LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 4.278 324 330 334 rBV2 53250 75650 1.37% 0.085%
2 4.607 381 386 393 rBV 115704 140829 2.56% 0.157%
3 4.996 448 452 459 rVB 297623 313539 5.69% 0.350%
4 5.072 459 465 468 rBV 260051 366673 6.65% 0.410%
5 5.107 468 471 475 rVvV 180668 213204 3.87% 0.238%
6 5.154 475 479 485 rvv2 704804 970043 17.61% 1.084%
7 5.213 485 489 494 rVvVv3 156968 270608 4.91% 0.302%
8 5.284 498 501 507 rvB2 101813 119505 2.17% 0.134%
9 5.354 507 513 516 rBVY2 508465 781606 14.19% 0.873%
10 5.384 516 518 522 rVB 128928 133682 2.43% 0.149%

11 5.501 536 538 542 rBvV2 99729 118396 2.15% 0.132%
12 5.596 549 554 557 rBv2 216722 338926 6.15% 0.379%
13 5.631 557 560 564 rVB 383387 406619 7.38% 0.454%
14 5.707 570 573 575 rBV 625719 771100 13.99% 0.862%
15 5.754 578 581 584 rVB 852289 728184 13.22% 0.814%

16 5.796 584 588 591 rBv2 548765 596519 10.83% 0.666%
17 5.860 596 599 604 rBvV 407963 393122 7.13% 0.439%
18 5.966 609 617 620 rBV3 1142524 2019987 36.66% 2.257%
19 6.001 620 623 627 rBVv3 646214 987738 17.93% 1.104%
20 6.060 630 633 634 rBv2 134714 134812 2.45% 0.151%

21 6.084 634 637 638 rBv 502321 445615 8.09% 0.498%
22 6.101 638 640 643 rVB 1154772 974597 17.69% 1.089%
23 6.137 643 646 649 rBv3 775225 917354 16.65% 1.025%
24 6.184 649 654 661 rBv2 3053437 5509952 100.00% 6.156%
25 6.243 661 664 666 rVB 1772364 1676514 30.43% 1.873%

26 6.278 666 670 672 rBv3 559557 711493 12.91% 0.795%
27 6.307 672 675 677 rVB 602456 569364 10.33% 0.636%
28 6.331 677 679 682 rVB2 440406 445626 8.09% 0.498%
29 6.378 682 687 691 rBV3 1695428 2645747 48.02% 2.956%
30 6.419 691 694 699 rVB5 487343 821279 14.91% 0.918%

31 6.478 699 704 712 rBV2 3033274 5076233 92.13% 5.672%
32 6.560 714 718 721 rBV3 573360 834875 15.15% 0.933%
33 6.590 721 723 725 rBV 1101518 1062488 19.28% 1.187%
34 6.613 725 727 730 rVB2 1353716 1175459 21.33% 1.313%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 6.643 730 732 734 rBV 835697 624842 11.34% 0.698%

36 6.684 734 739 743 rBV4 1721673 3147131 57.12% 3.516%
37 6.725 743 746 751 rVB3 1870290 2727130 49.49% 3.047%
38 6.778 751 755 757 rBV 1030231 1274926 23.14% 1.424%
39 6.801 757 759 761 rVB2 1219593 1021107 18.53% 1.141%
40 6.825 761 763 765 rBV 523701 554579 10.07% 0.620%

41 6.854 765 768 773 rBv4 732896 1152012 20.91% 1.287%
42 6.901 773 776 778 rBv4 1220806 1512378 27.45% 1.690%
43 6.995 787 792 795 rBV3 840413 1335868 24.24% 1.493%
44 7.054 795 802 804 rBV3 1371104 2543532 46.16% 2.842%
45 7.084 804 807 812 rBV5 2192995 2957116 53.67% 3.304%

46 7.166 819 821 824 rBV2 1184037 1127986 20.47% 1.260%
47 7.213 824 829 833 rVB3 2247631 3369884 61.16% 3.765%
48 7.284 837 841 844 rBv4 867690 1170630 21.25% 1.308%
49 7.313 844 846 847 rBv2 283832 226139 4._.10% 0.253%
50 7.342 848 851 853 rvv2 1692619 1820409 33.04% 2.034%

