LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717 .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 2.378 64 75 80 rvB 62365 121459 1.16% 0.103%
2 2.949 164 172 179 rBv4 55093 122303 1.16% 0.104%
3 3.160 200 208 212 rBV2 134016 193711 1.84% 0.165%
4 3.431 247 254 260 rVB2 126064 203423 1.94% 0.173%
5 3.513 260 268 272 rBV 86465 110469 1.05% 0.094%
6 3.772 306 312 317 rVB 168172 201333 1.92% 0.171%
7 3.866 317 328 332 rBV3 364272 707900 6.73% 0.603%
8 3.913 332 336 341 rVV2 559537 702984 6.69% 0.599%
9 3.978 341 347 350 rVB3 92048 178435 1.70% 0.152%
10 4.107 363 369 372 rBV2 452904 563476 5.36% 0.480%

11 4.184 377 382 384 rBv2 200405 273291 2.60% 0.233%
12 4._207 384 386 389 rvVvB 148344 116055 1.10% 0.099%
13 4.284 391 399 404 rBv2 511213 810690 7.71% 0.690%
14 4.348 404 410 413 rVV 691377 1278533 12.16% 1.089%
15 4.378 413 415 418 rVB 164898 138488 1.32% 0.118%

16 4.460 425 429 433 rBV2 403193 583839 5.55% 0.497%
17 4.501 433 436 439 rVB 567281 474980 4._.52% 0.404%
18 4.543 439 443 449 rVB3 457963 793047 7.54% 0.675%
19 4.601 449 453 454 rBvV 177191 193783 1.84% 0.165%
20 4.713 465 472 476 rBV2 667920 1011131 9.62% 0.861%

21 4.766 476 481 484 rBV2 345342 566233 5.39% 0.482%
22 4.854 490 496 501 rVB2 1300321 1681603 16.00% 1.432%
23 4.907 501 505 510 rBv4 368213 703171 6.69% 0.599%
24 4.960 510 514 520 rBV2 2218466 3024319 28.77% 2.575%
25 5.019 520 524 527 rBV 944519 956536 9.10% 0.815%

26 5.048 527 529 532 rVB2 204872 212002 2.02% 0.181%
27 5.078 532 534 536 rVB 179879 139686 1.33% 0.119%
28 5.101 536 538 542 rvB2 301585 287991 2.74% 0.245%
29 5.160 542 548 554 rBVv3 968922 2304913 21.93% 1.963%
30 5.207 554 556 558 rBvV 204698 170478 1.62% 0.145%

31 5.231 558 560 562 rBvV 909147 785741 7.48% 0.669%
32 5.254 562 564 568 rBv4 770789 928530 8.83% 0.791%
33 5.331 574 577 582 rBV3 1078155 1410418 13.42% 1.201%
34 5.390 584 587 588 rvv 620360 540904 5.15% 0.461%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 5.413 588 591 594 rvv2 1118346 1399460 13.31% 1.192%

36 5.442 594 596 599 rVvB 582531 536109 5.10% 0.457%
37 5.490 599 604 606 rBV3 1427132 2322418 22.09% 1.978%
38 5.531 608 611 617 rVB 1741963 2962278 28.18% 2.523%
39 5.584 617 620 621 rBvV 460466 334063 3.18% 0.284%
40 5.607 621 624 630 rvB3 1583029 2015851 19.18% 1.717%

41 5.678 634 636 637 rBvV 139687 113406 1.08% 0.097%
42 5.731 638 645 647 rBv3 986389 1825318 17.36% 1.554%
43 5.778 650 653 656 rvB3 663319 671436 6.39% 0.572%
44 5.819 656 660 663 rBV 2615502 2680132 25.50% 2.282%
45 5.954 677 683 694 rVB6 3426442 9389815 89.33% 7.996%

46 6.037 694 697 698 rBv3 298996 303019 2.88% 0.258%
47 6.072 698 703 705 rBV2 1476234 2168745 20.63% 1.847%
48 6.119 709 711 714 rVB 1053724 936673 8.91% 0.798%
49 6.154 714 717 721 rBV 1476649 1622078 15.43% 1.381%
50 6.231 727 730 734 rBV3 1557657 2022482 19.24% 1.722%

