LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.625 383 389 395 rVB 83311 106925 1.68% 0.114%
2 5.013 451 455 461 rVB 231174 263357 4.13% 0.282%
3 5.090 461 468 471 rBV 254769 339326 5.32% 0.363%
4 5.119 471 473 478 rVB 170214 169773 2.66% 0.182%
5 5.172 478 482 488 rBv2 710092 1069513 16.77% 1.145%
6 5.225 488 491 495 rVvB2 124573 192759 3.02% 0.206%
7 5.296 501 503 507 rVB 88061 79846 1.25% 0.085%
8 5.372 509 516 519 rBV2 446407 734617 11.52% 0.786%
9 5.519 534 541 544 rBV2 147371 244442 3.83% 0.262%
10 5.596 551 554 560 rBY 1084244 1560380 24.47% 1.670%

11 5.648 560 563 566 rvB 392310 419532 6.58% 0.449%
12 5.719 572 575 581 rBv2 771678 1150032 18.03% 1.231%
13 5.772 581 584 587 rvVv 806119 775670 12.16% 0.830%
14 5.813 587 591 594 rvv 645153 722491 11.33% 0.773%
15 5.872 598 601 606 rBvV 451833 451468 7.08% 0.483%

16 5.978 611 619 622 rBVv3 1250014 2142840 33.60% 2.294%
17 6.013 622 625 629 rBVv3 719656 1030795 16.16% 1.104%
18 6.072 632 635 636 rBv3 181737 178085 2.79% 0.191%
19 6.096 636 639 640 rBvV 521966 459735 7.21% 0.492%
20 6.113 640 642 645 rVB 1260963 1057036 16.58% 1.132%

21 6.148 645 648 651 rBv2 942911 1119492 17.56% 1.198%
22 6.196 651 656 663 rBv2 3366188 6281798 98.51% 6.725%
23 6.254 663 666 669 rvB2 2017404 1895148 29.72% 2.029%
24 6.290 669 672 675 rBv4 708630 954843 14.97% 1.022%
25 6.319 675 677 679 rVB 763400 581074 9.11% 0.622%

26 6.343 679 681 684 rVB3 518844 536689 8.42% 0.575%
27 6.390 684 689 693 rBv3 1820960 2906670 45.58% 3.112%
28 6.431 693 696 702 rVB5 615597 916914 14.38% 0.982%
29 6.490 702 706 716 rBV4 3514943 6376814 100.00% 6.827%
30 6.572 716 720 723 rBV3 669839 1001970 15.71% 1.073%

31 6.601 723 725 727 rBV 1975621 1924995 30.19% 2.061%
32 6.625 727 729 732 rVB2 1592805 1509727 23.68% 1.616%
33 6.654 732 734 736 rBV 1036524 813616 12.76% 0.871%
34 6.701 736 742 745 rBv4 1777160 3507362 55.00% 3.755%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.737 745 748 753 rVB3 2940338 3692501 57.91% 3.953%

36 6.795 753 758 759 rBV3 1033599 1328775 20.84% 1.423%
37 6.813 759 761 763 rvB2 1382019 1143015 17.92% 1.224%
38 6.866 763 770 775 rBV5 1434552 3332744 52.26% 3.568%
39 6.913 775 778 781 rBV3 1384823 2085061 32.70% 2.232%
40 6.960 784 786 789 rVB2 1358487 1249679 19.60% 1.338%

41 7.007 789 794 797 rBv4 897686 1472419 23.09% 1.576%
42 7.060 797 803 806 rBV3 1455431 2624105 41.15% 2.809%
43 7.095 806 809 812 rBV2 2260864 2874770 45.08% 3.078%
44 7.178 821 823 826 rBV3 1222715 1238787 19.43% 1.326%
45 7.225 826 831 835 rvB4 2140913 3434587 53.86% 3.677%

46 7.301 841 844 846 rBv4 613321 682118 10.70% 0.730%
47 7.360 850 854 855 rBV2 1547737 1587424 24.89%% 1.699%
48 7.431 863 866 870 rBv3 854589 1103196 17.30% 1.181%
49 7.490 870 876 880 rvv4 2628380 5221609 81.88% 5.590%
50 7.531 880 883 886 rvv4 2206418 2872362 45.04% 3.075%