51 7.366 853 855 860 rvB3 1375776 1782937 32.36% 1.992%
52 7.419 860 864 867 rBv2 718522 1054393 19.14% 1.178%
53 7.478 868 874 878 rBV3 2256429 4457351 80.90% 4_.980%
54 7.519 878 881 884 rvv4 1737458 2143335 38.90% 2.395%
55 7.590 888 893 896 rBV3 2176148 3759586 68.23% 4._.200%

56 7.637 896 901 905 rBV3 1427364 2364061 42.91% 2.641%
57 7.719 913 915 919 rBv2 791167 1158366 21.02% 1.294%
58 7.760 919 922 929 rVB4 1290138 1941813 35.24% 2.170%
59 7.878 939 942 947 rVB6 1662398 2566107 46.57% 2.867%
60 8.054 968 972 977 rBV6 1007371 1933194 35.09% 2.160%

61 8.107 977 981 984 rBV2 1247901 2000037 36.30% 2.235%
62 12.566 1736 1739 1742 rBV 1341053 1573304 28.55% 1.758%
63 12.754 1768 1771 1775 rVB2 970529 1077722 19.56% 1.204%
64 12.960 1804 1806 1811 rVB 824300 901505 16.36% 1.007%
65 13.001 1811 1813 1817 rVB 613397 626292 11.37% 0.700%

66 13.083 1824 1827 1830 rBV 908293 850523 15.44% 0.950%

Sum of corrected areas: 89503533
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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\

BF107962.D

4 Aug 2018 2:46

JussJ

J4297-08 2X

27 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 : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 1-Ethyl-4-methylcyclohexane Concentration Rank 10

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

5.97 30.24 ng 2019990 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 90
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 87
3 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 81
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 80
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 80

Abundance Scan 618 (5.972 min): BF107962.D (-609) (-) m/z 55.00 100.00%
58.0 97.0
5000
41.0 69.0
| | 81.0 11y 61 5.60 5.80 6.00 6.20 6.40
Ot e ettt el et e b | Mz 97.05  98.63%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000
5.60 5.80 6.00 6.20 6.40
41.0 69.0 126.0 m/z 41.00 25.88%
27.0 81.0
0"P'Jh'”'hm"PHLW"mi'”'l”"P"W"Eﬁ%R'I”"P'”
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
5.60 5.80 6.00 6.20 6.40
5000 41.0 m/z 69.05 22 .84%
69.0
0 | ‘ e M‘ 8\3\\0 M 111.0 12\6.0
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
m/z 56.00 17.33%
5000
41.0 69.0
29.0 126.0
Ob bbb ,...HM.. .?ﬁ:?.., 2 SN S
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 : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 1

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

6.18 82.49 ng 5509950 1,4-Dichlorobenzene-d4 6.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 80
3 Octane. 3.6-dimethyl- 142 C10H22 015869-94-0 72
4 Sulfurous acid. butyl octvl ester 250 C12H2603S 1000309-17-5 64
5 3-Hexanone, 2,2-dimethyl- 128 C8H160 005405-79-8 47

5.80

57.00 100.00%

6.00 6.20

6.40 6.60

m/z

5.80

71.10

6.00 6.20

50.14%

6.40 6.60

Abundance Scan 653 (6.178 min): BF107962.D (-649) (-)
57.0
5000 43.0 i
113.1
o , 81 o9g1 1T 1271 1422
rrrrrr e e et e e e e e e
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
29.0 113.0
ol 150 ] ,L o 80 g0 T 1270 1420
R e AN e N L o o e R RAN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19171: Nonane, 3-methyl-
57.0
43.0
5000 .0
29.0
0 | s i ‘ 85.0 9g.0 11ﬁo 127.0 142.0
P e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57.0
71.0
5000 430
29.0
113.0
0 1 L 80 990 "1 1270 1420
R R o N N s R o RABRENEEEDS SRR ERERRe
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z

5.80

43.00

6.00 6.20

46.10%

6.40 6.60

m/z

5.80

41.00

6.00 6.20

32.47%

6.40 6.60

m/z

5.80

56.00

6.00 6.20

29.76%

6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 Hexane, 3-ethyl-2,5-dimethyl- Concentration Rank 14

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

6.24 25.10 ng 1676510 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 50
2 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 42
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 39
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 38
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 38

Abundance Scan 664 (6.243 min): BF107962.D (-661) (-) m/z 57.00 100.00%
57.0
5000 43.0
98.1
711 85.1 6.00 6.20 6.40 6.60
o..,....,....-,|:...,..-!.,....,'....,..'..,....-,....1,1.?.1.,....,...1.‘,‘.2..1.,....,....,.... m/z 43.00 38.80%
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
5000

