LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 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-BF073019.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 4.163 344 353 357 rBV2 317271 527773 6.82% 0.704%
2 4.210 357 361 370 rVB 164623 243146 3.14% 0.324%
3 4.310 370 378 382 rBV2 146159 247885 3.20% 0.331%
4 4.363 382 387 394 rVB2 146831 269486 3.48% 0.359%
5 4.498 404 410 420 rBV2 422503 634976 8.20% 0.847%
6 4.604 420 428 435 rBV 275267 382410 4 .94% 0.510%
7 4.757 450 454 458 rBV2 95326 119812 1.55% 0.160%
8 4.804 458 462 465 rBV 209501 232131 3.00% 0.310%
9 4.916 472 481 485 rBV 710963 961984 12.42% 1.283%
10 4.969 485 490 491 rvv2 263210 371442 4 .80% 0.495%

11 5.010 491 497 502 rVv2 851440 1713418 22.13% 2.285%
12 5.069 502 507 511 rvV 1470012 1753314 22.64% 2.339%
13 5.110 511 514 516 rvv2 254965 382618 4.94% 0.510%
14 5.134 516 518 521 rVB2 291400 284484 3.67% 0.379%
15 5.198 526 529 535 rvVB 348497 403759 5.21% 0.539%

16 5.269 537 541 544 rBV 1640256 1786895 23.08% 2.384%
17 5.298 544 546 550 rvB2 288551 397516 5.13% 0.530%
18 5.357 5563 556 560 rvB 447834 446389 5.77% 0.595%
19 5.398 560 563 564 rBvV 134761 126485 1.63% 0.169%
20 5.428 564 568 570 rBvV 240208 279492 3.61% 0.373%

21 5.451 570 572 579 rVB3 821866 1376376 17.78% 1.836%
22 5.504 579 581 586 rvB4 130619 135051 1.74% 0.180%
23 5.551 586 589 591 rBvV 629426 658911 8.51% 0.879%
24 5.592 595 596 599 rVvB 174314 132827 1.72% 0.177%
25 5.634 599 603 607 rBV2 1425453 2171836 28.05% 2.897%

26 5.675 607 610 613 rvVB 1765578 1543341 19.93% 2.059%
27 5.716 613 617 619 rBV 1360401 1440876 18.61% 1.922%
28 5.787 625 629 633 rVB 654415 618311 7.99% 0.825%
29 5.887 639 646 649 rBv2 2199992 3556354 45.93% 4.744%
30 5.934 649 654 657 rBVv3 1129936 1746997 22.56% 2.330%

31 6.022 663 669 674 rBV3 3416571 4451784 57.49% 5.938%
32 6.069 674 677 679 rBv2 1059406 1231145 15.90% 1.642%
33 6.116 682 685 692 rBV2 4516496 7742924 100.00% 10.328%
34 6.175 692 695 697 rvB2 1793173 1529694 19.76% 2.040%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 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-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.210 697 701 703 rVB3 593054 660523 8.53% 0.881%

36 6.234 703 705 707 rvVB 766529 557435 7.20% 0.744%
37 6.251 707 708 712 rVB2 967953 844613 10.91% 1.127%
38 6.304 712 717 719 rBV2 2958120 4050824 52.32% 5.403%
39 6.363 725 727 730 rVB 1119789 958093 12.37% 1.278%
40 6.404 730 734 742 rBV5 2918092 6207586 80.17% 8.280%

41 6.481 742 747 751 rBv4 1117529 1855679 23.97% 2.475%
42 6.516 751 753 755 rvv 1592958 1512583 19.54% 2.018%
43 6.539 755 757 759 rVvVv 1792226 1602307 20.69% 2.137%
44 6.563 759 761 764 rVB 1008078 991697 12.81% 1.323%
45 6.722 783 788 791 rVB4 1425860 2020455 26.09% 2.695%

46 6.816 799 804 806 rBVv3 1771302 2940182 37.97% 3.922%
47 6.887 813 816 820 rVB 1562095 1592360 20.57% 2.124%
48 7.016 835 838 842 rBV3 1957392 3115829 40.24% 4._.156%
49 7.186 865 867 870 rBV 978696 1056396 13.64% 1.409%
50 14.045 2031 2033 2039 rVB3 948526 1279702 16.53% 1.707%

51 14.486 2106 2108 2114 rVB2 449141 421672 5.45% 0.562%
52 14.792 2157 2160 2165 rVB 362150 390272 5.04% 0.521%
53 15.127 2214 2217 2223 rVB 414873 454449 5.87% 0.606%
54 15.504 2276 2281 2289 rVB2 928043 1331901 17.20% 1.777%
55 15.939 2351 2355 2361 rVB 229038 340119 4_.39% 0.454%

