1.162%
54 7.950 511 513 518 rBV3 1309481 3745967 25.38% 2.447%
55 8.076 522 524 526 rBV2 1856799 3123102 21.16% 2.040%

Sum of corrected areas: 153102797
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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:\HPCHEM1I\BNA F\DATA\BF042916\

BF086506 .D

29 Apr 2016 21:53

UM/SsJ

H2757-05

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Benzene, 1,3-dimethyl- Concentration Rank 17

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

5.60 28.40 ng 2047380 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 o-Xvlene 106 C8H10 000095-47-6 97
3 p-Xvlene 106 C8H10 000106-42-3 97
4 Ethvlbenzene 106 C8H10 000100-41-4 87
5 Cyclopentene, 1l-ethenyl-3-methyl... 106 C8H10 061142-07-2 86

Abundance Scan 307 (5.596 min): BF086506.D (-305) (-) m/z 91.10 100.00%
o
5000 106
39 51 65 . 7 520 540 5.60 5.80 6.00
o..,....,....,....',-.f‘?.;':-.??,:'.'..Tl...hl,??..~,!..9.8,.'.|.-.}?2..., m/z 106.10 47.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4977: Benzene, 1,3-dimethyl-
91
106
5000 ISR RS LR LR
520 540 5.60 5.80 6.00
m/z 105.10 19.68%
39 51 "
N - L - P OO T 1 0N |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
91
520 540 5.60 5.80 6.00
5000 106 m/z 51.05 13.01%
39 51 77
0"|""|"?7'|""|"'15"|''??l'??'|""|'E';§'|"'9?|""|""|
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4957: p-Xylene
91 520 540 5.60 5.80 6.00
m/z 77.05 12.41%
5000 106
39 51 77
N - - 0 -3 I S N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown5.92 Concentration Rank 19

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

5.92 27.30 ng 1967740 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 4-hexenvl ester. ... 170 C10H1802 069727-41-9 47
2 Cvclohexvl propionate 156 C9H1602 006222-35-1 47
3 2-Hexen-1-ol. (2)- 100 C6H120 000928-94-9 43
4 7-Methvilbicvclol4.2.0loctane 124 C9H16 1000210-90-2 38
5 5-Chloropentanoic acid, cyclohex... 218 C11H19CIl02 1000293-37-5 35

Abundance Scan 335 (5.916 min): BF086506.D (-332) (-) m/z 57.10 100.00%
43 Y
67 82
5000
ol ”| ”7 ‘ 9|6 100 126w 560 5.80 6.00 6.20
Obrrprrrerrrrr eSOl ol 78y 0 3142 Thzz 43.10 82.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #35901: Butanoic acid, 4-hexenyl ester, (2)-
67
82
5000 43
56 560 5.80 6.00 6.20
21 m/z 41.10 76.03%
0"P“'P'“P'“I”'W“'W'“'P“'P'ﬁa'”l”'ﬂ“'W'“W'“'P”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
82 5.60 5.80 6.00 6.20
5000 29 67 m/z 55.10  67.44%
41
ol 15 91 99 113 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3747: 2-Hexen-1-ol, (2)-
57 560 5.80 6.00 6.20
a1 m/z 67.10 64 .92%
67
5000 27 -
0'w'“W“‘M“”|m“ﬁwhvﬁﬂﬁ“ﬁWHWH?ﬁ““l““v'“w“'w“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.02 Concentration Rank 8

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

6.02 53.67 ng 3868310 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 46
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 43
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 35
4 1-Hexvn-3-ol 98 C6H100 000105-31-7 35
5 3-Nonene, (E)- 126 C9H18 020063-92-7 27