6.00 6.20 6.40 6.60
m/z 98.10 24 .36%

29.0 71.0 98.0
0 I,y 850 7T 1130 142.0
RAARa B L o e A RAARASRRER EEca s
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
5000 43.0 m/z 41.00 19.49%
71.0
| | ‘ 85.0 99.0 113.0
0”“”w””L”wuhpnqnnpmw””“”w””“”.””“”w””“”q””
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 6.00 6.20 6.40 6.60
m/z 56.00 9.64%
5000
43.0
29.0 71.0 98.0
0 l g, ‘y” 850 | 113.0126.0 141.0 155.0 170.0
e e e T e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 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 : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 Heptane, 3-ethyl-2-methyl- Concentration Rank 8

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

6.38 39.61 ng 2645750 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 53
2 Octane. 2.5.6-trimethvl- 156 C11H24 062016-14-2 53
3 Decane. 2.2.8-trimethvl- 184 C13H28 062238-01-1 47
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 47
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 43

Abundance Scan 687 (6.378 min): BF107962.D (-682) (-) m/z 57.00 100.00%
571.0
43.0
5000
7.0 g5 98.1 1
- 6.00 6.20 6.40 6.60 6.80
1111
0 Y v . S m/z 43.00 59.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57.0
5000 410 98.0 SRR RS AR N
6.00 6.20 6.40 6.60 6.80
0,
270 L0 oo o m/z 41.00 40.14%
ol 14.0 N \ 113.0 142.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #28443: Octane, 2,5,6-trimethyl-
57.0
6.00 620 640 6.60 6.80
5000 43.0 m/z 55.00 32.01%
29.0 70.0 85.0
0 1 ‘ I 99011201270 1560
miz--> 20 40 60 80 100 120 140 160
Abundance #48898: Decane, 2,2,8-trimethyl- B AAREERETaTE S
57.0 6.00 6.20 6.40 6.60 6.80
m/z 56.00 31.29%
5000
41.0 71.0
0 270 || | 85.0 99.0 113.0127.0 169.0
m/z--> 20 40 60 80 100 120 140 160 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 2

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

6.48 76.00 ng 5076230 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 93
2 4-Decene 140 C10H20 019689-18-0 64
3 4-Octene. 2.6-dimethvl-. IS-(2)1- 140 C10H20 062960-77-4 53
4 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 53
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 50

Abundance Scan 704 (6.478 min): BF107962.D (-699) (-) m/z 69.05 100.00%
69.0
55.0
5000 125.1
83.0 111.1 Vel AVAIVEUAn et
| | | h 97.0 140.2 6.20 6.40 6.60 6.80
0 .,....,....,!...,....,....,....,':...,...-'.,....,!...,...'.,....:....,. m/z 55.00 76.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
41.0 69.0
Y 550
5000 U SR R R A
29.0 125.0 6.20 6.40 6.60 6.80
8.0 m/z 70.10 58.73%
|‘ | | ul || 97.0 111.0 140.0
O'P'“I“'W'“'PIJI“'W'”'”“'"ml“'Wh”'P'hl”'W'”'P
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #17932: 4-Decene
55.0
410 69.0 6.20 6.40 6.60 6.80
5000 ' m/z 41.00 48.90%
140.0
‘ 83.0 97.0
0'|"“|"”|'“'|”l‘|“'H|“"NL“'w'jh"iﬁ{?'l'“'|“"|”"w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18041: 4-Octene, 2,6-dimethyl-, [S-(2)]- R e R M
55.0 6.20 6.40 6.60 6.80
69.0 m/z 56.00 47 .30%
5000 41.0
29.0 83.0 111.0 140.0
0'|"Jh""w"'|“'Ml“'“”'“'|jl”|'?Z?"“|t"'ﬁ%§9v"'k"'w IS SR R L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 Cyclohexane, 1-methyl-3-pro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.68 47.12ng 3147130  1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclohexane. 1-methvl-3-propvl- 140 CIOH20 004291-80-9 87

001678-82-6 72
1000309-22-4 72
000099-82-1 64

2 Cyclohexane. 1-methvl-4-(l-methy... 140 C10H20
3 Sulfurous acid. cvclohexvimethvl... 402 C23H4603S
4 1-Methyl-4-(1-methvlethvl)-cvclo... 140 C10H20