51 7.601 890 895 898 rBv3 2285989 3867157 60.64% 4.140%
52 7.654 898 904 907 rBv4 1370201 2406229 37.73% 2.576%
53 7.737 915 918 921 rBvV2 892915 1333203 20.91% 1.427%
54 7.772 921 924 929 rVB4 1572192 2086809 32.72% 2.234%
55 7.890 941 944 949 rVB6 1939381 2480980 38.91% 2.656%

56 7.984 958 960 962 rBv3 760511 867985 13.61% 0.929%
57 13.107 1828 1831 1834 rBV 1009390 949113 14.88% 1.016%

Sum of corrected areas: 93410362
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\

BF107964.D

4 Aug 2018 3:39

JussJ

J4297-06

29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclohexane, l-ethyl-2-meth... Concentration Rank 14

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

5.98 34.29 ng 2142840 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 87
2 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 81
3 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 80
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 80
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 72

Abundance Scan 619 (5.978 min): BF107964.D (-611) (-) m/z 55.00 100.00%
58.0 97.1
5000
41.0 69.1
| | 81|'° 11g 1261 560 580 6.00 6.20 6.40
N 1P O O PSR e . NN m/z 97.10  89.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
5000 41.0
5.60 5.80 6.00 6.20 6.40
69.0 m/z 41.00 27 .28%
o | | il || I||| 8.3I.O || 1110 12?'0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
5.60 5.80 6.00 6.20 6.40
5000 m/z 69.10 23.52%
41.0 69.0
0 2\9\0 ‘\‘H L1 \\‘\ 8]\-9 ‘\ 111.0 12‘6.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55.0 97.0 5.60 5.80 6.00 6.20 6.40
m/z 56.00 16.00%
5000
41.0 69.0 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 Octane, 2,6-dimethyl- Concentration Rank 2

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

6.20 100.54 ng 6281800 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 86
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 80
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 64
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64

Abundance Scan 657 (6.201 min): BF107964.D (-651) (-) m/z 57.00 100.00%
57.0
71.1
5000
“ 83.1
97.1 1131 5.80 6.00 6.20 6.40 6.60
126.1
o..,....,....,....',!...,.':.:,....'l....,!L'..,....,....,:'...,....,...?‘,‘?..2.,. m/z 71.10 52.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19181: Octane, 2,6-dimethyl-
57.0
43.0 71.0
5000
5.80 6.00 6.20 6.40 6.60
m/z 43.05 47 .50%
29.0 | 85.0 113.0
et 90 | 1270 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19185: Octane, 3,6-dimethyl-
57.0
710 5.80 6.00 6.20 6.40 6.60
5000 43.0 m/z 55.00 46.37%
29.0
113.0
o “ “‘ I,/ 890 990 | 127.0 142.0
iz 5 B 3 b B 8 b B % 100 110 130 150 130 1%
Abundance #19171: Nonane, 3-methyl-
57.0 5.80 6.00 6.20 6.40 6.60
m/z 41.00 41.77%
43.0 110
5000 '
29.0
0 \‘ ll ‘ 85.0 98.0 11%0 127.0 142.0
m/z--> 10 20 30 45 50 eb 75 éo 90 100 110 120 130 140 150 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Undecane, 6-methyl- Concentration Rank 17

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

6.25 30.33 ng 1895150 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 6-methvl- 170 C12H26 017302-33-9 50
2 Hexane. 3-ethvl-2_.5-dimethvl- 142 C10H22 052897-04-8 50
3 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 40
4 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 39
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 36

Abundance Scan 665 (6.248 min): BF107964.D (-663) (-) m/z 57.00 100.00%
57.0
5000 43.0
71.1 %8.1
+ 851 6.00 6.20 6.40 6.60
o..,....,....-,L...,..!:,....,|....,..'..,....|-,....1,1.?'.1.,.1?]7.-,1...1.‘,‘.2.-%,....,....,.... m/z 43.00  39.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38334: Undecane, 6-methyl-
57.0
5000
43.0 6.00 6.20 6.40 6.60
20.0 m/z 98.10 19.76%
: 1.0 98.0
0 A 1l 5 850 | 113.0126.0 141.0 155.0 170.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #19229: Hexane, 3-ethyl-2,5-dimethyl-
57.0
43.0 6.00 6.20 6.40 6.60
5000 ' m/z 41.00 19.08%
29.0 71.0 98.0
0"P'A““'WL“'PJ“I“'“M“'ﬁiQP'JH'“%%%P “'w"ﬁfag USSR RARK
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #48890: Decane, 2,5,9-trimethyl-
57.0 6.00 6.20 6.40 6.60
m/z 71.10 12._.47%
5000 43.0
71.0
m/z--> 20 30 4'0 50 6|0 7'0 80 9'0 1(')0 11'0 150 130 140 150 160 170 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Undecane, 5,6-dimethyl- Concentration Rank 11