Abundance Scan 344 (6.019 min): BF086506.D (-342) (-) m/z 57.10 100.00%
57
41
5000 718
97 113 126 5.60 5.80 6.00 6.20 6.40
o..,....,....,....L!..?,0.'! il e e et a2 || mM/z 55.10  73.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18443: Octane, 2,6-dimethyl-
57
43 71
5000
5.60 5.80 6.00 6.20 6.40
m/z 41.10 68.29%
29 85 113
0"v%$'v'ﬂjw"”ﬂ'"v'hlw"”U"'v'h'v'??w"wlt'w'}?z"“%%?“l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
71 5.60 5.80 6.00 6.20 6.40
5000 43 m/z 43.10 65.56%
29
112
ol 15 8 o8 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18447: Octane, 3,6-dimethyl-
57 5.60 5.80 6.00 6.20 6.40
m/z 83.10 49 _.53%
71
5000 43
29
113
0 1 L 8 99 " 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexane, 2,4-dimethyl- Concentration Rank 9

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

6.21 50.08 ng 3609520 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 52
2 Octane. 4-ethvl- 142 C10H22 015869-86-0 47
3 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 43
4 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 43
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 38

Abundance Scan 361 (6.213 min): BF086506.D (-358) (-) m/z 57.10 100.00%
43 57
5000
69 g5
Il |d 77 || 9% 112 125 5.80 6.00 6.20 6.40 6.60
Ol e eSS Tm/z 43.100  92.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7438: Hexane, 2,4-dimethyl-
8 5
85
5000
5.80 6.00 6.20 6.40 6.60
29 m/z 41.10 53.30%
O P T T L [ e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 57
580 600 620 640 6.60
5000 m/z 56.10 30.60%
71
29

85 112
% 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1810: Butane, 2,2-dimethyl- R AR,
43 57 71 5.80 6.00 6.20 6.40 6.60

m/z 55.10 29.88%
5000
29

0.”,}?,”JL.”ii”.“ﬂ:“.nﬂ.”,ﬁﬁ,””,”.w”.w.”w.”.“”.“ ASAVASL i VAutih AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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-3-methyl- Concentration Rank 3

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

6.30 71.85 ng 5178800 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 51
2 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 51
3 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 43
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 38
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 38

Abundance Scan 369 (6.304 min): BF086506.D é)—364) ) m/z 105.10 100.00%
105
69
5000 a1 ®
120
If ‘| ., ﬁ3 9% o5 | 413 | {27 140 6.00 6.20 6.40 6.60
Ol el ettt 78 280l M3 27 0 sz 69.10 57.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9128: Benzene, 1-ethyl-3-methyl-
105
5000 IR R SR R

120 6.00 6.20 6.40 6.60
o1 m/z 55.10 46.10%
Ol e T T e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
T
6.00 6.20 6.40 6.60
5000 m/z 41.10 39.81%

120

39 77 9
27 51 cg 65 84

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17375: Cyclohexane, 1,1,2,3-tetramethyl- e
a1 69 6.00 6.20 6.40 6.60
55 m/z 70.10 34.05%
5000
125
29 83
“ ‘ 97 111 140
0 ! ‘\\ ‘\‘ NN | | ! ‘
e e e e e e e e R REE ma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Nonane, 3-methyl- Concentration Rank 20

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

6.37 26.39 ng 1902100 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 53
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 53
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 53
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 50
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 50

Abundance Scan 375 (6.373 min): BF086506.D (-374) (-) m/z 57.10 100.00%
57
43
5000 71
105
120
85 o7 6.00 6.20 6.40 6.60
0..,....,....,....li!...,'.'.|!,..-..;:..'.-,.:'..,-...-.,.-.:.,."...'!..1.2.7,....1,‘.‘.2..,. m/z 43.10 53.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18429: Nonane, 3-methyl-
57
71
5000 43
6.00 6.20 6.40 6.60
29 m/z 71.10 48.81%
85 112
0 15 \‘ L Il al, al 98 H 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 71 6.00 6.20 6.40 6.60
5000 m/z 41.10 44 .94%
29 113
ol 15 8 o 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18447: Octane, 3,6—dimethy|— LI L L B L B L L B
57 6.00 6.20 6.40 6.60
m/z 105.10 36.05%
71
5000 43
29
113
0 1 L 8 99 " 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.56 Concentration Rank 1

