LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 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-BF092218 .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 2.734 96 110 116 rVB3 47083 123561 5.39% 0.324%
2 2.869 129 133 139 rvB2 15990 26722 1.17% 0.070%
3 3.093 155 171 180 rVB3 29763 92303 4_.03% 0.242%
4 3.281 189 203 213 rVB3 44024 117060 5.11% 0.307%
5 3.534 236 246 258 rVB 63588 172916 7.54% 0.454%
6 3.663 258 268 274 rBV 53614 100996 4_.41% 0.265%
7 3.740 274 281 287 rBV 54523 103935 4_.53% 0.273%
8 3.840 292 298 299 rVvv3 19289 28756 1.25% 0.075%
9 3.869 299 303 310 rVvB2 65218 116491 5.08% 0.306%
10 3.975 310 321 325 rBVY 1233424 2092077 91.26% 5.490%

11 4.022 325 329 335 rVB 617210 818140 35.69% 2.147%
12 4.122 337 346 351 rBV3 279098 472086 20.59% 1.239%
13 4.187 351 357 362 rVB 232938 376571 16.43% 0.988%
14 4.245 362 367 373 rBV3 33068 70984 3.10% 0.186%
15 4.322 373 380 388 rvB 944300 1367333 59.64% 3.588%

16 4.428 388 398 403 rVvB 474181 609816 26.60% 1.600%
17 4.498 403 410 412 rBV 62357 83968 3.66% 0.220%
18 4.528 412 415 420 rVB2 68147 96087 4._.19% 0.252%
19 4.592 420 426 431 rBV2 218269 296659 12.94% 0.778%
20 4.645 431 435 438 rBvY 164970 198857 8.67% 0.522%

21 4.675 438 440 444 rVB3 57518 69884 3.05% 0.183%
22 4._.757 449 454 457 rVwV 796922 976099 42.58% 2.561%
23 4.792 457 460 463 rVvVv 213285 243418 10.62% 0.639%
24 4.845 463 469 475 rVV3 1516458 2292511 100.00% 6.016%
25 4.904 475 479 484 rVvV 771239 851165 37.13% 2.234%

26 4._.951 484 487 489 rVvv 158720 213145 9.30% 0.559%
27 4.975 489 491 495 rvv3 128013 142517 6.22% 0.374%
28 5.016 495 498 499 rvv 51593 52691 2.30% 0.138%
29 5.040 499 502 505 rvB 128824 128924 5.62% 0.338%
30 5.110 510 514 517 rBV 684635 728177 31.76% 1.911%

31 5.139 517 519 523 rVB2 49684 52835 2.30% 0.139%
32 5.287 540 544 546 rBV2 166140 202735 8.84% 0.532%
33 5.316 546 549 552 rVB 1775643 1595021 69.58% 4.185%
34 5.392 557 562 565 rBv2 106235 112162 4._.89% 0.294%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 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-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 5.475 573 576 580 rBv2 152087 172083 7.51% 0.452%

36 5.522 580 584 587 rvVB 251939 235905 10.29% 0.619%
37 5.563 587 591 593 rBvV 147448 156446 6.82% 0.411%
38 5.634 599 603 606 rBvV 48151 42995 1.88% 0.113%
39 5.728 611 619 623 rBv2 169521 239561 10.45% 0.629%
40 5.787 623 629 632 rBv4 67239 118865 5.18% 0.312%

41 5.863 637 642 647 rVB2 233621 225738 9.85% 0.592%

42 5.916 647 651 656 rBvV3 46460 92313 4._.03% 0.242%
43 5.963 656 659 665 rvB 319127 312830 13.65% 0.821%
44 6.022 665 669 671 rBvV 95178 86750 3.78% 0.228%
45 6.145 686 690 695 rBv4 47873 81563 3.56% 0.214%
46 6.239 703 706 710 rBV2 68763 84840 3.70% 0.223%

47 6.345 719 724 727 rBV 1912865 1761041 76.82% 4.621%
48 6.475 739 746 749 rBV 2087872 1822463 79.50% 4.782%
49 6.704 782 785 789 rVB 821377 658907 28.74% 1.729%
50 6.863 808 812 815 rBV 1756743 1411850 61.59% 3.705%

51 7.263 871 880 883 rBV 1211736 1156132 50.43% 3.034%
52 7.986 999 1003 1006 rBV 1132817 880370 38.40% 2.310%
53 9.063 1182 1186 1189 rBV 2718698 2190326 95.54% 5.748%
54 9.457 1249 1253 1256 rBV 700379 536346 23.40% 1.407%
55 9.739 1297 1301 1304 rBV 1126788 1040479 45.39%% 2.730%

56 10.521 1430 1434 1440 rBV 1354527 1238983 54.04% 3.251%
57 11.216 1548 1552 1554 rBV 1217173 1079298 47.08% 2.832%