51 6.413 752 761 768 rBv4 3330449 10511545 100.00% 8.951%
52 6.501 773 776 780 rBv2 1500188 2522357 24.00% 2.148%
53 6.689 805 808 810 rvB 791013 782038 7.44% 0.666%
54 6.719 810 813 822 rVB3 2781479 5405524 51.42% 4.603%
55 6.789 823 825 828 rBv2 559841 595139 5.66% 0.507%

56 6.854 831 836 841 rBV6e 2595882 5535747 52.66% 4.714%
57 6.984 853 858 864 rBV3 1951563 4366775 41.54% 3.719%
58 7.095 873 877 884 rBV3 1434940 3015297 28.69% 2.568%
59 7.419 928 932 934 rBvV2 2307717 3755527 35.73% 3.198%
60 7.531 948 951 953 rBV2 1235544 1729018 16.45% 1.472%

61 7.878 1003 1010 1011 rBVS5 2147682 4666954 44 _40% 3.974%
62 11.236 1577 1581 1584 rVB 2542123 3770116 35.87% 3.210%
63 12.524 1798 1800 1802 rVB 752371 564797 5.37% 0.481%
64 12.589 1807 1811 1814 rBV2 1445456 2009250 19.11% 1.711%
65 12.677 1824 1826 1831 rVB4 1486461 1927631 18.34% 1.641%

66 13.036 1883 1887 1890 rVB 1402930 2090377 19.89% 1.780%
67 13.083 1892 1895 1899 rVV 1144371 1390646 13.23% 1.184%
68 13.130 1899 1903 1906 rVB 1720735 2004035 19.07% 1.707%
69 13.230 1915 1920 1924 rBV 1578027 2254158 21.44% 1.920%
70 13.518 1967 1969 1973 rVB3 384750 399791 3.80% 0.340%

71 13.560 1973 1976 1979 rBV 990992 970731 9.23% 0.827%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.707 1999 2001 2006 rVB2 435652 500289 4_.76% 0.426%
73 13.977 2045 2047 2052 rVB 281835 266354 2.53% 0.227%
74 14.483 2128 2133 2136 rBV2 635574 927930 8.83% 0.790%
75 14.512 2136 2138 2144 rVB 301860 344925 3.28% 0.294%

76 15.701 2336 2340 2343 rBV 210318 301328 2.87% 0.257%
77 15.983 2385 2388 2392 rBV 109677 124784 1.19% 0.106%
78 16.042 2395 2398 2404 rVB 165696 164099 1.56% 0.140%
79 16.101 2404 2408 2411 rBV 541451 599656 5.70% 0.511%
80 17.383 2621 2626 2635 rVB2 71200 139131 1.32% 0.118%

Sum of corrected areas: 117431087
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042717\

BF094677.D

27 Apr 2017 21:30

SJ/MA

12859-05

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
LSCINT.P

ion Parameters:
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1-Ethyl-4-methylcyclohexane Concentration Rank 14

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

4.71 30.12 ng 1011130 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 91
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 87
3 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 80
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 80
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 74

Abundance Scan 471 (4.707 min): BF094677.D (-465) (-) m/z 55.05 100.00%
58.0 97.0
69.1
5000 411
125.1
81.0
440 4.60 4.80 5.00
..,....,....|,!...,.':”.,...'!"' --|-|" ,..|!.',...1.1,1.'.1..,..!.,...1f‘,°.-?.., m/z 97.05 90.11%
m/z--> 20 30 40 50 60 70 80 100 110 120 130 140
Abundance #11575: 1-Ethyl-4- methylcyclohexane
55.0 97.0
5000
440 4.60 4.80 5.00
41.0 69.0 126.0 m/z 69.10 55.18%
27.0 81.0
'W'“MP'”“m'W”h”P'mi”'Wh“'P'JI“?ﬁ%R'P'”I”'W'”W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 97.0
440 460 480 500
5000 41.0 m/z 41.10 46 .25%
69.0
81.0 1110 126.0
WWWTWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0 440 4.60 4.80 5.00
m/z 43.05 34 .88%
5000
41.0 690
29.0 126.0
"I""I""I""I""I""I"'éf'?"l""l" %ﬁl'P"l"l'l""l""l
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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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\BF042717\
BF094677.D

27 Apr 2017 21:30

SJ/MA

12859-05

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.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

