LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\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 4.898 473 478 485 rBV 58779 76082 3.35% 0.272%
2 5.316 545 549 553 rBY 1877887 1835470 80.70% 6.566%
3 6.022 666 669 671 rBV 86340 68380 3.01% 0.245%
4 6.151 686 691 694 rBV2 28355 30362 1.33% 0.109%
5 6.245 703 707 716 rBV 99595 143940 6.33% 0.515%
6 6.345 719 724 729 rBVY 2073454 2010099 88.38% 7.190%
7 6.387 729 731 733 rVB 47614 36798 1.62% 0.132%
8 6.410 733 735 739 rVB3 32969 34600 1.52% 0.124%
9 6.475 742 746 749 rBVY 2249627 2026228 89.09% 7.248%
10 6.575 757 763 765 rVB4 78984 105154 4.62% 0.376%
11 6.622 768 771 772 rBV3 34113 36218 1.59% 0.130%
12 6.651 772 776 779 rVV3 64709 90890 4 _.00% 0.325%
13 6.687 779 782 783 rVV2 102860 96269 4.23% 0.344%

14 6.704 783 785 788 rvVv 825335 738092 32.45% 2.640%
15 6.734 788 790 794 rVB 395337 360624 15.86% 1.290%

16 6.781 794 798 800 rBv3 137658 160227 7.04% 0.573%
17 6.816 800 804 806 rBV3 95155 135039 5.94% 0.483%
18 6.840 806 808 809 rvv 145601 117288 5.16% 0.420%
19 6.863 809 812 816 rVvVB 1900631 1621066 71.28% 5.799%

20 6.898 816 818 821 rVB 101965 88758 3.90% 0.318%
21 6.928 821 823 825 rBV 86634 83475 3.67% 0.299%
22 6.951 825 827 829 rvB2 95510 69723 3.07% 0.249%
23 6.987 829 833 838 rvB3 202951 271481 11.94% 0.971%
24 7.028 838 840 843 rBv4 36841 31018 1.36% 0.111%

25 7.069 843 847 849 rBv2 103312 128310 5.64% 0.459%

26 7.104 851 853 855 rvB2 154710 109899 4.83% 0.393%
27 7.134 855 858 861 rBv4 119143 176439 7.76% 0.631%
28 7.192 866 868 872 rvv3 115806 169316 7.44% 0.606%
29 7.239 872 876 877 rVV3 242772 303635 13.35% 1.086%
30 7.269 877 881 883 rvv 1381168 1435558 63.12% 5.135%

31 7.310 883 888 892 rvv2 185639 384484 16.91% 1.375%
32 7.357 892 896 901 rvv4 303825 545799 24 _.00% 1.952%
33 7.410 901 905 906 rvv2 208845 256457 11.28% 0.917%
34 7.434 906 909 913 rvv 303239 417779 18.37% 1.494%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.469 913 915 918 rvv2 196017 256928 11.30% 0.919%

36 7.504 918 921 923 rVvV 492987 537740 23.64% 1.924%
37 7.557 927 930 932 rVvVv 147662 160478 7.06% 0.574%
38 7.610 936 939 941 rVvV2 147534 168843 7.42% 0.604%
39 7.634 941 943 948 rVvB3 316167 338867 14.90% 1.212%
40 7.681 948 951 953 rBv4 60438 74607 3.28% 0.267%

41 7.710 953 956 959 rvB2 58768 78599 3.46% 0.281%
42 7.757 960 964 967 rvv4 74992 102733 4._.52% 0.367%
43 7.822 972 975 979 rVB2 134802 132531 5.83% 0.474%
44 7.863 979 982 984 rBV3 45887 56306 2.48% 0.201%
45 7.887 984 986 987 rBV2 60364 41738 1.84% 0.149%

46 7.987 999 1003 1006 rBV 1031906 854294 37 .56% 3.056%
47 8.063 1014 1016 1019 rVB 175894 143965 6.33% 0.515%

48 8.116 1023 1025 1028 rVB2 53362 51205 2.25% 0.183%
49 8.163 1028 1033 1038 rBV5 40255 70976 3.12% 0.254%
50 8.281 1050 1053 1057 rVB5 36056 43367 1.91% 0.155%
51 8.428 1074 1078 1083 rBvV 114431 122153 5.37% 0.437%
52 8.686 1119 1122 1126 rVB2 32044 36049 1.59% 0.129%
53 9.022 1176 1179 1182 rVB 75082 55887 2.46% 0.200%

54 9.063 1182 1186 1189 rBV 2873031 2274345 100.00% 8.136%
55 9.457 1249 1253 1255 rBV 751671 589649 25.93% 2.109%