5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 64
Abundance Scan 738 (6.678 min): BF107962.D (-734) (-) m/z 55.00 100.00%
55.0 97.1
5000
140.2 640 6.60 680 7.00
o...,..??h...n!',.n."??'? hoaas A Tw/z 97.10 91.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
SE.O 97.0
5000 LANLIL I L L L L L L
6.40 6.60 6.80 7.00
m/z 41.00 25.26%
29.0
Pt 0 7 O N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
53.0
R R REREEEEEEE R
or.0 6.40 6.60 6.80 7.00
5000 m/z 56.00 18.46%
290 L
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecy! ester B e e S
97.0 6.40 6.60 6.80 7.00
m/z 69.10 18.37%
5000 550
e s sl o A
m/z--> 20 40 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00

8270-BF073018.M Mon Aug 06 17:01:27 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 unknown6.72 Concentration Rank 7

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

6.72 40.83 ng 2727130 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexahvdropvrrolizin-3-one 125 C7H11NO 126424-83-7 38
2 Ethvl 2-formvl-1-cvclopropanecar... 142 C7H1003 013949-93-4 35
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 27
4 Cvclopentane. pentvl- 140 C10H20 003741-00-2 25
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 22

Abundance Scan 745 (6.719 min): BF107962.D (-743) (-) m/z 97.10 100.00%
55.0 97.1

5000
VESN A Nt
1091 1320 L5an 6.40 6.60 6.80 7.00
01 : m/z 55.00 91.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10840: Hexahydropyrrolizin-3-one
91.0 125.0

69.0

5000

6.40 6.60 6.80 7.00
m/z 69.10 51.37%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19516: Ethyl 2-formyl-1-cyclopropanecarboxylate, trans
97.0
20.0 69.0 R e EREEsEmsmsmEmms
6.40 6.60 6.80 7.00
5000 1.0 m/z 70.10 32.01%
113.0
85.0 142.0
15‘0 \‘\ M ‘ ‘\ L 55\\0 L ‘ M ‘ | 127.0
Ot e T e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine M
132.0 6.40 6.60 6.80 7.00
m/z 96.10 31.48%
97.0
5000
70.0
52.0
310 116.0
o) NSNS BB YA AN PR ST B S S | S e R B m e e
RN AR RRARS RRRRN RARRS SRS RRRRN RRRAN LRSS RARAN RARAN LA AL RARAY| T T T T T
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 : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 unknown6.90 Concentration Rank 16

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

6.90 22.64 ng 1512380 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 35
2 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 27
3 Decane. 3.4-dimethvl- 170 C12H26 017312-45-7 22
4 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 22
5 Nonane, 3,7-dimethyl- 156 Cl11H24 017302-32-8 22

Abundance Scan 776 (6.901 min): BF107962.D (-773) (-) m/z 57.00 100.00%
57.0
5000
660 6.80 7.00 7.20
0 m/z 43.05 58.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57.0
5000 RSN SRR AN R
29.0 6.60 6.80 7.00 7.20
85.0 m/z 69.10 51.44%
0 126.0 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
660 6.80 7.00 7.20
5000 m/z 55.00 48 .98%
85.0
0 L ‘ JL ‘ ‘u?o 141.0 BZO nso 253.0
m/z--> zb 45 éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #38345: Decane, 3,4- dlmethyl LI L LB N N N B |
57.0 6.60 6.80 7.00 7.20
m/z 71.10 48.66%
5000
29.0 85.0 1120
X N NSO B B v VL LA L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 6.60 6.80 7.00 7.20

8270-BF073018.M Mon Aug 06 17:01:29 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 Undecane, 3-methyl- Concentration Rank 9

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

7.05 38.08 ng 2543530 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 64
2 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 64
3 Hexacosane 366 C26H54 000630-01-3 59
4 Decane. 3-methvl- 156 C11H24 013151-34-3 59
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59

Abundance Scan 801 (7.048 min): BF107962.D (-795) (-) m/z 57.00 100.00%
57.0
5000
85.1
112.1 6.80 7.00 7.20 7.40
ol ,-.l! .l-|.l,]1:*.44.1-,2. e m/z 71.10 49.01%
m/z--> 50 100 150 200 250 300 350
Abundance #38335: Undecane, 3-methyl-
57.0
5000 BRI UL IR
85.0 6.80 7.00 7.20 7.40
29.0 m/z 43.00 48.34%
o || ‘ | | 112014101700
m/z--> 50 100 150 200 250 300 350
Abundance #50324: 1-Octanol, 2-butyl-
57.0
680 7.00 7.00 7.40
5000 m/z 56.00 36.20%
29.0 85.0
0 |‘J|J|‘Il|.|| .‘Il."lll.?'.o..lsl‘l'.o...,.... —
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e R
57.0 6.80 7.00 7.20 7.40
m/z 41.00 34.74%
5000 85.0
. 290 | | | [1139141.0160.0107.0225.0253.0 295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40