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

6.56 130.46 ng 9403460 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvlphosphonothioicchlorofluoride 132 CH3CIFPS 027127-27-1 27
2 Xenon 132 Xe 007440-63-3 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 391 (6.556 min): BF086506.D (-386) (-) m/z 132.10 100.00%
132
5000 68
55
A | | 75 T 620 640 6.60 680
83 104 . . . .
ok ..,....",||.". 28 byl | Cheat2 (125 140 182 0 Thm/z  68.10  41.05%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14068: Methylphosphonothioicchlorofluoride
132
5000
6.20 6.40 6.60 6.80
45 77 m/z 134.10 33.92%
‘ 63 85 97 117
0'”I”'W'”“h'”ILHW'”M“J“I”J“'”'P'LH“'W‘“'P'”I”'W'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
132
620 640 6.60 680
5000 m/z 55.10 27 .79%
66
ol 124
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13679: 5-Fluoro-2-chloropyrimidine B R o R
132 6.20 6.40 6.60 6.80
m/z 66.10 27 .64%
5000
33 a4 0 g7 105
0"'I""I"'“?}"éﬁ"'l"TFi'?ﬁl"'LI'JJ'I}}ﬁl""I""I"”I""I'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80

8270-BF042716.M Mon May 02 19:09:13 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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, 1,2,3-trimethyl- Concentration Rank 7

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

6.61 54.69 ng 3942090 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 396 (6.613 min): BFOSGSOg.D(—394) ) m/z 105.10 100.00%
105
5000 120
39 51 .67 /f 01 6.20 6.40 6.60 6.80 7.00
Obreprrrerrrer et bbb i el 237 182 Tn777120.10 0 44.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9113: Benzene, 1,2,3-trimethyl-
105
5000
120 6.20 6.40 6.60 6.80 7.00
m/z 77.10 12.28%
OIII':I'-'S'I'"‘*I""‘I""'i"""I"""I"'ml""l"'"I"'l'l"""‘l""'I""I""I""III
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 620 6.40 6.60 6.80 7.00
5000 m/z 119.10 10.96%

27 41 51 g 1 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9120: Benzene, 1,3,5-trimethyl-
105 6.20 6.40 6.60 6.80 7.00
0
120 m/z 91.10 9.71%
5000
21 ¥ 5 7 9
0”“”qnnpuihnﬂm”mh“Jmnnp”qu”“nq””“”q””“”q”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80 7.00

8270-BF042716.M Mon May 02 19:09:14 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.73 Concentration Rank 13

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

6.73 36.34 ng 2619150 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 1-bromo-3.3-dimethvl- 178 C6H11BrO 005469-26-1 22
2 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 22
3 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 22
4 Bicvclol4.2.0loct-1-ene. 7-endo-... 134 C10H14 1000142-18-3 14
5 Butane, 1-chloro-2-methyl- 106 C5H11ClI 000616-13-7 14

Abundance Scan 406 (6.727 min): BF086506.D (-403) (-) m/z 57.10 100.00%
57
43
5000
'6.40 6.60 6.80 7.00
0! m/z 43.10 76.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41449: 2-Butanone, 1-bromo-3,3-dimethyl-
57
41
5000 AR SRR S AR
6.40 6.60 6.80 7.00
85 m/z 91.10 51.46%
0 L L 70 95 107 123 135 163 180
miz--> B 4 e 8 100 130 140 1% 10 200
Abundance
57
6.40 6.60 6.80 7.00
5000 43 85 m/z 41.10 38.35%
71 99
0 113 127 140 183
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #129580: Tetradecane, 1-iodo- A R Ea e RRARY
43 57 6.40 6.60 6.80 7.00
m/z 81.10 25.66%
5000 &
29 a5
oL 15 ol m | ‘ 99 113 127 141 155 169 197
m/z--> 2'0 4I 6|0 8|0 1(')0 12'0 14'10 1('30 180 2(')0 6.|40 6.%0 6.|8O 7.'00 '

8270-BF042716.M Mon May 02 19:09:15 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 12