56 9.475 1255 1256 1259 rVB 52478 29569 1.30% 0.106%
57 9.733 1296 1300 1304 rBV 1006095 924444 40.65% 3.307%
58 10.522 1430 1434 1439 rBV 1285484 1224065 53.82% 4_379%

59 10.663 1453 1458 1464 rVB2 30623 36311 1.60% 0.130%
60 11.127 1534 1537 1543 rVB 34282 34452 1.51% 0.123%
61 11.210 1548 1551 1555 rBV 993768 829341 36.47% 2.967%
62 11.751 1640 1643 1646 rBV 95611 88982 3.91% 0.318%
63 12.210 1716 1721 1725 rBvV4 22291 36107 1.59% 0.129%
64 12.533 1773 1776 1779 rBV3 37928 42769 1.88% 0.153%

65 12.792 1816 1820 1824 rBV 1831351 1634497 71.87% 5.847%

66 13.357 1913 1916 1918 rBV 31746 32656 1.44% 0.117%
67 13.710 1972 1976 1985 rVB 128936 219810 9.66% 0.786%
68 13.839 1994 1998 2001 rBV2 863846 817558 35.95% 2.925%

69 14.327 2078 2081 2083 rBV 29518 30406 1.34% 0.109%
70 14.592 2123 2126 2129 rBV 63966 67679 2.98% 0.242%
71 14.621 2129 2131 2135 rVV 45293 45563 2.00% 0.163%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

72 14.686 2139 2142 2146 rVB 142206 128354 5.64% 0.459%
73 14.933 2181 2184 2188 rVB 63246 64854 2.85% 0.232%
74 15.239 2231 2236 2241 rBV 616098 739577 32.52% 2.646%
75 15.286 2241 2244 2249 rVB 68570 85617 3.76% 0.306%
76 15.686 2308 2312 2316 rVB 74567 98178 4._.32% 0.351%

77 16.080 2374 2379 2386 rBV6 64622 139429 6.13% 0.499%
78 16.145 2386 2390 2405 rVB3 61678 140449 6.18% 0.502%

79 16.686 2478 2482 2487 rBV3 25432 46459 2.04% 0.166%
80 16.751 2489 2493 2500 rVB6 16019 31852 1.40% 0.114%
Sum of corrected areas: 27955195
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

Abundance TIC: BF109391.D

2500000
6.47

6.35 6.86

2000000 532

7.27

1500000

1000000

500000

4.90 L

e e S ESEEREEEREERE UM S

—7— N
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF109391.D

2500000

2000000 12.79

1500000
10.52

9.73 11.21

7.99

1000000
9.46

500000

o.02 47 10.66 11.1 L7 1221 1253

T f T
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109391.D

2500000

2000000

1500000

1000000 13.84

500000

1569 14684 18,695

T T T T T
15.50

T T
16.50 17.00

T
14.00

A
17.50 18.00

— T —T T
14.50 16.00

8270-BF092218_.M Fri Sep 28 14:51:21 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.25 Concentration Rank 15

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

6.25 3.90 ng 143940 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 47
2 2-Methvl-2-octene 126 C9H18 016993-86-5 43
3 Cvclopropane. 1.1-dimethvl-2-pen... 140 C10H20 062167-97-9 43
4 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 38
5 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 38

Abundance Scan 708 (6.251 min): BF109391.D (-703) (-) m/z 69.00 100.00%
69.0
55.1
5000 41.0 1111 1251
83.1 SN S ITVAV PR
| ‘ || 97.0 1401 6.00 6.20 6.40 6.60
Obrrprrrrprrrr el e bl by | M7z 55.10 59.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11582: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
55.0
5000 41.0 AR RSN LAREE LR N
126.0 6.00 6.20 6.40 6.60
84.0 m/z 70.10 43.48%
|
0% |%§9w'lh““|u'wLJW'“M'““N'“V'“l“”l“'WH”W'“w'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11520: 2-Methyl-2-octene
69.0
41.0
6.00 6.20 6.40 6.60
5000 56.0 m/z 41.00 39.84%
970 126.0
WLy \“\ | B0 eso 1110
s R AR A KRS RAARA RARRS RRARS RARAN RSN SRS RARRS LAASN LRSS RARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18056: Cyclopropane, 1,1-dimethyl-2-pentyl-
56.0 69.0 6.00 6.20 6.40 6.60
41.0 m/z 111.10 37 .04%
5000
29.0
84.0
o ll U T 970 1120 1250 1400
m/z--> 10 20 30 45 50 60 70 8b 90 160 110 120 130 150 ' 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 54 .90 ng 2026230 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.469 min): BF109391.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
IREBE AR RS LRSS S
6.20 6.40 6.60 6.80
0 T m/z 68.05 44 .94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBE ARSI S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.24%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 620 640 6.60 6.80
5000 m/z 66.10 28.78%
s 0o | ||
0'"'I'“W'k”"'u""I'h"l""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R o o S B
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 20.89%
74.0
5000 98.0 116.0
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Dodecane, 2,7,10-trimethyl- Concentration Rank 13