56 16.192 2395 2398 2407 rVB 121869 227686 2.94% 0.304%
57 16.445 2436 2441 2456 rVB4 151912 389190 5.03% 0.519%
58 16.627 2468 2472 2480 rVB2 142707 265713 3.43% 0.354%

Sum of corrected areas: 74969108
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF115927.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Heptane, 2,6-dimethyl- Concentration Rank 20

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

4.92 12.08 ng 961984 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 94
2 Octane. 2-methvl- 128 C9H20 003221-61-2 81
3 Octane. 3-ethvl-2.7-dimethvl- 170 C12H26 062183-55-5 53
4 1-Nonene. 4.6.8-trimethvl- 168 C12H24 054410-98-9 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53

Abundance Scan 482 (4.922 min): BF115927.D (-472) (-) m/z 43.00 100.00%
43
57
5000 n
8 113
Ul so || o 128 460 4.80 500 5.20
o} S | NS 0 IS N . L s m/z 57.00 66.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12681: Heptane, 2,6-dimethyl-
43
5000 57
4.60 4.80 5.00 5.20
27 71 P m/z 71.05 49.51%
113
0 , ||, 50 || 64 | 78 | 99 | 128
miz--> % % 40 % 65 7 B 90 100 110 120 130 140
Abundance #12671: Octane, 2-methyl-
43
4.60 4.80 5.00 5.20
5000 57 m/z 41.00 44 _41%
71
85
Ll so I s
m/z--> 20 30 Jo 50 60 70 80 90 100 110 120 130 140
Abundance #38356: Octane, 3-ethyl-2,7-dimethyl-
43 4.60 4.80 5.00 5.20
57 m/z 42.00 27.16%
5000 [
85
29
ol.22 1| 36| 50 || ‘ 98 111 126 14
m/z--> 20 30 Jo 50 60 75 80 90 100 110 120 130 140 | 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Cyclohexane, ethyl- Concentration Rank 12

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

5.01 21.52 ng 1713420 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
2 3.4-Dimethvl-2-hexene 112 C8H16 002213-37-8 58
3 2-Hexene. 2.4-dimethvl- 112 C8H16 014255-23-3 58
4 Oxalic acid. cvclohexvl isohexvl... 256 C14H2404 1000309-30-7 53
5 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 53

Abundance Scan 497 (5.010 min): BF115927.D (-491) (-) m/z 83.05 100.00%
B
55
5000
41
67 12 460 4.80 500 520 5.40
99 : : : : :
o..,....,....,....|,!|...,.':!|.,...|.i'....,..'..9,?...-,....,!...,..1.??... m/z 55.00 71.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6669: Cyclohexane, ethyl-
B
55
5000
41 4.60 4.80 5.00 5.20 5.40
. 112 m/z 82.00 45 _50%
o 18 20 Al 75 97
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6697: 3,4-Dimethyl-2-hexene
56 83
4.60 4.80 5.00 5.20 5.40
5000 m/z 41.00 32.72%
41
112
0'W'”'P'ih”'hj”'P““I”J“'“'UI”I“JW'”'P'”I”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6720: 2-Hexene, 2,4-dimethyl-
56 83 4.60 4.80 5.00 5.20 5.40
m/z 57.00 25 .44%
5000 a1
112
27 69 97
0'W'”'P'ih”'hm”'P“hl”J“'“'Pl”I“JW'”'P'”I”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 10

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

5.07 22.02 ng 1753310 1,4-Dichlorobenzene-d4 6.86
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 72
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, l-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 50

Abundance Scan 507 (5.069 min): BF115927.D (-502) (-) m/z 111.05 100.00%
69 111
5000 55
41 83
4.80 500 5.20 5.40
o..,....,....'i:'...,.'.ll.,...':!....,.:..,.?‘.5.,....i!...,.l.??,....,....,....,....,.. m/z 69.00 80.73%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 a2
83 4.80 500 5.20 5.40
m/z 55.00 40.74%
27
0"I”Jh'”JHL'WJJ“P'ML”'W'h'Pgﬁlg%'!'”I}?ﬁ"”l”'ﬁ'”'P'”l”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69
111
4.80 500 5.20 5.40
5000 55 m/z 41.00 30.80%
41
29 82
0'WH“V“ﬁm“va“ML“ww“vez““HHWHHPHWH“PHWH“V'
m/z--> 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 4.80 500 5.20 5.40
11 m/z 83.05 24 .32%
5000
55 95
41
o 2, o8 | 123 137 151 165
SRS SRR A RS SRR N AR LA AARA UARSS LA SARANARAAN UAARE B