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

6.39 46.52 ng 2906670 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5.6-dimethvl- 184 C13H28 017615-91-7 53
2 Octane. 2.5.6-trimethvl- 156 C11H24 062016-14-2 47
3 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 38
4 1-Pentanol. 2-ethvl- 116 C7H160 027522-11-8 38
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 38

Abundance Scan 689 (6.390 min): BF107964.D (-684) (-) m/z 57.00 100.00%
57.0
5000
39 g1y ot 1251 6.00 6.20 6.40 6.60 6.80
o e e | M/Z 43.05  60.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48864: Undecane, 5,6-dimethyl-
57.0
5000
6.00 6.20 6.40 6.60 6.80
29.0 84.0 m/z 41.00 42.16%
0 .|| I|| || | 1130 155.0  184.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220
Abundance #28443: Octane, 2,5,6-trimethyl-
57.0
6.00 620 640 6.60 6.80
5000 m/z 55.00 36.03%
29.0 85.0
OIIIIII\I‘IIIIII\ |||‘Hu|||‘|||H|||||1?7|P||||1|5§|0|||| REEEE RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95997: Octane, 1,1'-oxybis- A e e
57.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 34 .26%
5000 29.0
84.0
‘ ‘ ‘ 112.0
m/z--> 20 Jo 60 85 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 1

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

6.49 102.06 ng 6376810 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 93
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 53
3 4-Nonene. 3-methvl-. (2)- 140 C10H20 063830-69-3 52
4 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 50
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 47

Abundance Scan 706 (6.490 min): BF107964.D (-702) (-) m/z 69.10 100.00%
5000 125 1
140.2 6.20 6.40 6.60 6.80
o ...,1.0..1.,.'...,'....,....,....,297.9. m/z 55.00 76.76%
m/z--> 40 100 120 140 160 180 200
Abundance #18043 Cyclohexane, 1,1,2,3-tetramethyl-
.0
5000 ISR R RN SR
125.0 6.20 6.40 6.60 6.80
m/z 70.10 61.63%
|l 97.0 140.0
0 et e e
m/z--> 80 100 120 140 160 180 200
Abundance #17999: 2-Octene, 2,6-dimethyl-
69.0
6.20 6.40 6.60 6.80
5000 m/z 41.00 49.31%
O'W""P"”IJ"I'”'I"”I"'W""P"'I”"I'”'
m/z--> 60 80 100 120 140 160 180 200
Abundance #18005: 4-Nonene, 3-methyl-, (2)- R B
58.0 6.20 6.40 6.60 6.80
m/z 56.00 48.44%
5000
29.0
830 111.0
O'W""A'JJIJA'Ih'”l";W"F%?R"I'”'I"”I"" ISR SRR R A
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Hexene, 3-ethyl-2,5-dimet... Concentration Rank 6

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

6.70 56.13 ng 3507360 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 3-ethvl-2.,5-dimethvl- 140 C10H20 062338-08-3 58
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 50
3 1-Methvl-4-(1-methvlethvD)-cvclo... 140 C10H20 000099-82-1 49
4 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 47
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 47

Abundance Scan 742 (6.701 min): BF107964.D (-736) (-) m/z 55.00 100.00%
58.0 97.1
5000 69.1 83.1
41.0
640 6.60 6.80 7.00
Otrrrrrerprrrrrrre e pdedle e m/z 97.10 83.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl-
55.0 69.0
97.0
5000
41.0 6.40 6.60 6.80 7.00
m/z 83.10 46.11%
27.0 84.0 111.0 140.0 b
0'W””P”'P”W””VMH'J4””%'”P”W”'J;”ﬁﬁﬂ””l””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
640 6.60 680 7.00
5000 m/z 69.10 44 _60%
41.0 112.0
69.0
29.0 ‘ 83.0
O”P”W”MP”LA”PMH”“P”WM”'JW””P”W””P”W””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18058: 1-Methyl-4-(1-methylethyl)-cyclohexane L e R s m e
55.0 6.40 6.60 6.80 7.00
97.0 m/z 41.00 33.13%
5000
41.0
81.0
27.0 ‘ 69.0 140.0
0 ”I%QQP'jm'”jP'”I”H'P'JL'”'I“'W"”I”""”12?9'”'L'”I”'W" RS SRR RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.74 Concentration Rank 4

