LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 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-BF012519.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 5.034 495 501 507 rBv2 111670 144278 8.89% 0.677%
2 5.463 571 574 581 rBVY 1096420 1164210 71.71% 5.463%
3 5.604 593 598 602 rVB2 49351 75223 4.63% 0.353%
4 5.851 634 640 644 rBV3 83346 150627 9.28% 0.707%
5 6.134 685 688 690 rBV 148208 114912 7.08% 0.539%
6 6.169 690 694 696 rBV3 49505 61830 3.81% 0.290%
7 6.263 705 710 713 rBV2 94369 123954 7.63% 0.582%
8 6.363 723 727 736 rBV 316300 509932 31.41% 2.393%
9 6.446 736 741 744 rBV3 45006 77526 4.78% 0.364%
10 6.481 744 747 753 rBVY 1257116 1443355 88.90% 6.772%
11 6.581 761 764 765 rBV 86131 70058 4.32% 0.329%
12 6.610 765 769 774 rVB 1551930 1544173 95.11% 7.245%
13 6.687 780 782 784 rVB 111337 86355 5.32% 0.405%

14 6.793 795 800 802 rBv4 103714 135519 8.35% 0.636%
15 6.828 803 806 810 rvv 589533 514144 31.67% 2.412%

16 6.887 813 816 818 rBV3 84319 76005 4.68% 0.357%
17 6.922 818 822 826 rBv4 100330 166466 10.25% 0.781%
18 6.987 828 833 836 rBV 1324798 1153630 71.06% 5.413%
19 7.057 843 845 847 rBV2 91567 69605 4._.29% 0.327%
20 7.098 847 852 856 rvB3 252831 268693 16.55% 1.261%

21 7.145 856 860 863 rBvV3 65381 96129 5.92% 0.451%
22 7.222 870 873 875 rBv2 235874 195338 12.03% 0.917%
23 7.251 875 878 884 rvv4 149629 199196 12.27% 0.935%
24 7.304 884 887 890 rvv4 71731 79770 4.91% 0.374%
25 7.351 891 895 899 rvv4 222102 395742 24 _.38% 1.857%

26 7.393 899 902 907 rvv 966824 1017257 62.66% 4._.773%
27 7.469 911 915 919 rVB4 262674 374963 23.10% 1.759%
28 7.551 926 929 932 rBv4 75584 110189 6.79% 0.517%
29 7.604 936 938 940 rVB 116314 81496 5.02% 0.382%
30 7.634 940 943 946 rBVv3 377185 352559 21.72% 1.654%

31 7.704 952 955 960 rvB3 111379 117408 7.23% 0.551%
32 7.751 960 963 967 rvB3 376740 379230 23.36% 1.779%
33 7.851 977 980 982 rBV3 70976 71204 4_.39% 0.334%
34 7.934 991 994 999 rvB4 140955 190698 11.75% 0.895%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 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-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.981 999 1002 1006 rBV5 163113 246838 15.20% 1.158%

36 8.016 1006 1008 1012 rVvv4 139408 191733 11.81% 0.900%
37 8.051 1012 1014 1019 rVvV5 181585 262835 16.19% 1.233%
38 8.116 1019 1025 1027 rVvVv 870823 1011392 62.30% 4.746%
39 8.157 1030 1032 1036 rVB3 163302 184846 11.39% 0.867%
40 8.198 1036 1039 1043 rBv4 158606 213634 13.16% 1.002%

41 8.287 1051 1054 1056 rBVv3 125033 133195 8.20% 0.625%
42 8.316 1056 1059 1061 rVB 264366 192719 11.87% 0.904%
43 8.398 1070 1073 1077 rBV5 86806 136750 8.42% 0.642%
44 8.551 1096 1099 1101 rBV3 173818 146175 9.00% 0.686%

45 8.575 1101 1103 1108 rvB4 107150 99696 6.14% 0.468%
46 8.616 1108 1110 1112 rBV2 95556 65806 4._05% 0.309%
47 8.651 1113 1116 1120 rVB3 170289 159907 9.85% 0.750%
48 8.887 1153 1156 1159 rBv4 67926 72980 4_50% 0.342%

49 9.128 1195 1197 1203 rBv4 80446 103538 6.38% 0.486%
50 9.187 1203 1207 1210 rBV 1978248 1623508 100.00% 7.618%