58 11.233 1554 1555 1559 rVB 70629 51765 2.26% 0.136%
59 11.751 1639 1643 1647 rBV2 116324 140535 6.13% 0.369%
60 11.821 1652 1655 1658 rBV 39917 42650 1.86% 0.112%
61 12.074 1694 1698 1703 rVB2 38592 36128 1.58% 0.095%
62 12.263 1724 1730 1732 rBV 36898 43186 1.88% 0.113%
63 12.345 1741 1744 1749 rVB5 20594 26623 1.16% 0.070%

64 12.421 1751 1757 1762 rBV 184580 182946 7.98% 0.480%
65 12.533 1774 1776 1784 rVB3 100538 109791 4._.79% 0.288%

66 12.645 1790 1795 1798 rBV 193147 181649 7.92% 0.477%
67 12.798 1817 1821 1824 rVB 2133417 1945878 84.88% 5.106%

68 12.863 1828 1832 1836 rBv4 22915 35937 1.57% 0.094%
69 12.974 1849 1851 1854 rVB 37837 30788 1.34% 0.081%
70 13.039 1857 1862 1865 rBV3 43646 47376 2.07% 0.124%
71 13.074 1865 1868 1871 rVV 37555 35025 1.53% 0.092%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 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\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 13.380 1918 1920 1926 rVB4 25703 32336 1.41% 0.085%
73 13.480 1930 1937 1942 rBV 28270 43214 1.89% 0.113%
74 13.586 1950 1955 1958 rBV2 22348 31949 1.39% 0.084%

75 13.710 1973 1976 1985 rVB2 157328 237290 10.35% 0.623%

76 13.839 1993 1998 2001 rBV 942292 938838 40.95% 2.464%

77 13.862 2001 2002 2005 rVB 115286 61494 2.68% 0.161%
78 14.021 2027 2029 2032 rVB3 41841 35111 1.53% 0.092%
79 14.221 2059 2063 2066 rBV 36210 37189 1.62% 0.098%
80 14.327 2077 2081 2083 rBV3 62991 71652 3.13% 0.188%
81 14.351 2083 2085 2092 rVB6 41412 71659 3.13% 0.188%
82 14.592 2123 2126 2128 rBV 66665 70240 3.06% 0.184%

83 14.621 2128 2131 2135 rVB 129580 129898 5.67% 0.341%
84 14.686 2138 2142 2146 rBV 432428 423689 18.48% 1.112%
85 14.845 2165 2169 2177 rVB 108362 197377 8.61% 0.518%

86 14.933 2179 2184 2189 rBV2 211233 239285 10.44% 0.628%
87 14.986 2189 2193 2198 rBVS 11737 26501 1.16% 0.070%
88 15.121 2212 2216 2222 rBV 73328 86057 3.75% 0.226%
89 15.180 2222 2226 2231 rVB 106750 127218 5.55% 0.334%
90 15.239 2231 2236 2240 rBV 647977 754235 32.90% 1.979%

91 15.286 2240 2244 2250 rVB2 228192 283806 12.38% 0.745%
92 15.686 2307 2312 2318 rBV 179444 261159 11.39% 0.685%
93 16.151 2386 2391 2402 rVB 88981 171424 7.48% 0.450%

94 16.586 2461 2465 2471 rVB2 35549 59962 2.62% 0.157%

95 16.692 2476 2483 2488 rBV2 30987 66930 2.92% 0.176%

96 16.986 2528 2533 2539 rBV2 31975 57747 2.52% 0.152%

97 18.074 2710 2718 2720 rBV9 12645 29376 1.28% 0.077%
Sum of corrected areas: 38108599
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109382.D

2500000

6.47

2000000 6.35

5.32 6.86

4.85
1500000

1000000

500000

0!

7.00

4.50 5.00
TIC: BF109382.D

Time--> 2.50 3.00

Abundance

06
2500000

12.80
2000000

1500000 1052

L 11.23
I

7.99 9.74 .22
1000000

9.46

500000

lo 28

12.00 12.50

11.00 11.50

T
10.00 10.50
TIC: BF109382.D

‘-7

12. .64
4% ona
I e ;
Abundance

2500000

2000000

1500000

13.84

1000000

500000

16.15

16.9568.69 16.99 18.07

™1 T
16.50 17.00

T
18.00

T
Time--> 17.50

8270-BF092218_.M Fri Sep 28 14:48:17 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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, 1,3-dimethyl-,.._. Concentration Rank 2

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

3.97 63.50 ng 2092080 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 97
2 Cvclohexane. 1.3-dimethvl- 112 C8H16 000591-21-9 94
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 91
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 90
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 76