8270-BF073018.M Mon Aug 06 17:01:29 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 unknown7.08 Concentration Rank 6

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

7.08 44 _27 ng 2957120 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 43
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 41
3 Cvclohexane. pentvl- 154 C11H22 004292-92-6 38
4 Cvclohexane. (l-methvlpropvl)- 140 C10H20 007058-01-7 38
5 Formic acid, 4,4-dimethylpent-2-... 144 C8H1602 1000368-69-9 35

Abundance Scan 806 (7.078 min): BF107962.D (-804) (-) m/z 57.00 100.00%
.0
5000
M1 "ok 780 720 7h0
o 1) 18211661 m/z 55.00 60.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #18027: Cyclohexane, (2-methylpropyl)-
5000 U S L L L
6.80 7.00 7.20 7.40
97.0 m/z 41.00 56.08%
) 15,0 140.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17969: Cyclohexane, butyl-
83.0
55.0 680 7.00 7.20 7.40
5000 m/z 83.10 49 .86%
41.0
140.0
0"|“"v"'v"w"“ '”'I“éﬁw?”'IJ"P?Z;?'%ﬁ%fil'”'l”"h"W"”I'“'I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27051: Cyclohexane, pentyl- L B s
83.0 6.80 7.00 7.20 7.40
m/z 56.00 44 . 79%
55.0
5000
41.0
27.0 69.0 154.0
O'W'”'P'm“”'ﬁ”'W'”'P'”““'W'L'P?i?”%}%9'¥%§9'”I“'W'L'P'”I”' U S L L L
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

8270-BF073018.M Mon Aug 06 17:01:30 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 5-Undecene Concentration Rank 4

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

7.21 50.45 ng 3369880 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Undecene 154 C11H22 004941-53-1 87
2 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 64
3 4-1sopropvl-1.3-cvclohexanedione 154 C9H1402 062831-62-3 58
4 Cvclohexane. 1.1-dimethvl-2-propvl- 154 C11H22 081983-71-3 55
5 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 52

Abundance Scan 828 (7.207 min): BF107962.D (-824) (-) m/z 69.10 100.00%
55.0 69.1
5000 41.0 83.1
111.1
971 2 I U IR
| | |I 1751 130.2 154 6.80 7.00 7.20 7.40 7.60
0.,....,....i!...,.'...,...':,....,.'.'..,....,....,.-...,..'..,....',....,.!..,... m/z 55.00 89.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27019: 5-Undecene
58.0
69.0
5000 41.0 A S S IR
83.0 154.0 6.80 7.00 7.20 7.40 7.60
97.0 m/z 56.00 59.26%
0 || ‘ | o 125.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
55.0 N —
41.0 6.80 7.00 7.20 7.40 7.60
5000 84.0 m/z 41.00 49 _.44%
29.0
‘ ‘ 97.0 111.0 1390 1540
O'V'Lv'““h“lh'w'“Mt”'mm'w'mv'“m“'wﬁég'““'”'VH'V“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27664: 4-Isopropyl-1,3-cyclohexanedione R RREEEEEEsS T
69.0 6.80 7.00 7.20 7.40 7.60
41.0 83.0 m/z 83.10 41.42%
55.0 ' 112.0
5000
9r.0 154.0
0'|“"v"M"“l'“H|“'Hm"wwﬂ'w”'ml'“'J“"&???'}ﬁ?R"v"w"' I U IR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40 7.60

8270-BF073018.M Mon Aug 06 17:01:30 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 Naphthalene, decahydro- Concentration Rank 11

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

7.34 27.25 ng 1820410 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
2 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 87
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 81
4 Spirol4.51decane 138 C10H18 000176-63-6 76
5 1,1"-Bicyclopentyl 138 C10H18 001636-39-1 59