51 9.269 1218 1221 1223 rVB3 94161 76279 4._.70% 0.358%
52 9.581 1270 1274 1277 rVB3 284966 302426 18.63% 1.419%
53 9.734 1297 1300 1303 rBV 108158 110886 6.83% 0.520%
54 9.775 1305 1307 1310 rVvB2 100218 77646 4.78% 0.364%
55 9.869 1320 1323 1326 rVB 847216 720440 44 .38% 3.380%

56 10.116 1363 1365 1368 rVB3 68683 62422 3.84% 0.293%
57 10.186 1374 1377 1380 rBV5 62935 88364 5.44% 0.415%
58 10.275 1389 1392 1397 rBV3 99033 127137 7.83% 0.597%
59 10.663 1455 1458 1463 rBV 1225335 1208785 74.46% 5.672%
60 11.363 1573 1577 1580 rBV 928379 902592 55.60% 4_.235%

61 12.951 1845 1847 1851 rVB 1416204 1178443 72.59% 5.529%

Sum of corrected areas: 21312646
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\

BF112573.D

14 Feb 2019 17:41

JussJ

K1457-11

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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, 1,1,3-trimethyl- Concentration Rank 12

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

5.03 5.61 ng 144278 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 64
2 3-Isopropvl-5-methvl-hex-4-en-2-one 154 C10H180 077142-85-9 43
3 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 32
4 3-Hexene. 2.5-dimethvl- 112 C8H16 015910-22-2 27
5 Isocytosine 111 C4H5N30 000108-53-2 27

Abundance Scan 500 (5.028 min): BF112573.D (-495) (-) m/z 111.10 100.00%
69.1 1141
5000 431 551
83.1

460 4.80 5.00 5.20 5.40
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 950
4.60 4.80 5.00 5.20 5.40
270 83.0 m/z 43.10 50.09%
ol 150 l | 950 | 126.0
A IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26800: 3-Isopropyl-5-methyl-hex-4-en-2-one
69.0 111.0
4.60 4.80 5.00 5.20 5.40
5000 m/z 41.10 49 _.89%
43.0 55.0
o 21.0 ‘ Q) 880 970 | 1330 139.0 1540
N R RS B B R e  ARRRARRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69.0 4.60 4.80 5.00 5.20 5.40
111.0 m/z 55.10 48 .57%
5000 55.0
41.0
29.0
‘ 820 o
o ..,....,...‘.‘,....‘,a‘...,.:H.,...‘al....,‘l‘...,...‘.,....ﬁl...,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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, l-ethyl-4-meth... Concentration Rank 11

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

5.85 5.86 ng 150627 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 87
2 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 81
3 Cvclohexane. l-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 74
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 74
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 74

Abundance Scan 640 (5.851 min): BF112573.D (-634) (-) m/z 97.10 100.00%
55.0 91
5000
41.1 69.0
| | ‘ 81.1 1110 1261 560 5.80 6.00 6.20
Ol bl bl Sa” L Tmzz 55.05 79.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11623: Cyclohexane, 1-ethyl-4- methyl trans-
58.0 91.0
5000 IR SRR RSN LR
41.0 69.0 126.0 5.60 5.80 6.00 6.20
. . 0
9.0 | 810 m/z 41.10 30.41%
0'W'”'P'hh”'h“”'ﬁhLI““IL'”W“'W'”'P'Eﬁ%R'P'”I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
560 580 600 620
5000 m/z 69.05 28.68%
41.0 690
29.0 126.0
0"|""|""|'"'|'"'l""|""|'"éf'q"|""l"'%ﬁ%lg'l""l"'
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
550 97.0 5.60 5.80 6.00 6.20
m/z 39.05 14 .15%
5000
41.0
29.0 69.0 810 126.0
0% '|}?'9|"'th' "jlw"'l'“"I"'H‘I'"'I""I"'ll"'%ﬁ% P"I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20

8270-BF012519.M Fri Feb 15 13:33:15 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
" 6.13 4.47ng 114912 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Heptane. 3-ethvl-2-methvl- 142 CloH22 014676-29-0 90