Concentration Rank 10

Peak Number

2 Methallylcyclohexane

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

4.85 50.09 ng 1681600 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methallvilcvclohexane 138 C10H18 003990-93-0 59
2 7-Methvilbicvclol4.2.0Tloctane 124 C9H16 1000210-90-2 52
3 Butanoic acid. 4-hexenvl ester. ... 170 C10H1802 069727-41-9 50
4 Cis-bicvclol4.2.0loctane 110 C8H14 028282-35-1 47
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 46

Abundance Scan 495 (4.848 min): BF094677.D (-490) (-) m/z 57.05 100.00%
51.0 82.1
43.1
5000 11
| L
109.1 1241 460 4.80 5.00 5.20
..,....,....;!...,-.”I:,..-!“,...'.'i.:'..,..'I:',....-,-....,.::.,...??.2;?.,. m/z 67.05 86.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16873: Methallylcyclohexane
55.0
67.0
82.0
5000 41.0
460 4.80 5.00 5.20
27.0 ‘ m/z 82.10 84 .76%
138.0
"|"'Mh""i‘”" I""I""I""I""I??:?I""I"' }Fﬁlgl"'ll""l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67.0 820
460 4.80 5.00 5.20
5000 a0 20 m/z 43.10 75.24%
27.0
B0 1090 1240
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #38034: Butanoic acid, 4-hexenyl ester, (2)-
67.0 460 4.80 5.00 5.20
m/z 41.10 66.76%
82.0
5000 430
270 56.0
HRUNRRR NI UL LI LR UL UL IR LA B SRS RN BRI
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown4.96 Concentration Rank 2

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

4.96 90.09 ng 3024320 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 46
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 46
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 42
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 38
5 3-Bromooctane 192 C8H17Br 000999-64-4 38

Abundance Scan 514 (4.960 min): BF094677.D (-510) (-) m/z 57.10 100.00%
57.1
41.1 710 831
5000
I 97|-1 113.1 126.1 uzo 460 4.80 5.00 5.20
rerererrrrrr ettt el e et 222 Tm/z 55.10  72.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57.0
43.0 71.0
5000
4.60 4.80 5.00 5.20
m/z 83.10 71.45%
29.0 85.0 113.0
150 | | | 970 1270 1420
> T 3 5 & 35 5 55 156 10 130 150 4o
Abundance
57.0
71.0
460 4.80 5.00 5.20
m/ 71.05 64 .59Y%
5000 430 z 0
20.0 113.0
850 99.0 127.0 142.0
wwmmmwmrm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11537: Cyclohexane, propyl-
55.0 83.0 460 4.80 5.00 5.20
m/z 41.10 62 .05%
5000 41.0
27.0 67.0 126.0
S T S VO . N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 17

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

5.02 28.49 ng 956536 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 90
2 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 72
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 64
4 Hexane. 3-ethvl-2_.5-dimethvl- 142 C10H22 052897-04-8 58
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 47

Abundance Scan 524 (5.019 min): BF094677.D (-520) (-) m/z 57.10 100.00%
57.1
5000 43.0
98.1
nl%l 460 4.80 5.00 5.20 5.40
e e M3 121 "m/z 43.05  46.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57.0
5000 43.0
4.60 4.80 5.00 5.20 5.40
98.0 m/z 41.10 29.97%
290 | 950
] I\I‘I I\I\I : I‘I\I : IH‘I — I\.II le |]|-1|3.|0| — ?-4[2:0: T
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
4.60 4.80 5.00 5.20 5.40
5000 43.0 m/z 98.10 25.43%
29.0 "o e
150 | 85.0 113.0127.0 142.0
miz--> 20 40 60 80 100 120 140 160
Abundance #38328: Undecane, 6-methyl-
57.0 4.60 4.80 5.00 5.20 5.40
m/z 71.10 15.96%
5000
43.0 98.0
29.0
N ‘H I 7‘%.0 850 | 112.0126.0140.0 155.0 170.0
m/z--> 20 40 60 80 100 120 140 160 ' 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Undecane, 5,6-dimethyl- Concentration Rank 6

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

5.16 68.66 ng 2304910 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5.6-dimethvl- 184 C13H28 017615-91-7 53
2 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 52
3 Decane. 5-methvl- 156 C11H24 013151-35-4 50
4 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 50
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 50