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

6.85 38.98 ng 2809770 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 59
2 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 53
3 2.6-Dimethvldecane 170 C12H26 013150-81-7 53
4 Octane. 4-methvl- 128 C9H20 002216-34-4 50
5 Tetradecane 198 C14H30 000629-59-4 43

Abundance Scan 417 (6.853 min): BF086506.D (-415) (-) m/z 43.10 100.00%
71
5000
85
| W 139 660 6.80 7.00 7.20
120 . . . .
o ...|:|~,.“9?-.,".'...',...1“.3‘?....,....,. m/z 57.10 96.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64587: Dodecane, 2,7,10-trimethyl-
57
71
43
5000 B LRSS L SR

6.60 6.80 7.00 7.20
29 ‘ 85 m/z 71.10 68.44%

| ‘ 99 113 127 141 155 169 183 197

0.,.‘;..‘,‘...‘.‘,..

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
71 6.60 6.80 7.00 7.20
5000 a5 m/z 41.10 55.98%
29 113
0 99 127 1 155 170
i LA B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36163: 2,6-Dimethyldecane R ARE maa T S
43 7 6.60 6.80 7.00 7.20
71 m/z 55.10 35.74%
5000 85
29 113
Lol L e T 127 a0 155 170
L s B N s R mmE
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

8270-BF042716.M Mon May 02 19:09:16 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Benzene, 1,3-diethyl- Concentration Rank 5

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

7.04 58.97 ng 4250350 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 94
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 89
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 89
4 Benzene. l-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 64
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 64

Abundance Scan 433 (7.036 min): BF086506.D (-429) (-) m/z 105.10 100.00%
105 119
57
43
5000 134
nog 9
|| ‘ | s 156 6.80 7.00 7.20 7.40
0 il Ml e 280 198 0 Tm/Zz 119,05 95.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14331: Benzene, 1,3-diethyl-
105 119
5000 134
6.80 7.00 7.20 7.40
77 91 m/z 57.10 65.04%
27 39 51 g5 ‘
0'W“HVJNHJWHWM“V“WHML“H““‘MW“NL“W““P“W““V“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105 119
" 680 7.00 7.20 7.40
5000 134 m/z 43.10 53.63%
91
77

27 39 51 65

15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14328: Benzene, 1,4-diethyl- Al B e
105 119 6.80 7.00 7.20 7.40
m/z 134.10 42 _.92%
5000 134
91
27 451 65 ]
o NS G Y [ A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40

8270-BF042716.M Mon May 02 19:09:17 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Decane, 5-methyl- Concentration Rank 6

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

7.07 56.16 ng 4047790 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5-methvl- 156 C11H24 013151-35-4 53
2 Nonane 128 C9H20 000111-84-2 50
3 Hexane. 3-ethvl- 114 C8H18 000619-99-8 47
4 Oxirane. l(dodecvloxv)methvI1- 242 C15H3002 002461-18-9 47
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 47

Abundance Scan 436 (7.070 min): BF086506.D (-434) (-) m/z 57.10 100.00%
a3
5000
85
71 TTTTTTT T T T T T T T T T T
97 6.80 7.00 7.20 7.40
112
) I a2 125187 194 g 43,100 79.23%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #27130: Decane, 5-methyl-
43 57
5000 29 U UL UL L I
85 6.80 7.00 7.20 7.40
- 98 m/z 41.10 38.98%
0 N | 112 126 141 156
miz--> O 20 40 60 80 100 120 140 160
Abundance
43
57 U UL L L I
6.80 7.00 7.20 7.40
5000 m/z 55.10 29.11%
29 71 8
15 99 128
L S L S W L L BB B
m/z--> 0 20 40 80 100 120 140 160
Abundance #7426: Hexane, 3-ethyl- R B
43 6.80 7.00 7.20 7.40
m/z 56.10 23.29%
5000
85
29 ‘ 5 71
0 II2 II1'5I 'H' I‘IH"‘l‘l"“"'l""gslg' ']zlf‘rl""l""l' rTTTTTTTT T T T T T T T T T T
m/z--> 0 20 40 60 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF042716.M Mon May 02 19:09:18 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknown7.10 Concentration Rank 15