Abundance Scan 851 (7 342 min): BF107962.D (-848) (-) m/z 67.00 100.00%
0 138.2
82.1 96.1
5000
41.0
0 109.1 7.00 7.20 740 760
11231 : - : :
0 bl l 172 ) 15311659 m/z 138.20 87.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16891: Naphthalene, decahydro-
67.0 96.0 138.0
82.0
5000 41.0
09.0 7.00 7.20 7.40 7.60
54l0 109 m/z 68.10 75.57%
o 27.0 eerell 123.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16920: Naphthalene, decahydro-, trans-
67.0
138.0 R NI L IR I
41.0 82.0 96.0 7.00 7.20 7.40 7.60
5000 m/z 96.10 63.36%
21.0 540 109.0
O”P”W“MP”4h”ﬁwﬁ”mP”M””wN'””W”ﬁﬁPP”“””P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16913: Naphthalene, decahydro-, cis- B B
67.0 81.0 96.0 138.0 7.00 7.20 7.40 7.60
m/z 82.10 62.50%
5000 41.0
109.0
270 54,0
O”P”W“MP“L“”ﬁLW”LM”WA““J'””L”ﬁQPP”“””P”W””P' R NI L IR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 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 : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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, (2-methylbutyl)- Concentration Rank 12

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

7.37 26.69 ng 1782940 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 50
2 Cvclopropane. 1.2-dimethvl-1-pen... 140 C10H20 062238-04-4 49
3 3-Decene. 2-methvl-. (2)- 154 C11H22 055499-05-3 46
4 4-Decene. 2-methvl-. (2)- 154 C11H22 055499-07-5 43
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 43

Abundance Scan 856 (7.372 min): BF107962.D (-853) (-) m/z 69.10 100.00%
69.1
58.0 84.1
5000 43.0 139.2
98.1 111.1 121 15?-2 700 7.0 7.40 7.60 7.80
Obrrreprrrrprrre e el bbby oo | M/Z 55.00  63.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18023: Cyclopentane (2-methylbutyl)-
69.0
41.0 55.0
5000 111.0 SR LS IS R
83.0 700 7.0 7.40 7.60 7.80
m/z 84.10 58.67%
Il 97.0 1250 140.0
0""I""I""I""I""I"' AR AR RRRSS LA RULSS LA SARAE LRSS SRS LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #18055: Cyclopropane, 1,2-dimethyl-1-pentyl-
69.0
55.0 LI [ L
41.0 7.00 7.20 7.40 7.60 7.80
5000 m/z 83.10 52.71%
84.0
29.0
0 H H‘ T \ \‘ 112.0 1250 140.0
T I T e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27065: 3-Decene, 2-methyl-, (2)- L R e e
56.0 69.0 7.00 7.20 7.40 7.60 7.80
m/z 56.05 50.46%
41.0
5000
e 830 154.0
0 H “\ L [[1]; 97\\0 111.0 126.0 139.0
R R L L L N B LR LR L e s N A RARRR R B e SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60 7.80
8270-BF073018.M Mon Aug 06 17:01:32 2018

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 unknown7.59 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.59 56.29 ng 3759590 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 6.6-... 194 C13H220 1000163-97-9 38
2 Cvclopentanecarboxvlic acid. cvc... 168 C10H1602 1000282-76-8 38
3 Cvclohexane. 1-ethvl-2-propvl- 154 C11H22 062238-33-9 30
4 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 27
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 27
Abundance Scan 893 (7.590 min): BF107962.D (-888) (-) m/z 69.10 100.00%
55.0 69.1

5000
148.1 166.1 7.20 7.40 7.60 7.80 8.00
ol el e m/z 55.00 85.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56437: Bicyclo[3.1.1]heptan-3-one, 6,6-dimethyl-2-(2-meth...
69.0
55.0
5000 410 970 LA L L L L L L L L L
' 7.20 7.40 7.60 7.80 8.00
125.0 m/z 41.00 54 _.44%
o 21.0 880 Il 1310 | | 151.0  179.0194.0
A I T T T I T T I T T I T T I T T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36457: Cyclopentanecarboxylic acid, cyclobutyl ester
69.0
97.0 IIIIIIIIIIIIIIIIIIIIIIII
7.20 7.40 7.60 7.80 8.00
5000 m/z 43.05 54.21%
41.0 55.0 115.0
270 | | |, 1400 168.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27082: Cyclohexane, 1-ethyl-2-propyl- A e e R ma
69.0 7.20 7.40 7.60 7.80 8.00
m/z 57.05 53.78%
5000 55.0 111.0
41.0 83.0 125.0
27.0 ‘ H ‘ ‘ 97.0 154.0
e o o o e e L o R o
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 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 : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 unknown7.64 Concentration Rank 15