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 9

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

5.27 22 .44 ng 1786900 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 53
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 49
3 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 49
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 46
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 46

Abundance Scan 541 (5.269 min): BF115927.D (-537) (-) m/z 43.00 100.00%
43
69 111
55
5000 84
126
0 ke ll s ] W7 6900 7509
AR NI UL UL UL UL I NN LI IS BRSE BAAN SRN S - - {
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11590: Cyclohexane, 1,2,4-trimethyl-
55 60
4l 111
5000
7 5.00 5.20 5.40 5.60
‘ 84 97 126 m/z 111.05 69.10%
0"W'”'P'”Iﬁ4'J'”ILJW'”hm'“f“"'J:P'“Ih'ﬂ'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111
55
41 5.00 5.20 5.40 5.60
5000 m/z 55.00 56.79%
21 126
15
0 \ w Al 48,1 | 62 ‘\ 76 5 00 97 104 |
m/z--> 10 20 30 45 55 60 70 80 90 100 110 120 1§0
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111 5.00 5.20 5.40 5.60
m/z 41.00 53.38%
55
5000 41
126
84
0 "'I}ﬂ'l"'t“""MJ"'f""ﬁ%'tl“'??l'w"I"?ZI""I""I”"I"" RS LU IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.00 5.20 5.40 5.60

8270-BF073019.M Fri Aug 02 15:11:45 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Cyclopentane, 1-methyl-2-pr... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
" 5.63 27.28ng 2171840  1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvcloventane. 1-methvl-2-propvl- 126 CoH18 003728-57-2 90

2 Cyclohexane. 1.2.3-trimethvl-. (... 126 C9H18
3 Cvclopentane. 2-ethvl-1.1-dimethvl- 126 C9H18
4 1-Hexene. 3-methvl- 98 C7H14

001678-81-5 76
054549-80-3 64
003404-61-3 49

5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 49
Abundance Scan 602 (5.628 min): BF115927.D (-599) (-) m/z 55.00 100.00%
55 9
83
41
5000 125
97
| 1 | |I 111 | 0 520 5.40 5.60 5.80 6.00
Obrr el sl sl Wl L340 7576900 96.30%

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

m/z--> 10 20 30 40 50

Abundance #11608: Cyclopentane, 1-methyl-2-propy!-
55
41 83
5000 70 [TrIT[rrrr[rrrr[prrrrprrrs
9 520 5.40 5.60 5.80 6.00
27 ! 126 m/z 83.05 75.33%
| 34 || 48 ]| _eal], H I
| ML SN NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69
55
M 11 520 540 5.60 5.80 6.00
5000 m/z 41.00 63.79%
83 126
15 M ‘\‘ U ‘ 9‘7 | .
0 ettt et e

60 70 80 90 100 110 120 130 140

Abundance #11617: Cyclopentane, 2-ethyl-1,1-dimethyl-
5 69
5000 41
84 111
98 126
- 77 9
(O L o B L e e L MIBAEARREEEsmmsas]

m/z--> 10 20 30 40 50

60 70 80 90 100 110 120 130 140

5.20 5.40 5.60 5.80 6.00

m/z 56.00 54 .82%

520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Cyclohexane, l-ethyl-2-methyl- Concentration Rank 14

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

5.67 19.38 ng 1543340 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 86
2 Oxazole. 4.5-dimethvl- 97 C5H7NO 020662-83-3 72
3 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 72
4 4-Octen-3-one 126 C8H140 014129-48-7 72
5 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 64

Abundance Scan 609 (5.669 min): BF115927.D (-607) (-) m/z 97.10 100.00%
g7
55
5000
41 69 126
| 62 | 81 | 11 | 540 560 5.80 6.00
T AU || B & N — m/z 55.00 74.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
5000
a1 5.40 560 5.80 6.00
‘ 69 m/z 41.00 17.33%
29 126
0 'w""|'“'h'"JHh"|J'Lw"JJI'“'?ﬁ"'|“"|"'}}%"|"'w"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2963: Oxazole, 4,5-dimethyl-
43 97
> 540 560 5.80 6.00
5000 m/z 96.05 12.90%
28
15 ‘ ‘ 70 82
0'W'L'P'LH”“”'“'H““I”'N'”'J'“I“l“'”'P'”I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6741: Cyclohexane, 1,4-dimethyl- R L A I
56 97 5.40 560 5.80 6.00
m/z 126.10 12.64%
5000
41 112
27 69 g3
0 "I':!-'S'I"""I'""i""'I'w"'le'z'""l""I"l" "l'l""l""'l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 cis-1-Ethyl-3-methyl-cycloh... Concentration Rank 16