Abundance Scan 548 (5.160 min): BF094677.D (-542) (-) m/z 57.10 100.00%
43.0
5000
" 800 125.1
990 - 4.80 5.00 5.20 5.40
SR N | by L we2 | Th/z 43.05  79.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance | #48864: Undecane, 5,6-dimethyl-
43.0 310
5000
4.80 5.00 5.20 5.40
29.0 84.0 980 m/z 41.10 44.69%
| u3owromomsso  1sao
mz-> 20 40 60 80 100 120 140 160 180
Abundance
43.0
480 500 520 540
5000 m/z 69.10 30.39%
84.0
57.0
27.0
99.0 113.0128.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #28435: Decane, 5-methyl- e R
43.0 57.0 4.80 5.00 5.20 5.40
m/z 71.10 28.67%
5000 29.0
85.0
71.0
R 90 1260141.0156.0
m/z--> 20 40 60 80 100 120 140 160 180 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Octene, 2,6-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
" 5.25 27.66ng 028530  1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-0ctene. 2.6-dimethvl- 140 Cl10H20 004057-42-5 58

2 1-Hexene.

3 Cvclohexane.

3.3.5-trimethvl-

126 C9H18

1.2.3-trimethvl-. (... 126 C9H18

013427-43-5 53
001678-81-5 53

4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 49
5 Cyclooctane, l-methyl-3-propyl- 168 C12H24 255885-37-1 45
Abundance Scan 563 (5.248 min): BF094677.D (-562) (-) m/z 69.10 100.00%
69.1
5000 55.0 1111
125.1
4Ll 83.1 AVAASA V2 A
| | | | | 96.1 | 140.1 5.00 520 5.40 5.60
S N Y P W 1] S NS PR O N m/z 55.05 49.44%
m'z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17999: 2-Octene, 2,6-dimethyl-
41.0 69.0
55.0
5000 IRRARRARES AR RSN
20.0 5.00 5.20 5.40 5.60
: m/z 111.10 44 . 37%
‘ 83.0 1110 140.0
N ‘ ull | 970 *HY 1250 |

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

69.0

41.0 s ma s
5.00 5.20 5.40 5.60

m/z 105.10 40.50%

5000 55.0

27.0 83.0
98.0 111.0 126.0

mmmmﬂmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69.0 5.00 5.20 5.40 5.60

55.0 0
111.0 m/z 125.10 31.92%

41.0

5000

83.0 126.0

27.0 ‘ 970
150 || AUl | |

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

5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Nonane, 3-methyl- Concentration Rank 13

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

5.33 42_.01 ng 1410420 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 76
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 53
3 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 50
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 49
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 47

Abundance Scan 577 (5.331 min): BF094677.D (-574) (-) m/z 57.10 100.00%
57.1
71.1
5000 431
105.1
85.1 1201 s 5.00 5.20 5.40 5.60
el A L 22 Tnzz 71.10 0 64.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19171: Nonane, 3-methyl-
57.0
43.0
5000 1.0
5.00 5.20 5.40 5.60
29.0 m/z 43.10 49.72%
\‘ A L 850980 11%.0 127.0 142.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57.0
43.0 5.00 5.20 5.40 5.60
5000 710 m/z 41.05 41.51%
113.0
21.0 85.0 98.0 127.0 142.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #101974: Sulfurous acid, butyl octyl ester L B
57.0 5.00 5.20 5.40 5.60
m/z 56.10 32.97%
5000 710
41.0
270 ww |, || 840970 1130 1390 1650
mz-> 20 40 60 80 100 120 140 160 180 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Cyclohexane, 1-methyl-3-pro... Concentration Rank 5

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

5.49 69.18 ng 2322420 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 70
2 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 58
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 58
4 Cvclohexane. 1-methvl-4-(1-methv... 140 C10H20 001678-82-6 46
5 Thiophene, 2-butyl- 140 C8H12S 001455-20-5 43

Abundance Scan 604 (5.490 min): BF094677.D (-599) (-) m/z 97.10 100.00%
55.1 97.1
5000
41.1 69.1 84.1
111.1 127.1140.2 520 540 5.60 5.80
..,....,....,....|,!':..,.':I'.,...':!'....,':|.-..,...!,....,':...,...l.,....,'...l.??;?.,.. m/z 55.10 92.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
55.0 97.0
5000 U UL L L R
520 5.40 5.60 5.80
41.0 69.0 g3, m/z 84.10 39.18%
29.0 : . 140.0
ww\»\\w\ L0250
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 97.0
520 5.40 5.60 5.80
5000 m/z 41.10 32.33%
41.0 69.0
29.0 83.0 111.0 1250 140.0
WWWWWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis- R B
58.0 97.0 520 5.40 5.60 5.80
m/z 69.10 27 .62%
5000 41.0
112.0
69.0
27.0 ‘ ‘ 83.0
“&%%“MVHﬁ““NJWH“L“#M“vwh““r“u““r“u““r“u“ U UL L L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown5.53 Concentration Rank 3