Abundance Scan 320 (3.969 min): BF109382.D (-310) (-) m/z 97.10 100.00%
55.0 911
5000
41.1
69.1 112.1
| ! | 3.60 3.80 4.00 4.20 4.40
o RN ARSI MMBNDONN 4 NI SSr RSP SSRGS m/z 55.05 79 .56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6807: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000
41.0 112.0 3.60 3.80 4.00 4.20 4.40
27.0 69.0 m/z 41.10 31.00%
iso |l
0"'P"W"”I'”'I”"P"W"”I'”'I”"P"W"”I“”'I'
m/z--> 10 20 40 50 70 80 90 100 110 120
Abundance #6744: Cyclohexane, 1,3-dimethyl-
55.0 97.0
3.60 3.80 4.00 4.20 4.40
5000 410 m/z 112.10 21.39%
70 69.0 112.0
'“|}ﬁq|“jﬂw"hj“'|“"w"M'“'?iq'w"w"“l“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans- s e B
58.0 97.0 3.60 3.80 4.00 4.20 4.40
m/z 69.10 19.73%
5000 41.0 1120
270 69.0
83.0
0"W}ﬁql”j“'”Jbt”IMHW'”JL'”I”'W'”'P'”I”'W'
m/z--> 10 20 40 50 80 90 100 110 120 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, 1,4-dimethyl-,.._. Concentration Rank 8

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

4.02 24 .83 ng 818140 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl-., trans- 112 C8H16 002207-04-7 97
2 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 97
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 94
4 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 94
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91

Abundance Scan 329 (4.022 min): BF109382D(325)() m/z 97.10 100.00%
55.1 .
5000
411 112.1
I | 69|'1 83.0 3.60 3.80 4.00 4.20 4.40
) SN 1 SN NSO | S IS || - M- m/z 55.10 87.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6817: Cyclohexane, 1,4-dimethyl-, trans-
58.0 97.0
5000
40 112.0 3.60 3.80 4.00 4.20 4.40
2.0 69.0 m/z 41.10 32.43%
|J |h ||| . 8%0 ]
0"'P"W"”I'”'I”"P:'W"”I'”'I”"P"W"”I“”'I'
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #6741 Cyclohexane, 1,4-dimethyl-
58.0 97.0
3.60 3.80 4.00 4.20 4.40
5000 m/z 112.10 28.96%
41.0 112.0
27.0 690 g30
0 15.0 H Al il M ‘\ !
"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance #6807: Cyclohexane, 1,3 dimethyl-, cis-
55.0 97.0 3.60 3.80 4.00 4.20 4.40
m/z 56.10 19.36%
5000 410
' 112.0
27.0 69.0
0"w}?ql“j“'“'wh“|“”w'HJL'“?i?w'“'w'“l“'w'
m/z--> 10 20 30 40 50 60 80 90 100 110 120 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, 1,1-dimethyl- Concentration Rank 11

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

4.12 14.33 ng 472086 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 90
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 72
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 53
4 Sulfurous acid. cvclohexvimethvl... 262 C13H2603S 1000309-21-5 53
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 53

Abundance Scan 346 (4.122 min): BF109382.D (-337) (-) m/z 97.05 100.00%
97.0
55.1
5000 41.1 69.1
| ‘I | 83| ! 112.1 3.80 4.00 4.20 4.40
0 ...,....,....,....,!...,.... ettt e m/z 55.10 77.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6749: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 410
3.80 4.00 4.20 4.40
27.0 m/z 69.10 45_.99%
15.0 || T 840 | 1120
0"w'*'w'“l“'ﬁ'“'|“'w'“'w'“lJ'w'“'w'“lh'w'
m/z--> 10 40 50 70 90 100 110 120
Abundance #6821: Cyclohexane, 1,3- dlmethyl , trans-
58.0 97.0
3.80 4.00 4.20 4.40
5000 m/z 41.10 42 _.87%
41.0 112.0
69.0
29.0 ‘ 83.0
0 \ Al il . I | ‘
"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 40 50 80 90 100 110 120
Abundance #6801 Cyclohexane, 1,3 dimethyl-, cis-
55.0 97.0 3.80 4.00 4.20 4.40
m/z 56.10 39.57%
5000
41.0 69.0 112.0
27.0
0"w}?ql“J“'“'wt“|““w'HJL'“?i?w'“'w'“l“'w'
m/z--> 10 20 30 40 50 60 80 90 100 110 120 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclopentane, 1l-ethyl-2-met... Concentration Rank 12

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

4.19 11.43 ng 376571 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1-ethvl-2-methvl- 112 C8H16 003726-46-3 97
2 Cvclopentane. l-ethvl-2-methvl-.... 112 C8H16 000930-89-2 96
3 Cvclopentane. l-ethvl-3-methvl-.... 112 C8H16 002613-65-2 87
4 Cvclopentane. l1-ethvl-3-methvl- 112 C8H16 003726-47-4 86
5 Cyclopentane, 1l-ethyl-3-methyl-,... 112 C8H16 002613-66-3 86