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

5.72 18.10 ng 1440880 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 91
2 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 91
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 91
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 91
5 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 83

Abundance Scan 618 (5.722 min): BF115927.D (-613) (-) m/z 97.10 100.00%
g7
5000
41 69
| | 62 ‘ 81 | 1 1T6 540 560 580 6.00
bt 82 L | m/z 55.00 95.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
5000
a1 540 560 5.80 6.00
69 126 m/z 41.00 32.31%
] N
s R A AR RS AR AR ARARR RSN RARAN RARRS EARS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
97
55
540 560 5.80 6.00
5000 m/z 69.00 31.18%
41 69 126
14 \2\9 Ly L] \ 8\1 111
s R R AR RARRA RARS AR ARRAR RSN RARAS RARRS EARS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans- L L L L BB
55 97 540 560 5.80 6.00
m/z 96.05 26.91%
5000 a
69 126
29 ‘ 81
0"w'“l”Jm'“JH““FALW'“HV'”w“'w'“'w"ﬂﬁ'w'“'w" A AREE RS RS RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1-Ethyl-4-methylcyclohexane Concentration Rank 5

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

5.89 44 _67 ng 3556350 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 91
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 87
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 83
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 83
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 72

Abundance Scan 647 (5.892 min): BF115927.D (-639) (-) m/z 97.05 100.00%
g7
55
5000
41 69
81 126 5.60 5.80 6.00 6.20
111
0..,....,....,....',!'...,.':!'.?.2..':|I'....,'.-...,..'!!,....,-....,..-!.,...1.‘,‘9..., m/z 55.00 75.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 o7
5000 R RN A R
5.60 5.80 6.00 6.20
41 69 126 m/z 69.00 26.43%
o zﬂ 34 |L 48 ||, 62 J, %1 90 ||| 104111118 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 |
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 o7
560 5.80 6.00 620
5000 m/z 41.00 25.73%
41
29 69 o1 126
0"|'%?'|"jJ|'“'“lh"|'““'|"”Ji“"|“”"|""|'"}}%"l""l""l'“'l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans- T
55 97 5.60 5.80 6.00 6.20
m/z 56.00 12.84%
5000 a1
21 69 126
0||||lll||ll||||||||||4|8||lll|6|2||||lll|8|:|I-||||||||||IIEI-|1|1||||||||||||||IIII| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Carbonic acid, isobutyl oct... Concentration Rank 11

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

5.93 21.94 ng 1747000 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. isobutvl octadecy... 370 C23H4603 1000314-61-5 53
2 Ether. heptvl hexvl 200 C13H280 007289-40-9 50
3 Hexane. 2.2.3.3-tetramethvl- 142 C10H22 013475-81-5 46
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 43
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 38

Abundance Scan 653 (5.928 min): BF115927.D (-649) (-) m/z 57.00 100.00%
7
43
5000 o7
69
3 111 5.60 5.80 6.00 6.20

o L — m/z 43.00 62.02%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197139: Carbonic acid, isobutyl octadecy! ester

7

5000
5.60 5.80 6.00 6.20

97 m/z 55.00 42.48%
25139 153 168 183196210224 253

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61346: Ether, heptyl hexyl
43 7
AR RRRaEE R R
5.60 5.80 6.00 6.20
5000 85 m/z 41.00 39.98%
29 ‘
0 ,Jl”}r..‘,.N.,...N|”%%5}??w....|...w.... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19224: Hexane, 2,2,3,3-tetramethyl- R R RRRaE TSR
43 57 5.60 5.80 6.00 6.20
m/z 97.10 35.95%
5000 85
71 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 7-Methylbicyclo[4.2.0]Joctane Concentration Rank 3

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

6.02 55.91 ng 4451780 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvlbicvclol4.2.0loctane 124 C9H16 1000210-90-2 62
2 Cis-bicvclol4.2.0loctane 110 C8H14 028282-35-1 52
3 2.4-Hexadiene. (E.E)- 82 C6H10 005194-51-4 49
4 2.4-Hexadiene 82 C6H10 000592-46-1 47
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H10 000926-54-5 47