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

5.53 88.24 ng 2962280 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 611 (5.531 min): BF094677.D (-608) (-) m/z 132.00 100.00%
132.0
5000 68.1 /k
97.1 Y U N —
401 540 || 81.1 109.1 1520 520 540 560 5.80
L m/z 68.10 38.52%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 o 5.20 540 5.60 5.80
40 530 7O o m/z 134.00 32.78%
‘ ‘ 79.0 :
|||||||||‘||‘||||‘||‘||||‘|‘il‘luu‘u‘u‘l‘uuuu|||‘|||||||||||‘|||||||‘ ‘|||||||||||||||
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
132.0
69.0 1040 520 540 5.60 5.80
5000 ' m/z 97.10 24 .48%
31.0 51.0
mmmwﬁrwmwmm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 5.20 5.40 5.60 5.80
m/z 66.00 23.26%
5000
33.0 44.0 00 105.0
"'WJ'“I'L'Iﬁqﬂ"“{'”llﬁqﬂ"il'ihl“"P"W T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Octane, 3,5-dimethyl- Concentration Rank 9

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

5.61 60.05 ng 2015850 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 62
2 Decane 142 C10H22 000124-18-5 62
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 50
4 Nonane 128 C9H20 000111-84-2 47
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 47

Abundance Scan 624 (5.607 min): BF094677.D (-621) (-) m/z 57.05 100.00%
57.0
5000
821 1111 SRR RS S R
| | | 1402 5.20 5.40 5.60 5.80 6.00
L L O S o 2o oM m/z 43.10 95.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19195: Octane, 3,5-dimethyl-
57.0
5000
520 5.40 5.60 5.80 6.00
29.0 85.0 m/z 41.10 52.66%
"w'“'v"|'“'v"w%}ﬁﬁ'}ﬁ%9' SRS SARAN LRSS BARAN SRRAN LRSS SRR &
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
520 540 560 580 6.00
5000 m/z 71.10 41.68%
71.0
15.0 99.0 142.0
WTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140553: 1-lodo-2-methylundecane
57.0 520 5.40 5.60 5.80 6.00
m/z 69.10 36.14%
5000
85.0
29.0 ‘
L L) jmso  1e00 211.0 296.0
m/z--> 20 40 65 80 100 150 140 1éo 180 200 220 240 260 280 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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, 1,2-diethyl- Concentration Rank 7

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

6.07 64 .60 ng 2168750 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 58
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 53

Abundance Scan 703 (6.072 min): BF094677.D (-698) (-) m/z 119.10 100.00%
105.1 119.1
5000 134.1
431 571 Wogm
|||' |' | { | | 1500 5.80 6.00 6.20 6.40
e e bl e L 022 Tm/z 105.05 98.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14842: Benzene, 1,2-diethyl-
105.0 119.0
5000 134.0
91.0 5.80 6.00 6.20 6.40
70 | m/z 115.10 52.27%
39.0 51.0 '
..,1..5.'(.),.2.1.‘?....‘,‘....i‘.‘...,b:‘.s‘..(.),...‘l‘,....,a‘... .‘H.,..‘.‘al....,..‘..,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105.0 119.0
5.80 6.00 6.20 6.40
5000 134.0 m/z 134.10 49.84%
91.0
160 27.0 390 510 650 /0
mﬁm@mﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14841: Benzene, 1,4-diethyl-
105.0 119.0 5.80 6.00 6.20 6.40
m/z 116.10 43.67%
5000 134.0
91.0
77.0
41.0
S Sl v T N WY A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 18

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

6.12 27.90 ng 936673 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5-methvl- 156 C11H24 013151-35-4 64
2 Heptane. 4-ethvl- 128 C9H20 002216-32-2 64
3 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 53
4 Hexane. 2.2.3.3-tetramethvl- 142 C10H22 013475-81-5 50
5 Tetradecane, l-iodo- 324 C14H291 019218-94-1 50