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

6.78 4.34 ng 160227 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 59
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 53
3 Sulfurous acid. hexvl 2-pentvl e... 236 C11H2403S 1000309-15-6 53
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 50
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 50

Abundance Scan 798 (6.781 min): BF109391.D (-794) (-) m/z 57.05 100.00%
43.0 51.0 711
97.0 1131 13?'1 6.40 6.60 6.80 7.00 7.20
o} B e S B e o m/z 43.05 86.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0

43.0 M$kMAud“uw

5000
6.40 6.60 6.80 7.00 7.20
85.0 m/z 71.10 83.44%
oL AP ], M30 14101560  183.0197.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0
43.0 6.40 6.60 6.80 7.00 7.20
5000 85.0 m/z 41.05 53.11%
127.0
R o O M TN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90254: Sulfurous acid, hexyl 2-pentyl ester S EREamEEEE L
43.0 71.0 6.40 6.60 6.80 7.00 7.20
85.0 m/z 85.10 32.25%
5000
0 27\0 | ‘\\ Ll 1 111.0 129.0 167'0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.82 Concentration Rank 19

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

6.82 3.66 ng 135039 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.4-dimethvl- 184 C13H28 017312-78-6 43
2 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 43
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 35
4 1-Undecene 154 C11H22 000821-95-4 35
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 27

Abundance Scan 805 (6.822 min): BF109391.D (-800) (-) m/z 55.10 100.00%
58,
70.1
41.0
5000
841 109.1
127.0 154.1 640 6.60 6.80 7.00 7.20
0 e m/z 70.10 77.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #48857: Undecane, 3,4-dimethyl-
43.0 57.0
71.0
85.0
5000
6.40 6.60 6.80 7.00 7.20
29.0 126.0 m/z 41.00 69.00%
m/z--> 20 40 60 80 100 120 140 160 '
Abundance #40489: Hydroxylamine, O-decyl-
43.0
57.0 [Trr T T T T
6.40 6.60 6.80 7.00 7.20
5000 110 m/z 56.00 68.90%
"~ 85.0
0 i M Il ‘m“ 9901120 1400 173.0
miz--> 20 40 60 80 100 120 140 160
Abundance #7642: Hexane, 2,4-dimethyl- R
43.0 570 6.40 6.60 6.80 7.00 7.20
m/z 57.10 64.73%
85.0
5000
29.0 71.0
m/z--> 20 40 60 80 100 120 140 160 ' 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 7

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

6.99 7.36 ng 271481 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 90
2 Cvclohexane. 1.1-dimethvl-2-propvl- 154 C11H22 081983-71-3 87
3 2-Decene. 4-methvl-. (2)- 154 C11H22 074630-30-1 59
4 5-Undecene 154 C11H22 004941-53-1 52
5 Cyclopentane, hexyl- 154 C11H22 004457-00-5 49

Abundance Scan 834 (6.992 min): BF109391.D (-829) (-) m/z 69.10 100.00%
57.1 69.1
41.0
97.1
5000
1250 1391 1542 6.60 6.80 7.00 7.20 7.40
o} m/z 57.10 96.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
o 30
5000 84.0 I L RN L R
6.60 6.80 7.00 7.20 7.40
29.0 970 1110 139.0 154.0 m/z 55.10 89.38%
0 " 125.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27097: Cyclohexane, 1,1-dimethyl-2-propyl-
56.0 69.0
410 S S A L
6.60 6.80 7.00 7.20 7.40
5000 84.0 m/z 41.00 75.52%
29.0
97.0 111.0 139.0 154.0
0'W'”W'”'P”'P'”P'”P'”I“”I””I“”I””}E?S”'W”'W”'W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27070: 2-Decene, 4-methyl-, (2)- R e R
69.0 6.60 6.80 7.00 7.20 7.40
m/z 43.05 70.05%
41.0
5000 56.0
29.0 840
N |l 970 1110 15501500 1540
m/z--> 20 30 40 50 60 75 80 90 160 110 120 130 140 1%0 160 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\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown7.07 Concentration Rank 20