Abundance Scan 358 (4.192 min): BF109382.D (-351) (-) m/z 55.05 100.00%
55.0 83.1
41.0
5000
H H 970 1121 3.80 4.00 4.20 4.40 4.60
0..,....,....,....;.'...,'.l'.|.,....,....',....,.... et m/z 83.10  87.28%
m/z--> 10 20 30 40 50 70 90 100 110 120
Abundance #6793: Cyclopentane 1- ethyI 2 methyl-
55.0
41.0 83.0
5000
270 3.80 4.00 4.20 4.40 4.60
m/z 41.05 60.59%
112.0
‘. - || 97.0
O'W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 40 50 90 100 110 120
Abundance #6826: Cyclopentane 1- ethyI 2- methyl cis-
a0 30 83.0
3.80 4.00 4.20 4.40 4.60
5000 70.0 m/z 70.10 56.90%
27.0
112.0
97.0
O”I}?ql”"l”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance #6831: Cyclopentane, 1-ethyl-3-methyl-, trans-
55.0 83.0 3.80 4.00 4.20 4.40 4.60
41.0 m/z 56.10 52.95%
5000
27.0 20.0
‘ ‘ ‘ 97.0 112.0
O'W"”I'”ll”"LL'W'HLI'”Mh”"P"W"ml'”'lt"P
m/z--> 10 20 30 40 50 60 80 90 100 110 120 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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, 1,2-dimethyl-,... Concentration Rank 5

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

4.32 41_.50 ng 1367330 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-., trans- 112 C8H16 006876-23-9 96
2 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 94
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 90
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 87
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 87

Abundance Scan 380 (4.322 min): BF109382D(373) -) m/z 97.10 100.00%
55.0 97.1
5000 41.1
69.1 - 1121
‘ “ | 4.00 420 4.40 4.60
o} A | S RSN RSOOSR IS N m/z 55.05 88.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
58.0 97.0
5000 41.0
69.0 1120 4.00 4.20 4.40 4.60
. ‘ ‘ : m/z 41.10 42_96%
0 15.0 | |. || 1y | Il‘
”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P"W'
m/z--> 10 20 30 40 50 60 90 100 110 120
Abundance #6828: Cyclohexane, 1,2- dlmethyl (cis/trans)
55.0 97.0
41.0 4.00 4.20 4.40 4.60
5000 m/z 56.10 29.63%
27.0 69.0 112.0
| ol
0"I}?ql”'jP"d'h'WU'MI'”wl'”'lh"P"“"'W"”l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6804: Cyclohexane, 1,4-dimethyl-, cis-
58.0 97.0 4.00 4.20 4.40 4.60
m/z 69.10 29.47%
5000 41.0
270 112.0
I
0"P"W"”I'”'im"PwJW"“H'”'IM"P'HI'”'I”"P
m/z--> 10 40 50 60 70 80 90 100 110 120 4.00 4.20 4.40 4.60

8270-BF092218_.M Fri Sep 28 14:48:21 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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, 1,3-dimethyl-,... Concentration Rank 10

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

4.43 18.51 ng 609816 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 97
2 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 97
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 94
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 94
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 90

Abundance Scan 398 (4.428 min): BF109382D(388)() m/z 97.10 100.00%
55.1 .
5000
41.1
69.1 112.1
| 83.1 4.00 420 4.40 4.60 4.80
0..w.”.,”.w..”i”..phh,.”H“..W.L.|”.h..”|m.w. m/z 55.10 89.71%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000
41.0 112.0 4.00 420 4.40 4.60 4.80
m/z 41.10 35.51%
150 ) 830
0"'P"W"”I'”'i”"P"W"”I'”'I”"I”"P"W"”I'
m/z--> 10 20 30 40 50 80 90 100 110 120
Abundance #6747: Cyclohexane, 1,4 dimethyl-
%30 97.0
4.00 420 4.40 4.60 4.80
5000 41.0 m/z 112.10 26.18%
27.0 69.0 112.0
15.0 M ‘\ \ LI ‘\ 83\\0 |
0"'P"W"”I'”'I”"P"W"”I'”'I”"I”"P"W'””I'
m/z--> 40 50 60 80 90 100 110 120
Abundance #6807: Cyclohexane, 1,3 dimethyl-, cis-
55.0 97.0 4.00 420 4.40 4.60 4.80
m/z 56.10 24 _.18%
5000 410
' 112.0
27.0 69.0
0"w}?ql“j“'“'wh“|“”w'HJL'“?i?w'“'w'“l“'w'
m/z--> 10 20 30 40 50 60 80 90 100 110 120 4.00 420 4.40 4.60 4.80

8270-BF092218_.M Fri Sep 28 14:48:21 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexane, 2,2,4-trimethyl- Concentration Rank 15