Abundance Scan 669 (6.022 min): BF115927.D (-663) (-) m/z 82.05 100.00%
67 w4
55 105
5000 41
96
120
5.60 5.80 6.00 6.20 6.40
o..,....,....,....|;!|...-'|!.|. ol ||I|.7.?i!|; :..,'..'.|.-,.'.!.,??..,'.?.37,....1,‘.‘.2..,. m/z 67.00 95.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10678: 7-Methylbicyclo[4.2.0]octane
67 82
5000 a2
560 5.80 6.00 6.20 6.40
27 ‘ o5 m/z 81.00 66.01%
0"|“"|“'MV"J“"'ﬁLL'v'*vagﬂJh"v'!'v'}ﬂ%"w%%?w"'w"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5955: Cis-bicyclo[4.2.0]octane
67 82
54 560 5.80 6.00 6.20 6.40
5000 m/z 105.00 62.90%
95 110
O'W'“'w'“v'“l“'wﬂ*w'Jh'“'lM"J“v'“l“'WH'w'“w'“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1225: 2,4-Hexadiene, (E,E)-
67 560 5.80 6.00 6.20 6.40
m/z 83.05 60.33%
82
5000 a1
O”I}?I”jﬂ'”'“”'wb”PJ”IZ?H“'W“'W'”W'”'P”'P'“P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40

8270-BF073019.M Fri Aug 02 15:11:49 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Dodecane, 2,6,11-trimethyl- Concentration Rank 17

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

6.07 15.46 ng 1231150 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 59
2 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 50
3 2.2-DimethvIl-3-octanone 156 C10H200 005340-64-7 50
4 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 47
5 Decane, 2-methyl- 156 C11H24 006975-98-0 47

Abundance Scan 677 (6.069 min): BF115927.D (-674) (-) m/z 57.00 100.00%
43 97
71
5000
85 99 URERERAREE RS RSN
| 112 125 149 580 6.00 6.20 6.40
0...,”..,”..,. e e m/z 43.00 85.86%
m/z--> 20 60 8 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57
43 n
5000
5.80 6.00 6.20 6.40
85 m/z 71.10 56.19%
0 || L L J 99 113127 141 155 169 182 197
m/z--> 20 b 60 80 160 150 140 160 180 200
Abundance #28441: Nonane, 3,7-dimethyl-
57
@ | 7 TSk abo G0 640
5000 m/z 41.00 46.35%
29 85
0 \‘ L 97 111 %7 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28278: 2,2-Dimethyl-3-octanone e B o
57 5.80 6.00 6.20 6.40
23 % m/z 55.00 30.92%
71
5000
29
85
0 '}?I'h"M"'HI""I"'JI""I""I"}§?""I""I"" URRRERAREE RS RSN
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Octane, 2,6-dimethyl- Concentration Rank 1

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

6.12 97.25 ng 7742920 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 60
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 60
3 Sulfurous acid. butvl 2-ethvlhex... 250 C12H2603S 1000309-18-8 35
4 3-Bromooctane 192 C8H17Br 000999-64-4 30
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 27

Abundance Scan 686 (6.122 min): BF115927.D (-682) (-) m/z 57.05 100.00%
57 83
71
41
5000
1l so | 9|7 113 e 580 6.00 6.0 6.40
Obrrprrrr e 2ol et e e bt reee || M7z 83.05 82.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
5.80 6.00 6.20 6.40
m/z 55.00 74 .39%
29 ‘ g5 113
0"I'%?'I'”'h""P'"I"'h"'”ih"I'"W"??I""HL"I'}?7P"'%??"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19167: Nonane, 3-methyl-
57
7 580 6.00 620 640
5000 43 m/z 71.10 73 .54%
29
112
ol 15 1 I 8 e T 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #101977: Sulfurous acid, butyl 2-ethylhexyl ester
57 5.80 6.00 6.20 6.40
m/z 41.05 63.44%
5000 7
43
29
\‘ \H ‘\\ Iy \8\5 93 1}3
e R A R R R R RN AR R AN LARAS SARN SARARAARRA IR NAREE SRS VAR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Heptane, 3-ethyl-2-methyl- Concentration Rank 15

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

6.17 19.21 ng 1529690 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 83
2 Heptane. 4-propvl- 142 C10H22 003178-29-8 78
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 64
4 Hexane. 3-ethvl-2_.5-dimethvl- 142 C10H22 052897-04-8 52
5 Heptane, 2,3,5-trimethyl- 142 C10H22 020278-85-7 47

Abundance Scan 694 (6.169 min): BF115927.D (-692) (-) m/z 57.00 100.00%
sl
5000 43
98
T e 580 600 620 6.40 6.60
113 : : : : :
I | R ."|..,:'...',...-. L — m/z 43.00 47.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19221: Heptane, 3-ethyl-2-methyl-
s7
5000 43
5.80 6.00 6.20 6.40 6.60
98 m/z 41.00 28.73%
29 itoes 113 142
0 Hﬂﬂm"lﬂ"'ﬁ""l" L DAL AL
m/z--> 20 40 60 80 100 120 140 160
Abundance #19174: Heptane, 4-propyl-
57
580 600 620 6.40 6.60
5000 m/z 98.10 26.45%
41 98
29 ‘ 70
oL .1.5| .H. "|" : I\H\I : I\‘\I : |8.3. : "I : .1:!-2. A |1|4|2| —
m/z--> 20 40 60 80 100 120 140 160
Abundance #38334: Undecane, 6-methyl-
57 5.80 6.00 6.20 6.40 6.60
m/z 71.10 19.10%
5000
43
29 ‘ - 98
0 T g, 4T 8 | 113 126 141 155 170
m/z--> 20 40 60 80 100 120 140 160 580 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknown6.30 Concentration Rank 4