Abundance Scan 711 (6.119 min): BF094677.D (-709) (-) m/z 57.10 100.00%
51.1
43.1
5000
85.1
98.1 IR AREE RN LA

5.80 6.00 6.20 6.40

71.1 1251 141.2 156.2
..,....,....,....',.'...,..!:,...'.,....,.!..,....|',....,....,..~..,....,....,....,... m/z 43.10 69.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28428: Decane, 5-methyl-
43.0 57.0
5000 TT [T T T T [T T T T[T T T T [TTTT]
5.80 6.00 6.20 6.40
20.0 85.0 m/z 85.10 35.23%
71.0 ‘ 98.0

bl o™ 120 127.0 1410 1560

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

Abundance
43.0 57.0
e L B
580 6.00 6.20 6.40
5000 m/z 41.10 24 .92%
85.0
29.0 98.0
15.0 69.0 128.0
memmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #48885: Decane, 2,4,6-trimethyl- R AEmEEEE L
43.0 5.80 6.00 6.20 6.40
57.0 m/z 84.10 16.01%
5000 71.0 85.0
‘M Ll ) 9901130 1270 155.0
R R L A Raas L e e AAAIALaRa R AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 11

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

6.15 48.32 ng 1622080 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 50
2 p-Cvmene 134 C10H14 000099-87-6 50
3 3a.6-Methano-3aH-indene. 2.3.4.5... 134 C10H14 098640-10-9 49
4 o-Cvmene 134 C10H14 000527-84-4 46
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 46

Abundance Scan 716 (6.148 min): BF094677.D (-714) (-) m/z 91.05 100.00%
910 105.1
i 119.1 134.1
5000
43.1
| | | 153.0 5.80 6.00 6.20 6.40
..,....,....,....',....,....,.'...,...!'....-, srerplbep bbb e o | m/z 105.05  81.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14868: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000

5.80 6.00 6.20 6.40
m/z 71.10 61.45%

2703%9510 650770 9#01350 | |
L1 Ll |

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

Abundance
119.0
T T T
5.80 6.00 6.20 6.40
5000 m/z 119.10 54 .61%
134.0
91.0
15.0 27.0 410 53 65.0 77.0 103.0
Wmmmwrmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14935: 3a,6-Methano-3aH-indene, 2,3,4,5,6,7-hexahydro-
105.0 5.80 6.00 6.20 6.40
m/z 134.10 54 _.37%
910 119.0
5000 134.0
, 300 .0
‘ 51.0 65.0 ‘
.w””P”w””ﬂ”Jﬂ”Pﬂu””LHWA”NLWHHPHWMMPHWHHP”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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-, tr... Concentration Rank 8

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

6.23 60.24 ng 2022480 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 94
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 93
4 Spirol4.51decane 138 C10H18 000176-63-6 87
5 4-1sopropenylcyclohexanone 138 C9H140 022460-53-3 72

Abundance Scan 730 (6.231 min): BF094677.D (-727) (-) m/z 67.10 100.00%
67.1
138.1
8L.1 951
5000 a1
VT 55 oo ob ok ehy
123.1 : : : :
0 ..,....,....,....,....,.'I..,..'! ek 0221861 1 Tm/z 138.10  79.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16925: Naphthalene, decahydro-, trans-
67,0 138.0
41.0 82.0 95.0
5000
27.0 5.80 6.00 6.20 6.40 6.60
109.0 m/z 68.10 69.16%
'W““v“m““w“Ji“v“ﬁ“iM“w“m'“4“}?§9v“m“'““v“W“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67.0 81.0 96.0 138.0
580 6.00 620 640 6.60
5000 41.0 m/z 81.10 68.19%
109.0
270 54.0
14.0 123.0
L R N AR KAL) R LR R RARAA KAL) SRR LA LA LA L SRS LA LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16914: Naphthalene, decahydro-, cis- N mmE B e
410 67.0 81.0 5.80 6.00 6.20 6.40 6.60
' 0,
06.0 138.0 m/z 95.10 66.59%
5000 27.0
540 109.0
”%ﬂel”'ﬁ'”'P'””"'”"”'P'”I”'W'”'"}zﬁgl”'ﬁ'“'P'“l”'W'” SRR UL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 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\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 4