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

7.64 23.64 ng 2364060 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 27
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 22
3 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 16
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 16
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 14

Abundance Scan 902 (7.642 min): BF107962.D (-896) (-) m/z 57.00 100.00%
57.0
5000
39 R REC-Y. 740 7.60 7.80 8.00
o : m/z 43.10 28.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 U U L L R
7.40 7.60 7.80 8.00
29.0 83.0 m/z 41.00 24.38%
0 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74057: Heptyl isobutyl carbonate
57.0
740 7.60 7.80 8.00
5000 m/z 55.00 19.36%
98.0
o 290 ‘\ | ge0_ ). 1190 14301610
m/z--> ﬁo 45 60 85 100 150 140 160 180 200 220 240
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester I  BREmEEES B
57.0 7.40 7.60 7.80 8.00
m/z 56.00 18.81%
5000
113.0
85.0
290
0"'l""|"'h|"h"|U"'hl"‘l" "}ﬁﬁq"l"”l"" """%??P' U U R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 Naphthalene, decahydro-2-me... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.76 19.42 ng 1941810 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 91
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 87
3 Bicvclol4.1.0lheptan-3-one. 4.7.... 152 C10H160 004176-04-9 76
4 cis-Decalin. 2-svyn-methvl- 152 C11H20 1000155-85-6 70
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 58
Abundance Scan 922 (7.760 min): BF107962.D (-919) (-) m/z 81.10 100.00%
81.1 95.1
67.0 152.2

5000

7.40 7.60 7.80 8.00

0 m/z 95.10 86.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 67.0 81.0 152.0

95.0

5000

7.40 7.60 7.80 8.00
m/z 67.00 79.35%

o SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25429: trans-Decalin, 2-methyl-
81.0
670 LA L L L L L LB L
410 95.0 152.0 7.40 7.60 7.80 8.00
5000 ’ m/z 152.20 78.61%
137.0
27.0 109.0
] | =
0 I H\\ alllolll, ol . L ! |
B o T s B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25374: Bicyclo[4.1.0]heptan-3-one, 4,7, 7-trimethyl-, [1R-...
81.0 152.0 7.40 7.60 7.80 8.00
67.0 m/z 82.10 44 . 41%
41.0
5000 95.0 110.0
27.0
‘ ‘ ‘ 137.0
obrr Al .‘Mw,.hl‘. 11T S N A —
m/z--> 20 40 60 80 100 120 140 160 180 740 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 : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 unknown7.88 Concentration Rank 13

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

7.88 25.66 ng 2566110 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 46
2 1-Adamantanol 152 C10H160 000768-95-6 41
3 (+)-2-Bornanone 152 C10H160 000464-49-3 41
4 3-t-Butvl-6-methvl-2H-pvran 152 C10H160 1000188-12-8 38
5 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 25

Abundance Scan 942 (7.878 min): BF107962.D (-939) (-) m/z 133.10 100.00%
5000
39.0 53.0 7.60 7.80 8.00 8.20
0 m/z 152.20 84 .15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
94.0
81.0
41.0
5000
5.0 109.0 7.60 7.80 8.00 8.20
' 152.0 m/z 95.10 82.50%
o 270 123.0137.0 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25086: 1-Adamantanol
95.0 152.0
760 7.80 8.00 820
5000 m/z 131.10 77.32%
41.0 55.0 .0 109.0
27 \ \\ \ I 137.0
0...|.‘.‘. H‘ - MH 'I"""I'H*"'I""I" T
m/z--> 20 80 100 120 140 160 180
Abundance #25105: (+)-2-Bornanone
95.0 7.60 7.80 8.00 8.20
81.0 m/z 81.10 71.61%
5000
410 559 109.0 152.0
0...|2.7..0..|....|....|....|.T...1|23.'.O]:3.7.|0....|....|.. RN RS L
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 unknown8.11 Concentration Rank 18

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

8.11 20.00 ng 2000040 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4-ethvl- 184 C13H28 017312-59-3 27
2 Oxalic acid. 6-ethvloct-3-vl hex... 314 C18H3404 1000309-34-4 27
3 Oxalic acid. butvl 6-ethvloct-3-... 286 C16H3004 1000309-34-2 27
4 Undecane. 2.4-dimethvl- 184 C13H28 017312-80-0 22
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 22