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

6.30 50.88 ng 4050820 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 38
2 2-Hexen-1-ol. propanoate. (E)- 156 C9H1602 053398-80-4 35
3 Hexvl octvl ether 214 C14H300 017071-54-4 27
4 Heptane. 4-ethvl- 128 C9H20 002216-32-2 27
5 Octane, 4-ethyl- 142 C10H22 015869-86-0 25

Abundance Scan 716 (6.298 min): BF115927.D (-712) (-) m/z 57.00 100.00%
3 57
5000
600 620 640 6.60
o} m/z 43.00 91.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57
43
5000 B RAREE SRS L SR
29 71 6.00 6.20 6.40 6.60
85 m/z 41.00 58.79%
o 97 114 126 171
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #29012: 2-Hexen-1-ol, propanoate, (E)-
57
600 620 640 6.60
5000 m/z 67.00 42 .67%
67
29 M 82
0 ‘ AM \‘ 100 114 127 156
m/z--> 20 30 Jo 50 60 70 éo 90 100 110 120 130 140 150 160 170
Abundance #72867: Hexyl octyl ether
43 57 85 6.00 6.20 6.40 6.60
n m/z 71.10 36.68%
5000
2
112
0'|"'"‘|""‘|'l"'|"l'*|""l""'l f '“'12?'M“'w"“ '“'1ﬂ%'v"w"“|'“'| B RAREE SRR L SR
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\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 2-Octene, 2,6-dimethyl- Concentration Rank 2

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

6.40 77.97 ng 6207590 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 62
2 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 53
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 47
4 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 41
5 6-Methyl-hept-2-yn-4-ol 126 C8H140 060018-69-1 38

Abundance Scan 733 (6.398 min): BF115927.D (-730) (-) m/z 69.05 100.00%
6o
55
5000 41 125
83 111 Y
I 1l 76 h 140 6.00 6.20 6.40 6.60 6.80
) NSNS /RN _—" '....,....,..:'.,....,:...,...-.,....:...., m/z 70.05 61.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17999: 2-Octene, 2,6-dimethyl-
41 69
55
5000 SRS AR LA
29 6.00 6.20 6.40 6.60 6.80
m/z 55.00 58.98%
83 11 140
0"I""?:'L"LI""li!"'l""I"" IIIIII""I"g"7l""ll"''IEL'Z'S'I'"'I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11567: 1-Hexene, 3,3,5-trimethyl-
69
41 SRR AR AR
6.00 6.20 6.40 6.60 6.80
5000 55 m/z 125.10 46.83%
27 83
0 T ‘ .76 | 9198 111 126
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11582: Cyclohexane, 1,2,4-trimethyl- P T e
69 6.00 6.20 6.40 6.60 6.80
- i m/z 41.00 43.72%
5000 41
126
84 o7
0”I}?I”jh'”JM”'PMMI”ml”'W”'W'“h'”'“'”P'“I”'W“'W NSNS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknown6.54 Concentration Rank 13

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

6.54 20.12 ng 1602310 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethenvl- 110 C8H14 000695-12-5 38
2 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 38
3 Cvclobutene. 1.2.3.4-tetramethvl- 110 C8H14 090346-45-5 30
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 22
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 22

Abundance Scan 757 (6.539 min): BF115927.D (-755) (-) m/z 81.00 100.00%
6 8t 9
5000 4 55
11
R e
140 6.20 6.40 6.60 6.80
0 ..,....,....|i!'...,-.h!'.F.?'!!,-...':';h!..,'.-: .10.?.|....,.'.‘..,...::...., m/z 95.05 95.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5943: Cyclohexane, ethenyl-
67 8t
41
5000 o USSR AR SR SRR
27 6.20 6.40 6.60 6.80
| ‘ o5 110 m/z 69.00 91.79%
0 ..,..:.',.3.4..:»... S O (.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6020: 1,4-Pentadiene, 2,3,3-trimethyl-
95
4 67 6.20 640 6.60 680
5000 55 m/z 67.00 73.28%
27
‘ 29 110
O'W'“Jw'“luﬂw *Hw“u“'“ﬂmlw'“'ﬁ“'v'“l“'w'“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6025: Cyclobutene, 1,2,3,4-tetramethyl- R EEma
95 6.20 6.40 6.60 6.80
7 m/z 96.10 61.28%
5000 55
7 4 110
| Ll ot
74
0"w'“|“'w'“'d "m'l'AH”'WﬂJ'P'“I”'W'“'P'“I”'W USSR SRR SR SRR
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\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Ethanone, 1-(1-methylcycloh... Concentration Rank 19