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

4._.59 9.00 ng 296659 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 83
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 78
3 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 64
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 59

Abundance Scan 426 (4.592 min): BF109382.D (-420) (-) m/z 57.10 100.00%
51.1
5000
41.0
‘ 71.1
113.1 420 4.40 4.60 4.80 5.00
o...,....,....,....',:|...,..'.:,...~.'||...?‘,1:9..,.9?:1.,....,.-...,.1.2?;}... m/z 56.10  41.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12710: Hexane, 2,2,4-trimethyl-
57.0
5000
420 4.40 4.60 4.80 5.00
boo 410 71.0 m/z 41.05 31.47%
o150 "1 [ || 830 o70 1130
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12724: Hexane, 2,2,5-trimethyl-
57.0
420 4.40 4.60 4.80 5.00
5000 m/z 71.10 21.06%
41.0 71.0
o %%0 Al ‘ | 81.0 91.0 113.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #12687: Heptane, 2,2-dimethyl-
57.0 420 4.40 4.60 4.80 5.00
m/z 43.05 16.39%
5000
41.0
29.0 710
ol 180 \‘ 1 850 97.0 1130 1589
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 420 4.40 4.60 4.80 5.00

8270-BF092218_.M Fri Sep 28 14:48:22 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptane, 2,6-dimethyl- Concentration Rank 6

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

4.76 29.63 ng 976099 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 91
2 Octane. 2-methvl- 128 C9H20 003221-61-2 58
3 Ether. hexvl pentvl 172 C11H240 032357-83-8 53
4 Octane. 3-ethvl-2.7-dimethvl- 170 C12H26 062183-55-5 53
5 1-Nonene, 4,6,8-trimethyl- 168 C12H24 054410-98-9 53

Abundance Scan 454 (4.757 min): BF109382.D (-449) (-) m/z 43.10 100.00%
3.1
57.1
5000 71.1
85.0
| | 31 ey 4.40 4.60 4.80 5.00
Ol il el el e e mM/z 57.10 59 14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12681: Heptane, 2,6-dimethy!-
43.0
5000 57.0
4.40 4.60 4.80 5.00
27.0 71.0 m/z 71.10 44 .65%
| 85.0 113.0
99.0 ' 128.0
R R R RS IS RS LS RN SRS AR AR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12671: Octane, 2-methyl-
43.0
4.40 4.60 4.80 5.00
5000 57.0 m/z 41.10 38.58%
29.0 o s
S A PP L e
R R R RS IS RS LS RN SRS AN SARR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #39799: Ether, hexyl pentyl
43.0 4.40 4.60 4.80 5.00
m/z 42.05 26.14%
71.0
5000
85.0
56.0 ‘
0"I'”'I”"M*'W'JmI'”jl”"Pw'ﬁ"Eq%P“l'”'I”"P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 440 4.60 4.80 5.00

8270-BF092218_.M Fri Sep 28 14:48:23 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, 1,2-dimethyl- ... Concentration Rank 16

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

4.79 7.39 ng 243418 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 91
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 83
3 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 68
4 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 64
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 64

Abundance Scan 460 (4.792 min): BF109382.D (-457) (-) m/z 55.10 100.00%
54.1 97.1
41.1
5000 201 880
112.1
|| ‘ 440 460 4.80 500 5.20
R 1 GO | RO RO || I [ NS m/z 97.10 82.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6830: Cyclohexane, 1,2-dimethyl- (cis/trans)
58.0 970
5000 41.0
70.0 .o 112.0 440 4.60 4.80 5.00 5.20
‘ m/z 41.10 48.71%
0 15.0 || In | || L
"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 40 50 70 90 100 110 120
Abundance #6820. Cyclohexane, 1,2- dlmethyl , trans-
58.0 97.0
41.0 440 4.60 4.80 5.00 5.20
5000 m/z 83.05 44 _99%
112.0
27.0 69.0 83.0
ol 150 “ ‘\\ i \M i
"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance #6802: Cyclohexane, 1,2-dimethyl-, cis-
58.0 440 460 4.80 5.00 5.20
m/z 70.10 37.23%
41.0 97.0
5000
270 70.0 83.0 112.0
0"W}ﬁqﬁ'”l”'W'”'P'”I”'W'”'I'”I'”'P'”I”'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00 5.20

8270-BF092218_.M Fri Sep 28 14:48:23 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, ethyl- Concentration Rank 1

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

4.85 69.59 ng 2292510 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
2 2-Hexene. 2.4-dimethvl- 112 C8H16 014255-23-3 52
3 Oxalic acid. dicvclohexvl ester 254 C14H2204 1000309-30-9 50
4 2-Pentene. 3-ethvl-2-methvl- 112 C8H16 019780-67-7 49
5 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 49