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

7.10 33.09 ng 2384950 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2.3-dimethvl- 156 C11H24 002884-06-2 43
2 p-Toluvlic acid. 2-tetrahvdrofur... 220 C13H1603 004647-35-2 43
3 Decane. 4-methvl- 156 C11H24 002847-72-5 43
4 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 38
5 2,2"-Bifuran, octahydro- 142 C8H1402 001592-33-2 38

Abundance Scan 439 (7.104 min): BF086506.D (-438) (-) m/z 43.10 100.00%
48 7
57
91 105
5000 119
134 ST A A
rg | k] | 143 153 6.80 7.00 7.20 7.40
Obrrprrrrprrrrprrr e el bbbl L L 148 158 m/z 71.10 93.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27135: Nonane, 2,3-dimethyl-
43 57 71
5000 R U R IR I
6.80 7.00 7.20 7.40
29 112 m/z 57.10 58.48%
S | AN A0 -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
71
1o '6.80 7.00 7.0 7.0
5000 84 m/z 91.10 51.65%
43
o 27 55 63 92 105 136 149
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27129: Decane, 4-methyl-
43 71 6.80 7.00 7.20 7.40
57 m/z 105.10  48.44%
5000
29
112
ol 15 \J WLl ?F 98 | 126 141 156
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 110 150 1:30 140 1éo 1('30 6.80 7.00 7.20 7.40

8270-BF042716.M Mon May 02 19:09:19 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 Naphthalene, decahydro-, cis- Concentration Rank 4

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

7.18 59.46 ng 4285770 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 96
2 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 93
3 Naphthalene. decahvdro- 138 C10H18 000091-17-8 87
4 Spirol4.51decane 138 C10H18 000176-63-6 76
5 Cyclodecene 138 C10H18 003618-12-0 68

Abundance Scan 446 (7.184 min): BF086506.D (-444) (-) m/z 67.10 100.00%
6J7
4t a1 138
5000
55
6.80 7.00 7.20 7.40 7.60
01 m/z 68.10 71.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16309: Naphthalene, decahydro-, cis-
a1 67 81
% 138
5000 27 55 A L UL U
6.80 7.00 7.20 7.40 7.60
109 m/z 41.10 69.58%
1? “ I J\ MM il \ ‘\ 123
O”P”W””P”W””'”W””P”W””P”W““P”W””P”W””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67 138
82 96 A AL R IR
41 6.80 7.00 7.20 7.40 7.60
5000 - m/z 138.20 62.68%
27 109
0 123
R LR R IR R AL AR NARS AR AR LR LARAN LAY RALAN LA RARAN LR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16286: Naphthalene, decahydro- AP T T
67 o %P 138 6.80 7.00 7.20 7.40 7.60
m/z 81.10 59.85%
5000 41 55
109
O”P”W”AL”WL”PMW”LP”ML”“J'““L”&%?P”“””'”W””P” A AL LU U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40 7.60

8270-BF042716.M Mon May 02 19:09:20 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown7.44 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.44 33.35 ng 5207710 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetradecvl- 240 C16H320 007320-37-8 38
2 Cvclohexane. (2-methvipropvI)- 140 C10H20 001678-98-4 38
3 Cvclopentane. 1-methvl-2-(2-prop... 124 C9H16 050746-53-7 30
4 cis-2-Ethvlcvclopentanecarboxald... 126 C8H140 036258-05-6 30
5 3-Cyclobut-1-enyl-3-hydroxy-2-me... 156 C8H1203 1000186-72-4 27
Abundance Scan 468 (7.436 min): BF086506.D (-466) (-) m/z 55.10 100.00%