Abundance Scan 981 (8.107 min): BF107962.D (-977) (-) m/z 119.10 100.00%
119.1
43.1
85.1
5000
67. 148.1
” 167.2 7.80 8.00 8.20 8.40
Y SN : m/z 43.10 81.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48839: Undecane, 4-ethyl-
43.0
5000 8.0 AR AR AR LS LR
7.80 8.00 8.20 8.40
m/z 85.10 71.53%
m/z--> 2|0 4|0 6|0 8|0 l(I)O léO 14|10 léO IEIBO 2(I)O 2%0
Abundance #156379: Oxalic acid, 6-ethyloct-3-yl hexyl ester
43.0 85.0
780 8.00 820 8.40
5000 m/z 57.05 64 .46%
1o ymo
0 ,Z.tha‘,‘...‘.”,qal.‘,“.‘...“,..‘a.,....i....,....18.5.'9.,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #132773: Oxalic acid, butyl 6-ethyloct-3-y| ester R
510 g5 7.80 8.00 8.20 8.40
m/z 71.10 49 _.77%
5000
29.0 1110 141.0
0 "I""I""I'"'I'"'I'"'I""I"'}8§q'l""I%2%q AN RS R LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107962.D

Aca On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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 9,10-Dimethylanthracene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.57 20.00 ng 1573300 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 93
2 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 93
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 91
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 91
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 90

Abundance Scan 1740 (12.572 min): BF107962.D (-1736) (-) m/z 206.10 100.00%

206.1
5000

12.20 12.40 12.60 12.80

300 630 8904931 152117 4m

Olrrrprrom ot bl B 2042 3072 1 gz 191.10  49.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66249: 9,10-Dimethylanthracene
206.0
5000 LA L L L L L L L L B

12.20 12.40 12.60 12.80
m/z 189.10 28.19%

ol15.0 39.0 63.0 89.0 1270 1650

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66256: Phenanthrene, 2,3-dimethyl-
206.0
T
12.20 12.40 12.60 12.80
5000 m/z 205.10 24 _09%
89.0
oL 39.0 630 | 115013001650 | A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66257: Phenanthrene, 2,5-dimethyl- o
206.0 12.20 12.40 12.60 12.80
m/z 207.10 19.02%
5000
101.0 65.0
ol 270510 760/ | 1390190 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12 60 12. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080318\
Data File : BF107962.D

Acq On > 4 Aug 2018 2:46

Operator : JU/SJ

Sample : J4297-08 2X

Misc :

ALS Vial : 27 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]
1-Ethyl-4-methylc. .. 5.97 30.2 ng 2019990 1 6.96 1335870 20.0
Octane, 2,6-dimet... 6.18 82.5 ng 5509950 1 6.96 1335870 20.0
Hexane, 3-ethyl-2_.. 6.24 25.1 ng 1676510 1 6.96 1335870 20.0
Heptane, 3-ethyl-_.. 6.38 39.6 ng 2645750 1 6.96 1335870 20.0
Cyclohexane, 1,1,... 6.48 76.0 ng 5076230 1 6.96 1335870 20.0
Cyclohexane, 1-me... 6.68 47.1 ng 3147130 1 6.96 1335870 20.0
unknown6 .72 6.72 40.8 ng 2727130 1 6.96 1335870 20.0
unknown6 .90 6.90 22.6 ng 1512380 1 6.96 1335870 20.0
Undecane, 3-methyl- 7.05 38.1 ng 2543530 1 6.96 1335870 20.0
unknown7 .08 7.08 44_.3 ng 2957120 1 6.96 1335870 20.0
5-Undecene 7.21 50.5 ng 3369880 1 6.96 1335870 20.0
Naphthalene, deca... 7.34 27.3 ng 1820410 1 6.96 1335870 20.0
Cyclopentane, (2-... 7.37 26.7 ng 1782940 1 6.96 1335870 20.0
unknown? .59 7.59 56.3 ng 3759590 1 6.96 1335870 20.0
unknown? .64 7.64 23.6 ng 2364060 2 8.24 2000040 20.0
Naphthalene, deca... 7.76 19.4 ng 1941810 2 8.24 2000040 20.0
unknown? .88 7.88 25.7 ng 2566110 2 8.24 2000040 20.0
unknown8.11 8.11 20.0 ng 2000040 2 8.24 2000040 20.0
9,10-Dimethylanth... 12.57 20.0 ng 1573300 4 11.53 1573300 20.0
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