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

6.74 59.10 ng 3692500 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 35
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 35
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 14
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.743 min): BF107964.D (-745) (-) m/z 132.00 100.00%
132.0
5000
68.0
@O SO (| gy B o0 650 680 700
on.w.”:w.”,n...u.“J”,Jh..”npwn,”.w.m.ph”,”.w m/z 68.00 33.35%
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance #14146. 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000
6.40 6.60 6.80 7.00
310 70.0 m/z 134.00 32.59%
. Moh m? 860 |, 116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0
97.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 23.83%
70.0
52.0
1 IV | 86.0 116.0
e A AR RN A RN RN ARAS LAANS LR RS LRSS A RS RAREY
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.40 6.60 6.80 7.00
m/z 69.10 23.21%
5000
33.0 44.0 0.0 105.0
O |j"'|"'“|””'§?.?"'{""2'9'"|"'L|"L“|%%§'pl""l""l"' T AR SR R AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF073018.M Mon Aug 06 17:02:13 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.80 Concentration Rank 19

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

6.80 21.27 ng 1328780 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 47
2 Cvclohexane. 2-ethvl-1.3-dimethvl- 140 C10H20 007045-67-2 43
3 Cvclohexane. 1-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 43
4 Cvclohexane. 1-ethvl-1.3-dimethv... 140 C10H20 062238-29-3 43
5 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 43

Abundance Scan 759 (6.801 min): BF107964.D (-753) (-) m/z 55.00 100.00%
58.0
81.1
111.1
5000
39,0 USRI R U SR
140.1 6.40 6.60 6.80 7.00 7.20
of b e e | M7z 69,10 84_64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79556: 1,1"-Bicyclooctyl
69.0 111.0
5000 USRS SR U SRR
6.40 6.60 6.80 7.00 7.20
41.0 m/z 81.10 63.74%
) L= ]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18049: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
111.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 111.10 51.98%
41.0
0 '?§"'ML"‘J|'N"|“'?§2' AR }??P"'l""l Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethyl- R e e R EARE ma
69.0 6.40 6.60 6.80 7.00 7.20
111.0 m/z 97.10 48 .54%
5000
41.0
0 -?§@--\“--l‘|-”--|“-252- BN }ﬁ?P"'I""I Y S A T
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20

8270-BF073018.M Mon Aug 06 17:02:13 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Hexyl-1-octanol Concentration Rank 9

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

6.87 53.34 ng 3332740 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexvl-1-octanol 214 C14H300 019780-79-1 59
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 38
3 Decane. 3.4-dimethvl- 170 C12H26 017312-45-7 38
4 Octane. 3.4.5.6-tetramethvl- 170 C12H26 062185-21-1 38
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 35

Abundance Scan 771 (6.872 min): BF107964.D (-763) (-) m/z 57.00 100.00%
.0

5000

6.60 6.80 7.00 7.20
m/z 43.00 70.17%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72868: 2-Hexyl-1-octanol

5000 LIS L L L L L
6.60 6.80 7.00 7.20
111.0 m/z 71.10 47 .80%
0 IHM 168.0  196.0
- T IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48848: Dodecane, 3-methyl-
57.0
M T T
43.0 6.60 6.80 7.00 7.20
5000 m/z 69.10 38.53%
85.0
0 27\{0 1 ‘\ ‘ I | 113 0 155 0169 0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38345: Decane, 3,4-dimethyl- M
57.0 6.60 6.80 7.00 7.20
43.0 m/z 41.00 36.89%
5000
27.0 850 1120
o || 12701410 1680
.,....,....,....,....,....,....,....,....,....,. T T T
m/z--> 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.91 Concentration Rank 15

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

6.91 33.37 ng 2085060 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 27
2 N.N"-di-tert-Butvlcarbodiimide 154 C9H18N2 000691-24-7 27
3 Nonane. 3.7-dimethvl- 156 Cl11H24 017302-32-8 27
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 22
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 22