Abundance Scan 470 (4.851 min): BF109382.D (-463) (-) m/z 83.10 100.00%
83.1
55.1
5000 41.0
| || ﬁﬂ so.1 nfl 51 460 4.80 5.00 5.20
O el et it e et e et | M/z 55.10  78.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6666: Cyclohexane, ethyl-
55.0 83.0
5000 41.0
4.60 4.80 5.00 5.20
270 670 112.0 m/z 82.05 45_12%
o.w..ﬁh.”.,ﬂ..“wLw..L;.”.,J:.“.E?%PH N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6720: 2-Hexene, 2,4-dimethyl-
58.0 83.0
460 4.80 500 5.20
5000 410 m/z 41.05 42 _.22%
112.0
27.0 69.0 97.0
0“|“jm'“jﬁt“|“hw'“UP'“lJ'w'“hw'“l“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #105359: Oxalic acid, dicyclohexyl ester
83.0 4.60 4.80 5.00 5.20
m/z 39.00 17.09%
5000 55.0
41.0
o200 | 9901000 1290
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 4.60 4.80 5.00 5.20

8270-BF092218_.M Fri Sep 28 14:48:24 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 7

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

4.90 25.84 ng 851165 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 90
2 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 64
3 Cvclopentane. 1.1.3-trimethvl-3-... 166 C12H22 074421-09-3 59
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 56
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 50

Abundance Scan 478 (4.898 min): BF109382D(475)() m/z 111.10 100.00%
69.0 111
5000 40 51
83.1
4.60 4.80 5.00 5.20
o..,....,....,....,.|...,..I.',...':,....,....,..9.5.‘,1....i'...,l.z.?;,l....,....,....,....,.. m/z 69.05 84.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 550
4.60 4.80 5.00 5.20
270 83.0 m/z 55.10 45 _40%
ol 14.0 | |, %80 | 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69.0
111.0
4.60 4.80 5.00 5.20
5000 55.0 m/z 41.05 37 .95%
41.0
270 820 4970
0'WH“V“““WH“W”HP“W““MLWH“V“'““P“W““P“W““V“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35223: Cyclopentane, 1,1,3-trimethyl-3-(2-methyl-2-propenyl)
69.0 4.60 4.80 5.00 5.20
111.0 m/z 83.10 26.21%
5000
55.0 95.0
41.0
o 210 | | 820 | 137.0 1510 1650
m/z--> 10 20 3'0 40 5'0 6|0 70 80 90 100110 12'0 130 140 150 160 170 4.60 4.80 5.00 5.20

8270-BF092218_.M Fri Sep 28 14:48:25 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown5.11 Concentration Rank 9

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

5.11 22.10 ng 728177 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 46
2 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 46
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 43
4 1._alpha..2.beta..3.alpha..4.beta... 126 C9H18 002532-67-4 38
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 38

Abundance Scan 514 (5.110 min): BF109382.D (-510) (-) m/z 43.05 100.00%
43.0
1 69.1 111.1
5000 : 841
|| || 971 126.1 480 5.00 5.20 5.40
Obrrrrrrrr el el i et e e b | M/ 69.10 59 78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69.0 111.0
55.0
41.0
5000
27.0 126.0 4.80 500 5.20 5.40
' m/z 111.10 56.28%
so || M2 e
0"W'L'P"h'“'L'”fJJW'”hﬁ'“fh'W'”'P'“I”'W'”“P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11580: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0 550 111.0 4.80 500 5.20 5.40
5000 m/z 41.05 49 _.95%
83.0
27.0 126.0
98.0
0"W}ﬁqP"W'“'P'”I”'W'”'P'“I”'W'”'P'“I”'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11640: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69.0 111.0 4.80 500 5.20 5.40
55.0 m/z 55.10 46.64%
5000 410
27.0 126.0
0 15\.0 H ‘\ ‘ LA | ‘ 83\‘0 97.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 500 5.20 5.40

8270-BF092218_.M Fri Sep 28 14:48:26 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, l-ethyl-4-meth... Concentration Rank 18

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

5.52 7.16 ng 235905 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 86
2 4-0Octen-3-one 126 C8H140 014129-48-7 72
3 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 70
4 Cvclohexane. 1-bromo-4-methvl- 176 C7H13Br 006294-40-2 64
5 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 64

Abundance Scan 584 (5.522 min): BF109382.D (-580) (-) m/z 97.05 100.00%
97.0
55.1
5000
| | 80 111 : 520 540 5.60 5.80
Obrr ettt il e e || M7z 55.10  74.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
5000 41.0
5.20 540 5.60 5.80
69.0 m/z 41.05 20.90%
Unaanaans ""i""l“”!“l' 'JJ:'"éf:?"I"I!I"'%ﬁ%.P"I""I""I"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11329: 4-Octen-3-one
97.0
55.0 5.20 540 5.60 5.80
5000 m/z 69.05 16.97%
41.0 126.0
| 690 830 | 1110
R R A RS RS LS AR AN RARS SRS AR RARRE R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55.0 97.0 5.20 540 5.60 5.80
m/z 96.10 12.51%
5000
41.0 69.0 126.0
27.0 81.0
0"V'J“'“Jmh'w”””w'”4'“'“'“l'“'w'iﬁ%P“l“'w"“l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, l-ethyl-2-methyl- Concentration Rank 17