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

7.07 3.48 ng 128310 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.5-dimethvl- 198 C14H30 056292-65-0 47
2 Octane. 2-methvl- 128 C9H20 003221-61-2 38
3 2.6-Dimethvildecane 170 C12H26 013150-81-7 38
4 Dodecane., 2-methvl- 184 C13H28 001560-97-0 38
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 35

Abundance Scan 847 (7.069 min): BF109391.D (-843) (-) m/z 57.10 100.00%
1

5000
139.0154.1 6.80 7.00 7.20 7.40
o m/z 43.10 63.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59898: Dodecane, 2,5-dimethyl-
57.0
5000 LA I L L L L L L
6.80 7.00 7.20 7.40
4110 85.0 m/z 71.05 58.45%
126.0
ol 150 | ,|, | | 1Q1.0 L 155.0  183.0199.0
T B i e o e e e e B B I ar S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12672: Octane, 2-methyl-
43.0
6.80 7.00 7.20 7.40
5000 m/z 41.10 46.91%
71.0
27,0
0 ‘ ‘H‘ | apo 1301280
L i o o e L L B o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38322: 2,6-Dimethyldecane R e o R
43.0 6.80 7.00 7.20 7.40
71.0 m/z 111.10 33.54%
5000
27,0 113.0
0 | ‘ ‘\ \‘ I h\ 1 97u0 H 140.0 170.0
T i o o o o L e e I B R ERE S s s RN
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclopentane, hexyl- Concentration Rank 11

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

7.13 4.78 ng 176439 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. hexvl- 154 C11H22 004457-00-5 58
2 2H-Pvran. tetrahvdro-4-methvl-2-... 154 C10H180 016409-43-1 50
3 Citral 152 C10H160 005392-40-5 46
4 Cvclohexane. (1.2-dimethvlpropvl)- 154 C11H22 051284-29-8 43
5 Cyclopentane, 1,2-dipropyl- 154 C11H22 091242-57-8 43

Abundance Scan 857 (7 128 min): BF109391.D (-855) (-) m/z 57.10 100.00%
a1
43.1 69.1 851
5000
R o0 70 720 740
0"I""I""I""ll!"'l'l"ll'"'I""I""I'"'l!ll""|I|""I'I"II'I"'I'I'"'I""I" m/z 43.10 56.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27054: Cyclopentane, hexyl-
41.0 69.0
55.0
5000 83.0 LN LA LS IR
6.80 7.00 7.20 7.40
97.0 0
| 110 1260 154.0 m/z 69.10 56 .39%
0 ! il | i
LSRR A NS AR NEARA RN SRR NLALA NERAS SARAN KRN LRSS RARAE SR AL SN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26939: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1- propenyl)

41.0 69.0
L
55.0 6.80 7.00 7.20 7.40
5000 29.0 63.0 m/z 85.10 54.82%
‘ ‘ ‘ 97.0109.0121.0 154.0
o S Y PO | Y PO
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25049: Citral
41.0 69.0 6.80 7.00 7.20 7.40
m/z 55.10 50.49%
5000
84.0
27.0 53.0 109.0
123.0 137.0
0 .w%?.?,”.MH...h:h..,ﬂH.H..ﬂ;..nn,ﬁ..p?F.S...J,..”,.M..P..M,..i??.?,.. e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40

8270-BF092218_.M Fri Sep 28 14:51:26 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown7.19 Concentration Rank 12

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

7.19 4_.59 ng 169316 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1l-bromo-2-methvl- 176 C7H13Br 006294-39-9 47
2 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 43
3 Cvcloheptane. bromo- 176 C7H13Br 002404-35-5 38
4 3.5-Dimethv1-3-heptene 126 C9H18 059643-68-4 38
5 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 37

Abundance Scan 868 (7.192 min): BF109391.D (-866) (-) m/z 97.10 100.00%
97.1
55.1
5000 69.1 83.1 153.2
41.1
123.1 6.80 7.00 7.20 7.40 7.60
ol RN MR, NN m/z 55.10 65.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42811: Cyclohexane, 1-bromo-2-methyl-
97.0
55.0
5000 A S UL I L
6.80 7.00 7.20 7.40 7.60
39.0 81.0 m/z 153.15 47 .01%
0l 15.0 | J_1110 1350 162.0176.0
LA NS UARLER L UURLELELA IR WAL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55.0 91.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 83.10 46 .50%
41.0 69.0 126.0
b 2 b o o |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42809: Cycloheptane, bromo- R B e
550 97.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 45_79%
5000
41.0
27.0 69.0
0 "'I"N"U“"H*I'm"%%q e }}%9%%%q UL AL B A A UL I L
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1-Dodecanol, 3,7,11-trimethyl- Concentration Rank 3