5000

7.20 7.40 7.60 7.80

0 m/z 41.10 72.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #82588: Oxirane, tetradecyl-
41 55 71
82
5000 29 LA L L L L L L L L
95 7.20 7.40 7.60 7.80
m/z 83.10 61.93%
AL
0.“,}?,”thHJpU“,L.M.J.l.”\JLq.”l“.”Wu.th.P%ﬁzu.ﬁ§%.“.”,“.
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
55 83
L st B
a1 7.20 7.40 7.60 7.80
5000 m/z 43.10 53.84%
97
27 67 140
ol 15 112 125
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #10392: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans- R Al BAmaE B s
55 8| 7.20 7.40 7.60 7.80
41 m/z 69.10 50.95%
5000 67
27
1\5 : \‘ A h“ | ull L \‘ | 9\\5 109 124
e —— e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 720 7.40 7.60 7.80

8270-BF042716.M Mon May 02 19:09:20 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Dodecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
752 39.94ng 6237190  Naphthalene-ds 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Dodecane 170 C12H26 000112-40-3 59

2 Undecane. 5-methvl- 170 C12H26 001632-70-8 52
3 2.6-Dimethvldecane 170 C12H26 013150-81-7 50
4 Undecane 156 C11H24 001120-21-4 50
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 47
Abundance Scan 475 (7.516 min): BF086506.D (-471) (-) m/z 57.10 100.00%
7
5000
7.20 7.40 7.60 7.80
(0} m/z 43.10 70.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36156: Dodecane
57
43
5000 71 A L R L L
85 7.20 7.40 7.60 7.80
29 m/z 41.10 39.90%
o ..14., .‘.‘. .‘,“a — ‘l‘, i —— .?‘?. .1:1‘:.3,%2‘.7. .1?1. — .1.7?. ,
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
> L L R L
7.20 7.40 7.60 7.80
5000 71 m/z 71.10 32.64%
Oy g 977126 140 155 170
m/z--> 20 40 60 80 100 120 140 160
Abundance #36163: 2,6-Dimethyldecane e RAREE B L
43 7 7.20 7.40 7.60 7.80
71 m/z 56.10 22 _.43%
5000 85
29 113
. Lol g e T 127 140 155 170
miz--> 20 4 60 80 100 120 140 160 720 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 1,3,8-p-Menthatriene Concentration Rank 16

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

7.57 32.79 ng 5119710 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.8-p-Menthatriene 134 C10H14 021195-59-5 70
2 Benzene., 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 64
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 64
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 64
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64

Abundance Scan 480 (7.573 min): BF086506.D (-477) (-) m/z 119.10 100.00%
119
5000
91
39 65 150 7.20 7.40 7.60 7.80
oﬁ—ﬁrh—fmm N aradi -\ R -] AR - m/z 135.15  63.83%
m/z--> 50 100 150 200 250 300 350
Abundance #14319: 1,3,8-p-Menthatriene
119
5000
o1 7.20 7.40 7.60 7.80
m/z 134.15 45_.66%
4 g ‘ ‘
0...‘.‘,‘.“.“..”,”.“ e
m/z--> 50 100 150 200 250 300 350
Abundance
119
7.20 7.40 7.60 7.80
5000 m/z 91.10 28.71%
39 g5 1
L S L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #14361: Benzene, 1,2,4,5-tetramethyl- e e
119 7.20 7.40 7.60 7.80
m/z 93.10 19.70%
5000
39 91
0 }?uk‘ﬁﬁéh.\wﬂJ.‘.l... L DAL L L B A L UL IR I
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Bicyclo[5.4.0]Jundecane (trans) Concentration Rank 18

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

7.60 27.45 ng 4287110 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol5.4_0lundecane (trans) 152 C11H20 021394-30-9 70
2 Cvclodecene. 1-methvl- 152 C11H20 066633-38-3 60
3 Cvclohexanone. 2-(2-methvlpropvl... 152 C10H160 043108-69-6 52
4 Cyclohexane. 1-methvl-4-(1-methv... 138 C10H18 001124-25-0 50
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 49

Abundance Scan 482 (7.596 min): BF086506.D (-481) (-) m/z 81.10 100.00%
67 81
55 95
5000 41