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

6.56 12.46 ng 991697 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(l-methvlcvclohexvI)- 140 C9H160 002890-62-2 86
2 Cvclohexane. 1l-methvl-4-(l1-methyv... 140 C10H20 001678-82-6 86
3 m-Menthane. (1S.3R)-(+)- 140 C10H20 013837-66-6 86
4 1-Methvl-4-(1-methvlethv)-cvclo... 140 C10H20 000099-82-1 86
5 Cyclohexane, 1l-methyl-3-propyl- 140 C10H20 004291-80-9 86

Abundance Scan 760 (6.557 min): BF115927.D (-759) (-) m/z 55.00 100.00%
56 97
5000
41 69 SRR U SN
|| ., 83 13 130 140 6.20 6.40 6.60 6.80
Ot et et el e e | M/z 97.100 79.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18753: Ethanone, 1-(1-methylcyclohexyl)-
56 97
5000
6.20 6.40 6.60 6.80
43 m/z 96.10 27 .78%
0 |2|9 | M .69 8t 107 125 140
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18078: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
56 97
620 640 6.60 680
5000 m/z 41.00 20.63%
41 69
01527\\\‘10912517‘0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18003: m-Menthane, (1S,3R)-(+)- N B o e o
55 97 6.20 6.40 6.60 6.80
m/z 43.00 16.21%
5000
41 69 140
21 | \ 121
0“|““|“Av'“mh“v”hv'mv“'VM'NAIVHW'“W'“W“'WH'W' R U SN
m/z--> 10 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\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Cyclohexane, 1,4-dimethyl- Concentration Rank 8

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

6.72 25.38 ng 2020460 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 64
2 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 64
3 m-Menthane. (1S.3S)-(+)- 140 C10H20 013837-67-7 53
4 1-Methvl-4-(1-methvlethvD)-cvclo... 140 C10H20 000099-82-1 50
5 5-Decene, (E)- 140 C10H20 007433-56-9 38

Abundance Scan 788 (6.722 min): BF115927.D (-783) (-) m/z 97.10 100.00%
a7
55
5000 69
41 81
111 140 6.40 6.60 6.80 7.00
o..,....,....,....',!|...,.'.“.,...!,|'....,|.|!-..,..'.!,....,'....,.1.2]“?,....,'....,.1.“??,.. m/z 55.00 71.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6747: Cyclohexane, 1,4-dimethyl-
55 o7
5000 41 AR SRR AR
112 6.40 6.60 6.80 7.00
21 69 m/z 69.05 47.92%
15 || Wl |I | | |
01 S LA LS SRR ARARA SRS BARA RARAS LALSN LA LSS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18037: Cyclohexane, 1-methyl-2-propyl-
97
> ARSI R AR
6.40 6.60 6.80 7.00
5000 m/z 41.00 34 .05%
41
69
29
83 140
0'W””P”W””P”W””P”W””P“W””P”Hﬁ”P”W””P”W”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18002: m-Menthane, (1S,3S)-(+)- LI L L L L NN BN
55 6.40 6.60 6.80 7.00
97 m/z 81.00 25.90%
5000
41 69 81
0 “|'“'l'“ff“'ﬂjm"v‘“'v'”m'"w'““|'“J|%9§|}%§|}%§|"iT?“'|'“'|“ AR SR AR AR
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\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknown7.02 Concentration Rank 6

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

7.02 39.13 ng 3115830 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 49
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 32
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 32
4 Oxalic acid. cvclohexvl dodecvl ... 340 C20H3604 1000309-31-4 27
5 1-Propanone, l1l-cyclohexyl- 140 C9H160 001123-86-0 27