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

7.36 12.78 ng 545799 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 3.7.11-trimethvl- 228 C15H320 006750-34-1 50
2 Cvclopentane. butvl- 126 C9H18 002040-95-1 38
3 1-Tetradecanol. 14-chloro- 248 C14H29CIO0 073937-05-0 38
4 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 35
5 Cyclopentanol, 1,2-dimethyl-3-(1... 154 C10H180 004028-60-8 30

Abundance Scan 896 (7.357 min): BF109391.D (-892) (-) m/z 43.10 100.00%
41 711
5000
97.1
|| 125.1 153.2 7.60 7.'20 7.210 7.%0 '
Ol m/z 71.10 82.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84610: 1-Dodecanol, 3,7,11-trimethyl-
54.0
5000 830 A N UL L
7.00 7.20 7.40 7.60
29.0 125.0 m/z 69.10 76.03%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11536: Cyclopentane, butyl-
41.0  69.0
7.00 7.20 7.40 7.60
5000 m/z 55.10 71.51%
97.0
0 .1.5.'?....“..'. "|""|"" R E R RBAREERREE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100644: 1-Tetradecanol, 14-chloro- N B o e o
55.0 7.00 7.20 7.40 7.60
m/z 41.10 62.22%
83.0
5000
31.0
ool AL ‘\\ ﬁ S0 60 1740 2020 2300 I
m/z--> 20 40 60 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1-Decanol, 2-hexyl- Concentration Rank 9

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

7.41 6.00 ng 256457 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 80
2 Tetradecane. 1-fluoro- 216 C14H29F 000593-33-9 72
3 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 59
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 53
5 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 53

Abundance Scan 905 (7.410 min): BF109391.D (-901) (-) m/z 57.10 100.00%
57.1
5000
85.1
39 ” | 111, 1832 7.00 7.20 7.40 7.60 7.80
bbbl il b e R L Tm/z 43.10  62.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95993: 1-Decanol, 2-hexyl-
57.0
5000 SRR UL LRI LI
85.0 700 7.0 7.40 7.60 7.80
29.0 111.0 m/z 71.10 58.24%
0 e ll, , 139.0 1680 1960 224.0
m/z--> 20 40 60 80 100 120 150 160 180 200 220
Abundance #74352: Tetradecane, 1-fluoro-
43.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 48 _.25%
71.0
5L15:0 “ | H \ ‘ M 0 1170 1400 16801870 2160
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #40489 Hydroxylamlne, O- decyl [TT T T[T T T[T T[T T T[T
43.0 7.00 7.20 7.40 7.60 7.80
m/z 55.10 42 _.37%
5000 1.0
o Ll ‘ ud m‘ M0 L M00 1730
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 700 7.0 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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, 2,3,3-trimethyl- Concentration Rank 5

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

7.43 9.78 ng 417779 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.3.3-trimethvl- 156 C11H24 062016-30-2 59
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 59
3 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 59
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 53
5 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 53

Abundance Scan 908 (7.428 min): BF109391.D (-906) (-) m/z 57.10 100.00%
57.1
43.1
5000
711 g5.1
99.1 1131 1331 7.00 7.20 7.40 7.60 7.80
Oberrrreprrelre e b et e e o2 Tm/Z 43.10 64.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28442: Octane, 2,3,3-trimethyl-
43.0 57.0
71.0
5000 R I L IR
7.00 7.20 7.40 7.60 7.80
23.0 m/z 71.10 28.10%
OFrrprrrprrr rrprhyrees
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38325: Undecane, 5-methyl-
43.0
5.0 R I L IR
7.00 7.20 7.40 7.60 7.80
5000 71.0 m/z 85.10 26.18%
85.0
29.0 ‘ ‘ 1120
Ottt 9301 1260 14101550 1700
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38343: Decane, 3,6-dimethyl- D S EEan s e
43.0 57.0 7.00 7.20 7.40 7.60 7.80
m/z 41.05 22.72%
71.0
5000 85.0
29.0 113.0
0 1 “ || NN 90.0 1> 127014101550 170.0
s 3 a0 B b 30 85 85 106 130 130 140 146 10 100 170 | |70 7% 790 750 150