7.20 7.40 7.60 7.80 8.00

0 m/z 67.10 84 .53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #24322: Bicyclo[5.4.0]undecane (trans)
67 81
41 5
5000 96 L e e e
152 7.20 7.40 7.60 7.80 8.00
123 m/z 55.10 69.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67 81
95 IIIIIIIIIIIIIIIIIIIIIII
M 55 7.20 7.40 7.60 7.80 8.00
5000 m/z 95.10 64 .46%
109 152
29 137
123
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #24084: Cyclohexanone, 2-(2-methylpropylidene)- R ERmEE B
4 67 81 109 720 7.40 7.60 7.80 8.00
152 m/z 119.10 52.37%
27 55 97
5000
137
| | gl
0,”J“”ﬁh”MmwnMMJWJ?%ﬂnmﬂhnqﬁ”“”qnuﬁnw””“”w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086506.D

Aca On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Naphthalene, decahydro-2-me... Concentration Rank 10

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

7.72 45.70 ng 7136900 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 90
2 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 74
3 1-Pentadecvne 208 C15H28 000765-13-9 64
4 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 004795-86-2 62
5 Cyclopentylcyclohexane 152 C11H20 001606-08-2 62

Abundance Scan 493 (7.722 min): BF086506.D (-488) (-) m/z 67.10 100.00%
g7 8
55
41
5000
740 7.60 7.80 800
O prrrprrrdfhr s m/z 82.10 90.69%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #24327: Naphthalene, decahydro-2-methyl-
41 67
95
55 81 152
5000 TT [T T I T [T T T T[T T T T[T TTT]
137 7.40 7.60 7.80 8.00
‘ ‘ 109 m/z 55.10 72.46%
o I— R N ”‘H‘””M”.A”“”w””.”q””“”q””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
41 67
95
152 IIIIIIIIIIIIIIIIIIIIIII
55 81 7.40 7.60 7.80 8.00
5000 m/z 81.10 71.08%
137
109
123
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #61701: 1-Pentadecyne R R mEEE
81 7.40 7.60 7.80 8.00
a 67 m/z 152_.20 70.48%
55
5000 95
29
A
NSNS O -~ AN ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042916\
Data File : BF086506.D

Acq On : 29 Apr 2016 21:53

Operator : UM/SJ

Sample : H2757-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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]
Benzene, 1,3-dime... 5.60 28.4 ng 2047380 1 6.78 1441580 20.0
unknown5.92 5.92 27.3 ng 1967740 1 6.78 1441580 20.0
unknown6 .02 6.02 53.7 ng 3868310 1 6.78 1441580 20.0
Hexane, 2,4-dimet... 6.21 50.1 ng 3609520 1 6.78 1441580 20.0
Benzene, l-ethyl-_.. 6.30 71.8 ng 5178800 1 6.78 1441580 20.0
Nonane, 3-methyl- 6.37 26.4 ng 1902100 1 6.78 1441580 20.0
unknown6 .56 6.56 130.5 ng 9403460 1 6.78 1441580 20.0
Benzene, 1,2,3-tr... 6.61 54_.7 ng 3942090 1 6.78 1441580 20.0
unknown6.73 6.73 36.3 ng 2619150 1 6.78 1441580 20.0
Dodecane, 2,7,10-... 6.85 39.0 ng 2809770 1 6.78 1441580 20.0
Benzene, 1,3-diet... 7.04 59.0 ng 4250350 1 6.78 1441580 20.0
Decane, 5-methyl- 7.07 56.2 ng 4047790 1 6.78 1441580 20.0
unknown7 .10 7.10 33.1 ng 2384950 1 6.78 1441580 20.0
Naphthalene, deca... 7.18 59.5 ng 4285770 1 6.78 1441580 20.0
unknown? .44 7.44 33.4 ng 5207710 2 8.08 3123100 20.0
Dodecane 7.52 39.9 ng 6237190 2 8.08 3123100 20.0
1,3,8-p-Menthatriene 7.57 32.8 ng 5119710 2 8.08 3123100 20.0
Bicyclo[5-4.0]Jund. .. 7.60 27.4 ng 4287110 2 8.08 3123100 20.0
Naphthalene, deca... 7.72 45.7 ng 7136900 2 8.08 3123100 20.0
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