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

6.50 75.13 ng 2522360 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Tritetracontane 605 C43H88 007098-21-7 78
5 Undecane 156 C11H24 001120-21-4 78

Abundance Scan 776 (6.501 min): BF094677.D (-773) (-) m/z 57.10 100.00%

57.1

5000
85.1
LA B e
39 ‘ 1131 136.1 6.20 6.40 6.60 6.80
el L U3 B8 se2 0 h7z 43.10  88.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane

57.0

5000 R e e !
6.20 6.40 6.60 6.80

29.0 8.0 m/z 71.10 50.56%
‘\ “ [ , 1130 1410 169.0 197.0 226.0

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

57.0

6.20 6.40 6.60 6.80

m/z 41.10 36.24%
5000 85.0 0

29.0
113.0 141.0 169.0 198.0

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

Abundance #48831: Tridecane A ma e AR R Ra

57.0 6.20 6.40 6.60 6.80
m/z 85.10 28.30%

5000
29.0 85.0
“ | \‘ m 113 0 141.0 184.0

.,.”.,”..“..w..”,.”.,”............”,.”.,”.. AR E S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 trans-Decalin, 2-methyl- Concentration Rank 16

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

6.72 28.79 ng 5405520 Naphthalene-d8 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 83
2 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 50
3 Puleaone 152 C10H160 000089-82-7 50
4 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 49
5 2,4-Decadienal 152 C10H160 002363-88-4 42

Abundance Scan 813 (6.719 min): BF094677.D (-810) (-) m/z 71.10 100.00%
431 571 711
05.1 152.2
5000
1091 1231 Th 550 ok 750
0 m/z 81.10 98.89Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25429: trans-Decalin, 2-methyl-
81.0
67.0
41.0 550 9.0 152.0
5000 ISR R R S
137.0 6.40 6.60 6.80 7.00
29.0 ‘ 109.0 m/z 57.10 98.61%
1230
W””P”W””'”"”P”'””P”W””P”W””P”W””P”W””P”W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81.0
67.0 152.0 640 6.60 6.80 7.00
5000 109.0 m/z 43.10 88.24%
41.0
137.0
29.0 53.0 95.0
124.0
mmﬂmmﬂwwmmﬂwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25066: Pulegone e EEREE RS
81.0 6.40 6.60 6.80 7.00
152.0 m/z 41.10 82.77%
67.0
5000 109.0
137.0
‘ 53.0 95.0 ‘
'I””P'”PM'JAW'LW”AWM”PJMP”'L”ﬁ%iﬂ'”W”'WA”P'”P“'I SRR R L S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Cyclohexane, pentyl- Concentration Rank 15

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

6.85 29.48 ng 5535750 Naphthalene-d8 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 58
2 (2)-Hex-3-envl (E)-2-methvlbut-2... 182 C11H1802 1000373-73-0 50
3 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 47
4 Cvclohexane. eicosvl- 364 C26H52 004443-55-4 47
5 1H-Pyrrole, 2,3-dihydro-1-methyl- 83 C5HON 033838-11-8 47

Abundance Scan 835 (6.848 min): BF094677.D (-831) (-) m/z 83.10 100.00%
83.1

55.1

5000

6.60 6.80 7.00 7.20

0 m/z 82.10 77.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27052: Cyclohexane, pentyl-
55.0 83.0
5000 LA L L L L L L LB
41.0 6.60 6.80 7.00 7.20
0
270 69.0 0 154.0 m/z 55.10 76.17%
10 | T ) 970 11101250
A BAaas Eaa L L e e AR Aamantasazeasss o)
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
82.0
67.0
a  BEamEE S
6.60 6.80 7.00 7.20
5000 m/z 41.10 45 .29%
39.0 530 101.0
0 125.0 153.0
mmwﬁwﬁwﬁwﬁwwﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11586: Cyclohexane, (1-methylethyl)- a  BEamEE S
55.0 82.0 6.60 6.80 7.00 7.20
m/z 67.10 41 .17%
41.0
5000
27.0 69.0 126.0
14.0 | M Al | 95.0 111.0
A BAaas Baa L L e e R AR AR d L ) a  BEamEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.88 24.85 ng 4666950 Naphthalene-d8 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 64
2 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 64
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
4 2-Undecene. 5-methvl- 168 C12H24 056851-34-4 59
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 59
Abundance Scan 1010 (7.878 min): BF094677.D (-1003) (-) m/z 57.10 100.00%