8270-BF092218_.M Fri Sep 28 14:51:29 2018 Page: 15



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\

BF109391.D

27 Sep 2018 17:04
Ju/sJ

J5066-09

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

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

Concentration Rank 8

Peak Number

13 unknown7.47

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

7.47 6.01 ng 256928 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 6-ethvl-2-methvl- 156 C11H24 062016-19-7 35
2 Undecane. 4.7-dimethvl- 184 C13H28 017301-32-5 35
3 Nonane. 5-(2-methvipropvl)- 184 C13H28 062185-53-9 27
4 Undecane. 2.8-dimethvl- 184 C13H28 017301-25-6 27
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 27

Abundance Scan 915 (7.469 min): BF109391.D (-913) (-) m/z 57.10 100.00%
431 511 71.1
5000 &1 109.1
271 e 1ees 50 7a0 760 780
0 m/z 71.10 99.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28450: Octane, 6-ethyl-2-methyl-
43.0
71.0
57.0
5000 R UL UL IR
85.0 7.20 7.40 7.60 7.80
29.0 m/z 43.10 84 .12%
. . ‘ 1120 1210 4560
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48860: Undecane, 4,7-dimethyl-
43.0
5.0 U UL UL IR L
7.20 7.40 7.60 7.80
5000 710 m/z 41.10 55.29%
85.0
29.0
0 \ “\ I | 9901130127.0141.01550  184.0
mz-> 20 40 60 80 100 130 10 160 180
Abundance #48916: Nonane, 5-(2-methylpropyl)- L B o MR
43.0 57.0 71.0 7.20 7.40 7.60 7.80
m/z 85.10 50.76%
85.0
5000
29.0 126.0
o oL L 1110 | 14001540
A A R A A "R A " 720 7.40 7.60 7.80

8270-BF092218.

M Fri Sep 28 14:51:30 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Decane, 3,7-dimethyl- Concentration Rank 4

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

7.50 12.59 ng 537740 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 94
2 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 72
3 Nonane. 5-methvl-5-propvl- 184 C13H28 017312-75-3 59
4 Butanal. 4-I(tetrahvdro-2H-pvran... 172 C9H1603 054911-85-2 59
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 53

Abundance Scan 920 (7.498 min): BF109391.D (-918) (-) m/z 57.05 100.00%
57.0
5000 85.1
11211411 7.20 7.40 7.60 7.80
oLl | A Ve 2810 300 hsr 71,10 95.18%
m/z--> 50 100 150 200 250 300 350
Abundance #38338: Decane, 3,7-dimethyl-
43.0
71.0
5000 U UL IR I
7.20 7.40 7.60 7.80
m/z 43.10 86.13%
oLl L | 99022701550
m/z--> 50 100 150 200 250 300 350
Abundance #101975: Sulfurous acid, nonyl 2-propyl ester
43.0
1o 720 7.40 7.60 7.80
5000 m/z 85.10 41.68%
oLl \‘ || 1970 1270 16101010
m/z--> 50 100 150 200 250 300 350
Abundance #48915: Nonane, 5-methyl-5-propy!l- B S
71.0 7.20 7.40 7.60 7.80
43.0 m/z 41.10 41.13%
5000
127.0
IENNCIN
O U UL ISR I R
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF092218_.M Fri Sep 28 14:51:30 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1-Dodecanol, 2-methyl-, (S)- Concentration Rank 18

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

7.56 3.76 ng 160478 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-methvl-. (S)- 200 C13H280 057289-26-6 72
2 Octane. 4-methvl- 128 C9H20 002216-34-4 46
3 Oxalic acid. 6-ethvloct-3-vl eth... 258 C14H2604 1000309-33-9 46
4 Hexane. 3-ethvl-4-methvl- 128 C9H20 003074-77-9 38
5 Undecane 156 C11H24 001120-21-4 38

Abundance Scan 930 (7.557 min): BF109391.D (-927) (-) m/z 57.10 100.00%
571.1

43.1
5000 85.1

111.1 131.1 LI L B L
146.1 166.1 7.20 7.40 760 7.80

0 T T el S m/z 43.10 61.10%

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

Abundance #61359: 1-Dodecanol, 2-methyl-, (S)-

5000 LA L L L L L L
7.20 7.40 7.60 7.80
111.0 m/z 41.10 49 _.86%
o || 125.0 140 0154 0168 0]_82 0
A IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12667: Octane, 4-methyl-
43.0
N B o e o
7.20 7.40 7.60 7.80
5000 m/z 55.00 46 .59%
57.0 71.0 85.0
27.0
o ‘ ‘M‘ I H 99.0113.0128.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #108899: Oxalic acid, 6-ethyloct-3-yl ethyl ester N B o e o
43.0 57.0 7.20 7.40 7.60 7.80
71.0 85.0 m/z 56.10 46 .48%
5000
28,0 111.0
‘ ‘ 141.0
O .H‘.. nlJ,.‘.:. P uh et S 1850 .
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 14