Abundance Scan 777 (6.907 min): BF107964.D (-775) (-) m/z 57.05 100.00%
5%.0 95.1
111.1
5000
| 139.2155 660 6.80 7.00 7.20
0 O I m/z 95.10 92.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57.0
43.0
5000 IS SR N R
29.0 71.0 6.60 6.80 7.00 7.20
85.0 m/z 69.10 73.01%
0 | %80 1260 171.0
m/z--> 20 40 60 80 100 120 140 160 '
Abundance #27792: N,N'-di-tert-Butylcarbodiimide
57.0 83.0
660 6.80 7.00 7.20
5000 m/z 111.10 66 .30%
41.0 139.0
22 || | 700 | 120150 | 1540
miz--> 20 40 60 80 100 120 140 160
Abundance #28441: Nonane, 3,7—dimethy|— L L L L L BN |
57.0 6.60 6.80 7.00 7.20
m/z 55.00 64 .54%
43.0 71.0
5000
29.0 85.0
0 “ | A 99.0 113.012‘7'0 141.0 156.0
m/z--> 20 40 60 80 100 120 140 160 ' 660 6.80 7.00 7.00

8270-BF073018.M Mon Aug 06 17:02:14 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 Undecane, 3-methyl- Concentration Rank 13

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

7.06 42_.00 ng 2624110 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 59
2 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 59
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 59
4 Decane. 3-methvl- 156 C11H24 013151-34-3 59
5 Tridecane 184 C13H28 000629-50-5 59

Abundance Scan 803 (7.060 min): BF107964.D (-797) (-) m/z 57.05 100.00%
57.0
5000
85.1
109.1 1542 6.80 7.00 7.20 7.40
o ' m/z 71.10 49.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38335: Undecane, 3-methyl-
57.0
5000 HERBE I UL R LU
85.0 6.80 7.00 7.20 7.40
29.0 m/z 43.00 45.02%
o A , 112.0 141.0 1700
miz-> 20 40 60 80 160 120 150 160 180 200 220 240 260 280 300
Abundance #28441: Nonane, 3,7-dimethyl-
57.0
" 680 7.00 720 7.40
5000 m/z 56.00 37.35%
29.0 85.0
127.0
N e S —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R N EAREEn ey )
57.0 6.80 7.00 7.20 7.40
m/z 41.00 35.69%
5000 85.0
0 “ “ I ‘\11”‘?'0 141.0 1830 211 0 239.0 267 0 2960
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.80 7.00 7.20 7.40

8270-BF073018.M Mon Aug 06 17:02:15 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Decane, 3-methyl- Concentration Rank 12

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

7.10 46.01 ng 2874770 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 50
2 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 35
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 30
4 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 30
5 1-lodoundecane 282 C11H231 004282-44-4 27

Abundance Scan 810 (7.101 min): BF107964.D (-806) (-) m/z 83.10 100.00%
55.0 83.1
5000
111.1
39, uo2 6.80 7.00 7.20 7.40
0 e e 2282 | "m/z 55.00 90.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28436: Decane, 3-methyl-
57.0
5000 UL SR LA L
4110 85.0 6.80 7.00 7.20 7.40
m/z 82.10 54 .79%
127.0
0 2 RRARES |""1'1}?p|'m"|"1?99""| T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #113721: Sulfurous acid, butyl nonyl ester
57.0
680 7.00 7.20 7.40
5000 g5.0 m/z 41.00 42 .69%
41,0 '
ol 26D W [ 1271.0 1430 161.0 179.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17969: Cyclohexane, butyl- A ma e AR R Ra
83.0 6.80 7.00 7.20 7.40
m/z 57.05 32.77%
55.0
5000
29.0 140.0
0 "'I"J"“m' ”Ll'hh"fl' 9§f1%1?¥1" A DAL DA U R SRR A
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40

8270-BF073018.M Mon Aug 06 17:02:16 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclopentane, hexyl- Concentration Rank 8

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

7.22 54 .97 ng 3434590 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. hexvl- 154 C11H22 004457-00-5 91
2 5-Undecene 154 C11H22 004941-53-1 80
3 4-Decene. 4-methvl-. (E)- 154 C11H22 060366-66-7 53
4 4-Octene. 2.3.7-trimethvl-. IS-(... 154 C11H22 052763-13-0 52
5 Cyclohexane, 1,l1-dimethyl-2-propyl- 154 C11H22 081983-71-3 50