Abundance Scan 839 (7.022 min): BF115927.D (-835) (-) m/z 83.10 100.00%
el
55
5000
41 150
67 103 115 197 140 ‘ 6.60 6.80 7.00 7.20 7.40
o SR 2 Yl A | m/z 55.00 57.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17969: Cyclohexane, butyl-
B
55
5000 R R UL LR
al 6.60 6.80 7.00 7.20 7.40
140 m/z 82.10 56.03%
0 F?,.Ll..hm. "LI'|ﬁ"ll"'?7l'%%l'l"' N UL S U
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #11537: Cyclohexane, propyl-
55 83
6.60 6.80 7.00 7.20 7.40
5000 M m/z 149.95 29.99%
27 126
0,,,IH\”\IHH,‘ll,\,m,,Il,,9,7|,19§,I,\,,,|,m|,m|,m|,
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #58301: Cyclohexane, octyl- Ea s R Ea ]
83 6.60 6.80 7.00 7.20 7.40
m/z 41.05 27 .40%
5000 55
41
0 29 | AL H‘ . 97 112 125 139 152 165 196
m/z--> 20 40 8|0 1(')0 120 140 160 180 2(')0 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115927.D

Aca On : 2 Aug 2019 00:35

Operator : HP/JU

Sample : K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Benzene, butyl- Concentration Rank 18

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

7.19 13.27 ng 1056400 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. butvl- 134 C10H14 000104-51-8 58
2 Benzenepropanal 134 C9H100 000104-53-0 52
3 7-Oxabicvclol4.2.1Tnona-2.4-dien... 136 C8H802 028000-13-7 50
4 Benzene. (2-methvlpropvl)- 134 C10H14 000538-93-2 49
5 Phenylethyl Alcohol 122 C8H100 000060-12-8 35

Abundance Scan 868 (7.192 min): BF115927.D (-865) (-) m/z 91.00 100.00%
q1
5000
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
65 77 6.80 7.00 7.20 7.40 7.60
51
o 3 152 166 m/z 92.00 47.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14824: Benzene, butyl-
91
5000
6.80 7.00 7.20 7.40 7.60
. 134 m/z 134.10 33.23%
dopz e P | Wu |
o> 1020 % 40 %0 0 76 8 80 100 110 130 130 140 150 160 170
Abundance #15281: Benzenepropanal
g1
134 6.80 7.00 7.20 7.40 7.60
5000 78 m/z 105.00 21.48%
105
0"P%§I'”“I”"P"4h”'WJJ”I'”'I”"P“'W'th%h?I”"PMMW"“I'“'I'”'I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16351: 7-Oxabicyclo[4.2.1]nona-2,4-dien-8-one
28 91 6.80 7.00 7.20 7.40 7.60
m/z 119.05 18.07%
5000
119
39 50 65 77 136
O”P”W””P”“””L”W””P”W””PMW}R?”H””P“W““P“W””P” A A UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO080119\
Data File : BF115927.D

Acq On : 2 Aug 2019 00:35

Operator : HP/JU

Sample - K4024-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
Heptane, 2,6-dime... 4.92 12.1 ng 961984 1 6.86 1592360 20.0
Cyclohexane, ethyl- 5.01 21.5 ng 1713420 1 6.86 1592360 20.0
Cyclohexane, 1,1,... 5.07 22.0 ng 1753310 1 6.86 1592360 20.0
Cyclohexane, 1,2,... 5.27 22.4 ng 1786900 1 6.86 1592360 20.0
Cyclopentane, 1-m... 5.63 27.3 ng 2171840 1 6.86 1592360 20.0
Cyclohexane, 1l-et... 5.67 19.4 ng 1543340 1 6.86 1592360 20.0
cis-1-Ethyl-3-met... 5.72 18.1 ng 1440880 1 6.86 1592360 20.0
1-Ethyl-4-methylc. .. 5.89 44.7 ng 3556350 1 6.86 1592360 20.0
Carbonic acid, is... 5.93 21.9 ng 1747000 1 6.86 1592360 20.0
7-Methylbicyclo[4. .. 6.02 55.9 ng 4451780 1 6.86 1592360 20.0
Dodecane, 2,6,11-_.. 6.07 15.5 ng 1231150 1 6.86 1592360 20.0
Octane, 2,6-dimet... 6.12 97.3 ng 7742920 1 6.86 1592360 20.0
Heptane, 3-ethyl-_.. 6.17 19.2 ng 1529690 1 6.86 1592360 20.0
unknown6 .30 6.30 50.9 ng 4050820 1 6.86 1592360 20.0
2-Octene, 2,6-dim... 6.40 78.0 ng 6207590 1 6.86 1592360 20.0
unknown6 .54 6.54 20.1 ng 1602310 1 6.86 1592360 20.0
Ethanone, 1-(1-me... 6.56 12.5 ng 991697 1 6.86 1592360 20.0
Cyclohexane, 1,4-_.. 6.72 25.4 ng 2020460 1 6.86 1592360 20.0
unknown? .02 7.02 39.1 ng 3115830 1 6.86 1592360 20.0
Benzene, butyl- 7.19 13.3 ng 1056400 1 6.86 1592360 20.0
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