Peak Number 16 Decane, 6-ethyl-2-methyl-

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

7.61 3.95 ng 168843 Naphthalene-d8 7.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 50
2 Heptadecane 240 C17H36 000629-78-7 43
3 Octane. 4-ethvl- 142 C10H22 015869-86-0 43
4 Hexadecane 226 C16H34 000544-76-3 43
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 43

Abundance Scan 939 (7.610 min): BF109391.D (-936) (-) m/z 57.10 100.00%
57.1
5000
7.20 7.40 7.60 7.80 8.00
0 m/z 71.10 47 .32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48909: Decane, 6-ethyl-2-methyl-
57.0
5000 | BBLLNLINLE IR L LB B BL
7.20 7.40 7.60 7.80 8.00
85.0 m/z 43.10 45.41%
0 39I 113.0 1410
L A I o o o e e o e E REEAEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57.0
R e R R
85.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 41.05 25.73%
29.0
”.“.”,”.w.”.“.”,”.w.”.“.”,”...”...”,”.w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19162: Octane, 4-ethyl- T
57.0 7.20 7.40 7.60 7.80 8.00
m/z 85.10 23.63%
5000
29.0 ‘ ‘
85.0 1120
m/z--> 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 17 trans-Decalin, 2-methyl- Concentration Rank 6

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

7.63 7.93 ng 338867 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 81
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 81
3 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 81
4 Decalin. svn-1-methvl-., cis- 152 C11H20 1000158-89-1 68
5 Cyclodecene, 1l-methyl- 152 C11H20 066633-38-3 68

Abundance Scan 942 (7.628 min): BF109391.D (-941) (-) m/z 67.05 100.00%
6740 811 951
152.2
411 551
5000
109.1 137.2
| l | h 123.1 7.20 7.40 7.60 7.80 8.00
obrrreerereieelll b Wl L L b Th/z 81.10  94.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25429: trans-Decalin, 2-methyl-
81.0
67.0
41.0 950 9.0 152.0
5000 R SR UL I
137.0 7.20 7.40 7.60 7.80 8.00
29.0 1090 m/z 95.10 88.85%
| il ”l: I ||| il ‘ " 1230 |
O'P“'P'”P'“I“'W”'W'”"”'P”'P'”P'“"“I””I”'W”'W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25445: Naphthalene, decahydro-2-methyl-
41.0 67.0
95.0 B . A
55.0 810 152.0 720 7.40 7.60 7.80 8.00
5000 m/z 82.10 73.93%
137.0
109.0
b Al e ]
0'P“'P'”LM“”LPW”wW”JH'“WwI"“'ﬁ'“Pw“l””l”'Wm'W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25436: 1-Methyldecahydronaphthalene R i e R
41.0 67.0 7.20 7.40 7.60 7.80 8.00
50 810 95.0 152.0 m/z 152.15 69.95%
5000
137.0
109.0
L Lo |
0W”'W””lm“”'hPﬂ'b”M'“WWJW””N”“PW“P”'P”WJ”W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Tetracosanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.71 5.38 ng 219810 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 1976 (13.710 min): BF109391.D (-1972) (-) m/z 57.10 100.00%
57.1
97.1
5000
%1 151 said 1340 13,60 1380 1400
(o} m/z 43.10 92.87%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 (97.0
5000 LR BRI BULLILN B B
Bmmmmmmm
30.0 m/z 83.10 89.89%
0 27,0 , ]1 L ,168 0 210 0238.0 278.0308.0337.0
m/z--> 50 100 150 200 250 360 3%0
Abundance #166292: Behenic alcohol
83.0
43.0
13.'40 13.|60 13.I80 14.'00 '
5000 111.0 m/z 55.10 81.43%
N ” Lk g ‘f“‘f’-‘{ 1820 2240  280.0309.0 WNMVMA
m/z--> 55 100 1%0 200 250 300 3%0
Abundance #210517: 1-Heptacosanol A REEREEaSS
57.0 97.0 13.40 13.60 13.80 14.00
m/z 69.10 79.04%
h /M\JK«/\,M
39.0
ZmJ‘JH;Phﬁwom%Bmzmm%ommww
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1,0 13 40 13. 60 13 80 14. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl6.08 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.08 3.77 ng 139429 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol4.1.0Theptane. 1-me... 168 C10H1602 000096-08-2 35
2 2H-Pvran. 2-(7-heptadecvnvloxv)t... 336 C22H4002 056599-50-9 15
3 1.8-Nonadiene. 2.7-dimethvl-5-(1... 192 Cl14H24 068702-20-5 14
4 20-Ethvnvl-5-preanen-3.20-diol 342 C23H3402 1000255-24-9 14
5 Hydrocinnamic acid, ester with 2... 217 C13H15NO02 014026-17-6 11
Abundance Scan 2379 (16.080 min): BF109391.D (-2374) (-) m/z 95.05 100.00%
43.0 94.0
5000 275.2 4533 386.3
3163 T
|| | 15.80 16.00 16.20 16.40
o} m/z 43.00 89.01%
m/z--> 50 100 150 200 250 300 350
Abundance #36534: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-4-(2-methylox...
43.0
5000 LI B BN LN B
95.0 15.80 16.00 16.20 16.40
m/z 105.05 81.83%
123.0
0 T S O B I e A
m/z--> 50 100 150 200 250 300 350
Abundance #174154: 2H-Pyran, 2-(7-heptadecynyloxy)tetrahydro-
55.0
1.0 R B B UGN B
15.80 16.00 16.20 16.40
5000 121.0 m/z 107.10 81.64%
61.0
01280 F Jh {19;1 0 23102500 305 0334, o
m/z--> 50 100 150 200 2éo 300 350
Abundance #54709: 1,8-Nonadiene, 2,7-dimethyl-5-(1-methylethenyl)- AN B EE e
107.0 15.80 16.00 16.20 16.40
m/z 55.10 77 .51%
55.0
5000 149.0
1920
m/z--> 50 250 300 350 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109391.D