Abundance Scan 830 (7.219 min): BF107964.D (-826) (-) m/z 69.10 100.00%
55.0 69.1
5000 41.0 83.1 111
97.1 AU N R IR I
1251 139.1 154.2 6.80 7.00 7.20 7.40 7.60
o m/z 55.00 83.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27050: Cyclopentane, hexyl-
410 55 69.0
5000 83.0 AR UL UL UL I
29.0 6.80 7.00 7.20 7.40 7.60
' m/z 56.00 46 .36%
ol 150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27019: 5-Undecene
58.0
69.0 R N R IR I
6.80 7.00 7.20 7.40 7.60
5000 41.0 m/z 41.00 42 .85%
154.0
830 .
111.0
O”P”W””P”W””P”W””””P”'””P”W””ﬁﬁg””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27060: 4-Decene, 4-methyl-, (E)- I EREREE T
58.0 6.80 7.00 7.20 7.40 7.60
m/z 83.10 37.41%
5000 69.0
41.0
84.0 97.0
0 M Al ‘ M0 126.0130.0 1540
m/z--> 10 20 3'0 4'0 50 60 70 8|0 90 100 110 120 130 140 1&'30 160 6.80 7.00 7.0 7.40 7.60

8270-BF073018.M Mon Aug 06 17:02:16 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Naphthalene, decahydro-, tr... Concentration Rank 18

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

7.36 25.41 ng 1587420 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 93
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
3 Spirol4.51decane 138 C10H18 000176-63-6 58
4 Bicvclol3.3.1Tnonan-9-one 138 C9H140 017931-55-4 52
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 47

Abundance Scan 854 (7.360 min): BF107964.D (-850) (-) m/z 67.00 100.00%
67.0 138.2
82.1 96.1
5000
41.0
54.0 109.1 A R SR
| || | | | 1231 | 1530 7.00 7.20 7.40 7.60
Otrrprrrrprrrrprrre et e e e e m/z 138.20 91.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16920: Naphthalene, decahydro-, trans-
61.0
138.0
41.0 82.0 96.0
5000
55.0 7.00 7.20 7.40 7.60
27.0 109.0 m/z 68.10 74 _.40%
O'W%?fﬂ"lt'“'lp“"JL' “d i“'dl“"f” LI”'JL"}%%RI'” [T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16892: Naphthalene, decahydro-
67.0 96.0 138.0
B0 I R SR L
7.00 7.20 7.40 7.60
5000 41.0 m/z 96.10 67.71%
2.0 109.0
27.0
O“I““P“M'“h““lh“viI“”ML“PIkv“w'”ﬁgﬁv“‘v“ﬂ““v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16860: Spiro[4.5]decane I RRaE e
670 g1, 960 7.00 7.20 7.40 7.60
138.0 m/z 82.10 62.83%
5000 41.0 109.0
55.0
27.0 ‘
OHVHWHAL“ﬁ““NhWHLL“wm“”*kHHMHE¥RVH“““V“W' I R SR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.60 Concentration Rank 3

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

7.60 61.89 ng 3867160 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 22
2 Cvclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 22
3 1.5-Heptadiene. 3.3.5-trimethvl- 138 C10H18 074630-29-8 22
4 1-Octene. 3.3-dimethvl- 140 C10H20 074511-51-6 18
5 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 18

Abundance Scan 895 (7.601 min): BF107964.D (-890) (-) m/z 69.10 100.00%
5000
720 740 7.60 7.80 8.00
o} m/z 55.00 88.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26751: 6-Octenal, 3,7-dimethyl-, (R)-
41.0 69.0
5000 55.0 95.0 R IR UL L
7.20 7.40 7.60 7.80 8.00
27.0 121.0 m/z 41.00 55.18%
8 139.0 154.0
0 & e H
m/z--> 20 40 60 80 100 120 140 160
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69.0 111.0
55.0 720 740 7.60 7.80 8.00
5000 41.0 m/z 43.05 51.95%
126.0
27.0 84.0
ol 140 1] -‘i“--‘-‘-‘. AL Pl T N
m/z--> 20 40 60 80 100 120 140 160
Abundance #16933: 1,5—Heptadiene, 3,3,5—trimethy|— [TT T T[T T T[T T [ TT T[T
69.0 7.20 7.40 7.60 7.80 8.00
41.0 m/z 57.00 50.39%
5000
95.0
. 210 | 550 | g0 ‘ 109.0123.0 138.0
m/z--> 20 40 60 80 100 120 140 160 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.65 Concentration Rank 7