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

5.73 7.27 ng 239561 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 90
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 81
3 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 72
4 Sulfurous acid. cvclohexvimethvl... 304 C16H3203S 1000309-21-8 72
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 68

Abundance Scan 619 (5.728 min): BF109382.D (-611) (-) m/z 97.10 100.00%
55.0 97.1
5000 a1 co1
811 126.1 540 560 5.80 6.00
o..,....,....|i!|...,.':“.,...'.'l'...~.','.':'..,..'J!,...1.1,~1.'.1..,....,.... m/z 55.05 87.28%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
5000
410 540 5.60 5.80 6.00
‘ 69.0 m/z 41.10 36 .58%
29.0 126.0
O "'I""H “"'l'hl“ |"'Hh' "?ﬁ:e"l ""l"'%ﬁlfp"l"" T
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
5.40 5.60 5.80 6.00
5000 41.0 m/z 69.10 33.05%
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 #11575: 1-Ethyl-4-methylcyclohexane
55.0 97.0 540 5.60 5.80 6.00
m/z 43.05 19.26%
5000
41.0 69.0 126.0
27.0 81.0
0..“.Jh..”“N”.,MYW..Ai.”.ﬂ”..“..h..ﬁﬁ%?.,”..“.”
m/z--> 20 40 50 70 80 90 100 110 120 130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexanepropanol- Concentration Rank 20

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

5.86 6.85 ng 225738 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanepropanol- 142 C9H180 001124-63-6 64
2 Cvclohexaneethanol 128 C8H160 004442-79-9 64
3 4-Methvl-1.3-pentadiene 82 C6H10 000926-56-7 38
4 3-Aminocrotononitrile 82 C4H6N2 001118-61-2 38
5 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 38

Abundance Scan 641 (5.857 min): BF109382.D (-637) (-) m/z 67.05 100.00%
67.0 821
5000 411 570
96.0
‘I L I‘ || 1000 1240 20 L0 B00 B2
O e e e ek e e e b m/z 82.10 90.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #19975: Cyclohexanepropanol-
58.0 81.0
67.0 96.0
5000 410
5.60 5.80 6.00 6.20
310 ‘ m/z 81.05 74.69%
Lo il W gl Il weo 1240
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12467: Cyclohexaneethanol
67.0 810
55.0
5.60 5.80 6.00 6.20
5000 41.0 m/z 41.10 45 _52%
310 ‘ 95.0 110.0
0"ﬁ+9|“Jht“'“h“Fﬁww'“'w'““i'w'L'w"ﬁ'“'w'“l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1232: 4-Methyl-1,3-pentadiene
67.0 5.60 5.80 6.00 6.20
m/z 57.05 45_00%
5000 41.0 820
270 ‘ 54.0
0'w}%qw'm\“'wb“'Wb“l“hh'””w““l“'w'“w'“'w'“l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, propyl- Concentration Rank 14

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

5.96 9.50 ng 312830 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 55
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 43
3 Ethanone. 1-(l-methvlcvclopentvl)- 126 C8H140 013388-93-7 38
4 Propanoic acid. 2.2-dimethvl-. c... 184 C11H2002 029878-49-7 38
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 35

Abundance Scan 658 (5.957 min): BF109382.D (-656) (-) m/z 55.10 100.00%
411 585. 83.0
71.1
5000
97.1
|| ‘ | 113.1 126.1 560 5.80 6.00 6.20
o} NN 1 RN A R A m/z 57.05 95.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11537: Cyclohexane, propyl-
55.0 83.0
5000
410 5.60 5.80 6.00 6.20
270 67.0 126.0 m/z 83.05 90.38%
o Lyl 970 1080
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6669: Cyclohexane, ethyl-
83.0
5.0 5.60 5.80 6.00 6.20
5000 m/z 41.10 78 .33%
41.0
112.0
27.0 67.0
0'w}ﬁqw'J“'“JH““l”lw'“Mb'“l”"w?IQH'w'“'w'“l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11470: Ethanone, 1-(1-methylcyclopentyl)-
83.0 5.60 5.80 6.00 6.20
55.0 m/z 43.10 63.46%
5000
41.0
67.0 126.0
0 270 || | Jy e30 1110
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 5.60 5.80 6.00 6.20

8270-BF092218_.M Fri Sep 28 14:48:28 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 3