Aca On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample = J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.14 3.80 ng 140449 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2389 (16.139 min): BF109391.D (-2386) (-) m/z 57.10 100.00%

57.1

?

5000
99.0 T I TTrTT I TTrTT I TTTT I TTr T I
3 169.1203.1 265.1 15.80 16.00 16.20 16.40
o o S m/z 71.05 69.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
5000 T TT T T[T T T T[T 11T T

15.80 16.00 16.20 16.40
m/z 85.05 60.11%

282.0

141.0 183.0 225.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
R o o
15.80 16.00 16.20 16.40
5000 m/z 43.10 55.70%
99.0
0260) i | | ﬂ | 1410 1830 2250 267.0 3090 3510 422.0
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- R A REER R
57.0 15.80 16.00 16.20 16.40

m/z 69.05 20.05%
5000

113.0 830
olzelof LI, 1 253.0

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092718\
Data File : BF109391.D

Acq On : 27 Sep 2018 17:04

Operator : JU/SJ

Sample - J5066-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .25 6.25 3.9 ng 143940 1 6.70 738092 20.0
unknown6 .47 6.47 54_.9 ng 2026230 1 6.70 738092 20.0
Dodecane, 2,7,10-... 6.78 4.3 ng 160227 1 6.70 738092 20.0
unknown6 .82 6.82 3.7 ng 135039 1 6.70 738092 20.0
1-Ethyl-2,2,6-tri... 6.99 7.4 ng 271481 1 6.70 738092 20.0
unknown7 .07 7.07 3.5 ng 128310 1 6.70 738092 20.0
Cyclopentane, hexyl- 7.13 4.8 ng 176439 1 6.70 738092 20.0
unknown7 .19 7.19 4.6 ng 169316 1 6.70 738092 20.0
1-Dodecanol, 3,7,... 7.36 12.8 ng 545799 2 7.99 854294 20.0
1-Decanol, 2-hexyl- 7.41 6.0 ng 256457 2 7.99 854294 20.0
Octane, 2,3,3-tri... 7.43 9.8 ng 417779 2 7.99 854294 20.0
unknown? .47 7.47 6.0 ng 256928 2 7.99 854294 20.0
Decane, 3,7-dimet... 7.50 12.6 ng 537740 2 7.99 854294 20.0
1-Dodecanol, 2-me... 7.56 3.8 ng 160478 2 7.99 854294 20.0
Decane, 6-ethyl-2_._. 7.61 4.0 ng 168843 2 7.99 854294 20.0
trans-Decalin, 2-.._. 7.63 7.9 ng 338867 2 7.99 854294 20.0
n-Tetracosanol-1 13.71 5.4 ng 219810 5 13.84 817558 20.0
unknownl16.08 16.08 3.8 ng 139429 6 15.24 739577 20.0
Eicosane 16.14 3.8 ng 140449 6 15.24 739577 20.0
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