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

7.65 55.44 ng 2406230 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 37
2 1-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 27
3 Pentane. 2.2.4-trimethvl-4-nitro- 159 C8H17NO02 005342-78-9 27
4 Octane. 3-methvl- 128 C9H20 002216-33-3 25
5 2-Decene, 5-methyl-, (2)- 154 C11H22 074645-86-6 22

Abundance Scan 903 (7.648 min): BF107964.D (-898) (-) m/z 57.00 100.00%
57.0
5000 1311
83.1
) 7.40 7.60 7.80 8.00
0 o8- m/z 131.10 39.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0
5000
85.0 7.40 7.60 7.80 8.00
m/z 55.00 36.87%
o A0 LU 190 1600 mgo 290 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6716: 1-Hexene, 5,5-dimethyl-
57.0
740 7.60 7.80 8.00
5000 m/z 41.00 31.40%
29.0
‘ ‘ 97.0
0'”P'”L”TPM'“”L'JW'”W”'W”'W””I””I””P'”P”'P”W'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #30652: Pentane, 2,2,4-trimethyl-4-nitro- a  BEamEE S
57.0 7.40 7.60 7.80 8.00
m/z 83.10 27 .95%
5000{ 30.0
} 97.0
0'”P'”L””I””I””I””I”'W”"”"”'W”'W”'W”'W'”W'”W'” U SR UL IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.74 Concentration Rank 16

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

7.74 30.72 ng 1333200 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 4-methvl- 135 C8H9NO 000619-55-6 46
2 1.3.8-p-Menthatriene 134 C10H14 018368-95-1 42
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 42
4 p-Cvmene 134 C10H14 000099-87-6 42
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 42

Abundance Scan 919 (7.742 min): BF107964.D (-915) (-) m/z 135.10 100.00%
135.1
5000
30 >0 0 BT 19
' | | | 1501 oo 7.40 7.60 7.80 8.00
of el 1682 m/z 57.00 27.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15500: Benzamide, 4-methyl-
119.0
135.0
91.0
5000 LM L L UL
7.40 7.60 7.80 8.00
65.0 m/z 93.10 25.38%
o 390 520 | 780 | 106.0 |
mz-> 20 40 60 8 100 120 140 160 180
Abundance #14836: 1,3,8-p-Menthatriene
119.0
740 7.60 7.80 800
5000 m/z 119.10 19.72%
91.0 134.0
4aL0 oy 770 105.0
0 |....‘,‘..‘..|‘."...“,..l‘.|‘.‘..‘.‘ﬂ..k‘.,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 7.40 7.60 7.80 8.00
m/z 43.05 19.63%
5000
00 91.0 134.0
0 26\'0 \.\ ! 63'\0 77\.‘0 . 1Q$0 L .
mz-> 20 40 60 8 100 120 140 160 180 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 trans-Decalin, 2-methyl- Concentration Rank 10

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

7.77 48.08 ng 2086810 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 94
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 93
3 Cvclodecene. 1-methvl- 152 C11H20 066633-38-3 80
4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 58
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 58

Abundance Scan 924 (7.772 min): BF107964.D (-921) (-) m/z 81.10 100.00%
81.1
67.0 9.1 152.2
5000 1371
109.1 153 1
41|O 54.0 ‘ | | | 1652 1801 7.40 7.60 7.80 8.00 8.20
O bl 16521801 1 2T 95 10 79.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25429: trans-Decalin, 2-methyl-
81.0
67.0
41.0 95.0 152.0
5000 RS LN LN LR
137.0 7.40 7.60 7.80 8.00 8.20
27.0 5400 109.0 m/z 67.00 75.76%
|| 1230 |
o} o e M B o o
m/z--> 20 40 60 80 100 150 150 160 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 67.0 81.0 152.0
95.0 L L LR S
7.40 7.60 7.80 8.00 8.20
27.0 )
5000 1370 m/z 152.20 71.96%
5410 109.0
A
0.,.‘...H‘..‘ll‘,.”.“..W:.‘.“‘ ‘ ....‘,...‘. S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25420: Cyclodecene, 1-methyl- R e e e e e
67.0 81.0 7.40 7.60 7.80 8.00 8.20
95.0 m/z 82.10 42 .20%
41.0
5000
109.0 152.0
27.0 137.0
il Wl || e
0. \H “‘."..‘.“.‘luu‘..|‘l...|...‘.|....|.. R RAREEEmasm e
m/z--> 80 100 120 140 160 180 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Naphthalene, decahydro-2-me... Concentration Rank 5