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

6.47 55.32 ng 1822460 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (6.469 min): BF109382.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSR SAREE AR SRR
40.0 54 J 6.20 6.40 6.60 6.80
o! BV :.SL0BM N S | m/z 68.10 45.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 32.
74.0
5000 98.0 116.0 S L SR R A
6.20 6.40 6.60 6.80
m/z 134.00 31.26%
ol 158.0 189.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.10 29.30%
0+ ""I '?1$q r'7ﬂf{‘i8§f{ ﬂl J“ S U S L B
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R o AR Ra
132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.75%
5000 67.0
41.0 97.0
‘ ‘ 117.0
o) -“i“- .§%1".0|“.“l‘.‘.‘8ﬂ-‘..0.‘.‘a T "‘I i .H. T
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF092218_.M Fri Sep 28 14:48:29 2018 Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.69 11.23 ng 423689 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Trideca-1.3.7.11-tetraene-1.1-di... 268 C18H24N2 1000159-88-9 59
4 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 50
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 2143 (14.692 min): BF109382.D (-2138) (-) m/z 69.10 100.00%
69.1
5000
e e
1211 14.40 14.60 14.80 15.00
oL, ?g.lo b d o )i d631 2032 2541 2003 3413 | 75781 10  53.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 A UL B UL UL
14,40 14.60 14.80 15.00
m/z 41.10 22.06%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.05 13.55%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> §o 100 150 200 250 300 350 400
Abundance #117602: Trideca-1,3,7,11-tetraene-1,1-dicarbonitrile, 4,8... R A i B S LR e
69.0 14.40 14.60 14.80 15.00
m/z 68.05 11.61%
5000
5270 1104083701719 2250 268.0
m/z--> §o 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109382.D

Aca On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.69 6.93 ng 261159 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2313 (15.692 min): BF109382.D (-2307) (-) m/z 57.05 100.00%
5%.0
85.1
5000 ‘
113.1 CIE0 1560 1580 1600
14]_ 1 183 2 15.40 15.60 15.80 16.00
- .I,I | or2l123022061 | m/z 71.05 75.29%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LR B B U B
mmmmmmmm
m/z 43.05 63.85%
29.0 113.0
. I\]|demmm%mmnmmw 296.0
m/z--> 50 160 150 260 250 360 350
Abundance #185533: Pentacosane
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.10 61.29%
113.0
. ”WLIJW.‘MMWW 211.0239.0267.0295.0323.0 352.0
m/z--> 50 160 1%0 260 2%0 360 3éo
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R A REEEE e e
57.0 15.40 15.60 15.80 16.00
m/z 55.00 21.70%
0 “J‘H“@Mw 183.0211.0239.0267.0 296.0
m/z--> éo 160 1%0 260 2éo 360 3éo 1520 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092718\
Data File : BF109382.D

Acq On : 27 Sep 2018 13:09

Operator : JU/SJ

Sample - J5081-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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, 1,3-... 3.97 63.5 ng 2092080 1 6.70 658907 20.0
Cyclohexane, 1,4-... 4.02 24.8 ng 818140 1 6.70 658907 20.0
Cyclohexane, 1,1-... 4.12 14.3 ng 472086 1 6.70 658907 20.0
Cyclopentane, l-e... 4.19 11.4 ng 376571 1 6.70 658907 20.0
Cyclohexane, 1,2-... 4.32 41.5 ng 1367330 1 6.70 658907 20.0
Cyclohexane, 1,3-... 4.43 18.5 ng 609816 1 6.70 658907 20.0
Hexane, 2,2,4-tri... 4.59 9.0 ng 296659 1 6.70 658907 20.0
Heptane, 2,6-dime... 4.76 29.6 ng 976099 1 6.70 658907 20.0
Cyclohexane, 1,2-... 4.79 7.4 ng 243418 1 6.70 658907 20.0
Cyclohexane, ethyl- 4.85 69.6 ng 2292510 1 6.70 658907 20.0
Cyclohexane, 1,1,... 4 .90 25.8 ng 851165 1 6.70 658907 20.0
unknown5.11 5.11 22.1 ng 728177 1 6.70 658907 20.0
Cyclohexane, 1-et... 5.52 7.2 ng 235905 1 6.70 658907 20.0
Cyclohexane, 1-et... 5.73 7.3 ng 239561 1 6.70 658907 20.0
Cyclohexanepropanol - 5.86 6.8 ng 225738 1 6.70 658907 20.0
Cyclohexane, propyl- 5.96 9.5 ng 312830 1 6.70 658907 20.0
unknown6 .47 6.47 55.3 ng 1822460 1 6.70 658907 20.0
Squalene 14.69 11.2 ng 423689 6 15.24 754235 20.0
Heneicosane 15.69 6.9 ng 261159 6 15.24 754235 20.0
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