517.1
5000

760 780 800 820
o 161.1183.2 m/z 71.10 87 .56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0

5000 LA L L L L L L L
7.60 7.80 8.00 8.20
113.0 m/z 43.10 49 .36%
290 183.0
T I O 2250 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
LA ma st o
7.60 7.80 8.00 8.20
5000 m/z 41.10 24 .23%
85.0
113.0 169.0
29.0
141.0 197.0 267.0
mﬁwﬂmﬁwﬁmﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19198: Octane, 3,6-dimethyl- e BRREEEE
57.0 7.60 7.80 8.00 8.20
m/z 131.10 23.49Y%
5000
29.0 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042717\
Data File : BF094677.D

Aca On : 27 Apr 2017 21:30

Operator : SJ/MA

Sample : 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 12

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

13.13 43.19 ng 2004040 Chrysene-di12 14.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 62

2 1-(4-Methviphenvl)-4-phenvlbuta-... 220 C17H16 037985-11-8 58

3 Phenmethvlcvnide. .alpha...alpha... 220 C11H12N203 1000128-94-6 47

4 Pvrrololl.2-althienol2.3-dlpvrim... 220 C11H12N20S 056929-61-4 46

5 Heptadecane 240 C17H36 000629-78-7 44
Abundance Scan 1903 (13.130 min): BF094677.D (-1899) (-) m/z 220.10 100.00%

220.1
57.1
5000

12.80 13.00 13.20 13.40

) 2002 2883 83021 "m/z 57.10 57.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

10.1 147 1165.1

Abundance #77700: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 LA L L L L L LB B |
12.80 13.00 13.20 13.40
101.0 189.0 m/z 205.10 52.21%
139.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
220.0
R L o e o
12.80 13.00 13.20 13.40
5000 m/z 71.10 41.92%
91.0 128.0
39.0 65.0 152.0178.0
mmmﬁmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76952: Phenmethylcynide, .alpha.,.alpha.-dimethyl-2-metho... A REEREEEEE
220.0 12.80 13.00 13.20 13.40

m/z 43.10 37 .95%

5000

131.0 159.0
188.0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF042717\
Data File : BF094677.D

Acq On 27 Apr 2017 21:30

Operator : SJ/MA

Sample - 12859-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Ethyl-4-methylc. .. 4.71 30.1 ng 1011130 1 5.77 671436 20.0
Methal lylcyclohexane 4.85 50.1 ng 1681600 1 5.77 671436 20.0
unknown4 .96 4.96 90.1 ng 3024320 1 5.77 671436 20.0
Heptane, 3-ethyl-_.. 5.02 28.5 ng 956536 1 5.77 671436 20.0
Undecane, 5,6-dim... 5.16 68.7 ng 2304910 1 5.77 671436 20.0
2-Octene, 2,6-dim... 5.25 27.7 ng 928530 1 5.77 671436 20.0
Nonane, 3-methyl- 5.33 42.0 ng 1410420 1 5.77 671436 20.0
Cyclohexane, 1-me... 5.49 69.2 ng 2322420 1 5.77 671436 20.0
unknown5 .53 5.53 88.2 ng 2962280 1 5.77 671436 20.0
Octane, 3,5-dimet... 5.61 60.0 ng 2015850 1 5.77 671436 20.0
Benzene, 1,2-diet... 6.07 64.6 ng 2168750 1 5.77 671436 20.0
Decane, 5-methyl- 6.12 27.9 ng 936673 1 5.77 671436 20.0
Benzene, 1,2,3,4-_.. 6.15 48.3 ng 1622080 1 5.77 671436 20.0
Naphthalene, deca... 6.23 60.2 ng 2022480 1 5.77 671436 20.0
Hexadecane 6.50 75.1 ng 2522360 1 5.77 671436 20.0
trans-Decalin, 2-_.. 6.72 28.8 ng 5405520 2 7.28 3755530 20.0
Cyclohexane, pentyl- 6.85 29.5 ng 5535750 2 7.28 3755530 20.0
Pentadecane, 2,6,... 7.88 24 .9 ng 4666950 2 7.28 3755530 20.0
Phenanthrene, 2,3... 13.13 43.2 ng 2004040 5 14.48 927930 20.0
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