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

7.89 57.17 ng 2480980 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 64
2 9-Methvlbicvclol3.3.11Tnonane 138 C10H18 025107-01-1 55
3 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 49
4 Cvclohexanone. 5-methvl-2-(l-met... 152 C10H160 015932-80-6 49
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 49

Abundance Scan 944 (7.890 mm) BF107964.D (-941) ( m/z 152.20 100.00%
67.0 81.1 95. 5p.2

5000

7.60 7.80 8.00 8.20
SR ¥ N B | ) 14521781 | T 67 00 99 350%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #25446: Naphthalene, decahydro-2-methyl-

41.0 81.0 152.0
67.0 95.0

39.0 53.0

o

7.60 7.80 8.00 8.20
m/z 95.10 94 .19%

5000

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #16909: 9-Methylbicyclo[3.3.1]nonane
67.0 81.0
LA e
410 7.60 7.80 8.00 8.20
5000 : 95.0 m/z 81.10 93.62%
54{0
‘ | 100, 0123'0 138.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #10664: 3,4-Octadiene, 7-methyl- S EREREREE RS
410 67.0 7.60 7.80 8.00 8.20
: m/z 82.10 66.92%
81.0
5000 95.0
‘HO ‘ 1090
124.0
o..,....,....il...?ilz. .u‘i.‘,...‘.,.... P e, e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107964.D

Aca On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 20

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

7.98 20.00 ng 867985 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 90
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 83
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 81

Abundance Scan 959 (7.978 min): BF107964.D (-958) (-) m/z 117.10 100.00%
117.1
5000 132.1
51.0 77091'1 7.60 7.80 8.00 8.20 8.40
: : 146.1160.1 : : : : :
oSN £ 9 B 1r8.2 m/z 132.10 38.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
7.60 7.80 8.00 8.20 8.40
m/z 115.10 30.77%
0 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
T T
7.60 7.80 8.00 8.20 8.40
5000 132.0 m/z 145.10 23.25%
39.0 65.0 91.0 ‘
b 20 L b e
m/z--> 20 40 80 100 120 140 160 180
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 7.60 7.80 8.00 8.20 8.40
m/z 131.10 19.35%
39.0 65.0 91.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080318\
Data File : BF107964.D

Acq On > 4 Aug 2018 3:39

Operator : JU/SJ

Sample : J4297-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-M
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]
Cyclohexane, 1-et... 5.98 34.3 ng 2142840 1 6.97 1249680 20.0
Octane, 2,6-dimet... 6.20 100.5 ng 6281800 1 6.97 1249680 20.0
Undecane, 6-methyl- 6.25 30.3 ng 1895150 1 6.97 1249680 20.0
Undecane, 5,6-dim... 6.39 46.5 ng 2906670 1 6.97 1249680 20.0
Cyclohexane, 1,1,... 6.49 102.1 ng 6376810 1 6.97 1249680 20.0
3-Hexene, 3-ethyl... 6.70 56.1 ng 3507360 1 6.97 1249680 20.0
unknown6 .74 6.74 59.1 ng 3692500 1 6.97 1249680 20.0
unknown6 .80 6.80 21.3 ng 1328780 1 6.97 1249680 20.0
2-Hexyl-1-octanol 6.87 53.3 ng 3332740 1 6.97 1249680 20.0
unknown6 .91 6.91 33.4 ng 2085060 1 6.97 1249680 20.0
Undecane, 3-methyl- 7.06 42.0 ng 2624110 1 6.97 1249680 20.0
Decane, 3-methyl- 7.10 46.0 ng 2874770 1 6.97 1249680 20.0
Cyclopentane, hexyl- 7.22 55.0 ng 3434590 1 6.97 1249680 20.0
Naphthalene, deca... 7.36 25.4 ng 1587420 1 6.97 1249680 20.0
unknown? .60 7.60 61.9 ng 3867160 1 6.97 1249680 20.0
unknown? .65 7.65 55.4 ng 2406230 2 8.25 867985 20.0
unknown? .74 7.74 30.7 ng 1333200 2 8.25 867985 20.0
trans-Decalin, 2-_.. 7.77 48.1 ng 2086810 2 8.25 867985 20.0
Naphthalene, deca... 7.89 57.2 ng 2480980 2 8.25 867985 20.0

2

Benzene, 2-etheny... 7.98 20.0 ng 867985 8.25 867985 20.0
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