2 Decane. 2.5-dimethvl- 170 C1l2H26 017312-50-4 78
3 Heptane. 4-propvl- 142 C10H22 003178-29-8 64
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 59
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 59
Abundance Scan 687 (6.128 min): BF112573.D (-685) (-) m/z 57.10 100.00%
571.1
5000 430
98.0
11 g51 1131 580 6.00 6.20 6.40
0 e m/z 43.05 51.28%
m/z--> 20 40 80 100 120 140 160
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57.0
5000 43.0
5.80 6.00 6.20 6.40
98.0 m/z 41.10 34.81%
29.0 710 g5 |
0 ] I""I'%¥3PI" '}?%q L DA
m/z--> 20 40 60 80 100 120 140 160
Abundance #38348: Decane, 2,5-dimethyl-
57.0
5.80 6.00 6.20 6.40
5000 43.0 m/z 98.05 29.35%
29.0
71.0 .
0 H Ul Ty 859 | 113.0127.0141.0155.0 170.0
m/z--> 2|0 4|0 60 8|0 1(|)0 12|0 14|10 1é0 I
Abundance #19174: Heptane, 4-propyl-
57.0 5.80 6.00 6.20 6.40
m/z 56.05 15.11%
5000
41.0 98.0
27.0 70.0
0 H ‘ “ ! H\ \‘\ 83.0 | 112.0 142.0
m/z--> 2|0 4|0 6|0 8|0 1(I)O 12|O 14|10 1é0 I 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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

o

Peak Number 4 Bicyclo[2.2.2]octane, 2-met... Concentration Rank 15

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

6.26 4.82 ng 123954 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.21loctane. 2-methvl- 124 C9H16 000766-53-0 55
2 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 50
3 Ethvlidenecvcloheptane 124 C9H16 010494-87-8 42
4 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 42
5 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 38

Abundance Scan 709 (6.257 min): BF112573.D (-705) (-) m/z 57.05 100.00%
1 570
69.1
5000 84.0
9%.1 1111
|| |‘ “| ”l |H 125.0 1382 6.00 6.20 6.40 6.60
11N N 1 m/z 43.10 93.05%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
67.0 810 950

124.0
109.0
41.0
5000
58.0 6.00 6.20 6.40 6.60
m/z 41.05 93.03%
o 1 |.| \ il |.|| | m |. |
e e e e e e e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10664: 3,4-Octadiene, 7-methyl-
41.0 61.0
R B R Lamas e T
81.0 6.00 6.20 6.40 6.60
5000 95.0 m/z 55.10 82.88%
53.0
109.0
‘ 120
0 Il \‘Hh \‘\‘ “\‘ L) |
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10650: Ethylidenecycloheptane e EREEE RaaEe S
67.0 95.0 6.00 6.20 6.40 6.60
m/z 69.10 80.72%
5000 410 550 81.0 124.0
27.0 | ‘ | 109.0
ok 250 b M ll il Ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 3

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

6.36 19.84 ng 509932 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. 2.6-dimethvl-. IS-(E)1- 140 C10H20 062960-76-3 70
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 70
3 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 58
4 2-Methvl-2-octene 126 C9H18 016993-86-5 46
5 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 46

Abundance Scan 726 (6.357 min): BF112573.D (-723) (-) m/z 69.10 100.00%
69.1
55.1
5000 410 125.1
83.0 111.1
| | h ul || 97.1 ‘ 140.1 6.00 6.20 6.40 6.60
I | AN 1 PR S N OO NN A m/z 55.10 62.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]-
58.0
69.0
5000 SRR R SN
210 im 6.20 6.40 6.60
m 70.05 56 .30%
29.0 | 830 o7 1110 140.0 z t
0 | N : | 125.0
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18000: 2-Octene, 2,6-dimethyl-
69.0
6.00 6.20 6.40 6.60
5000 55.0 m/z 41.05 50.99%
43.0 830 140.0
29.0 :
AT A T T T A T
O e e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11567: 1-Hexene, 3,3,5—trimethy|— L B LB L DL B
69.0 6.00 6.20 6.40 6.60
41.0 m/z 125.10 42 .48%
5000 55.0
27.0 83.0
o ] \J ‘ ‘ 1 | 980 111.0 126.0
m/z--> 20 30 40 50 60 fo 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 60.07 ng 1544170 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 769 (6.610 min): BF112573.D (-765) (-) m/z 132.00 100.00%
13%.0
5000 68.0
96.0 SRR SR
40.1 54 | 1101 1541 6.20 6.40 6.60 6.80 7.00
of BRSNS - V'S S | N 5% S m/z 68.05 35.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 B ARERE NARRE R R
620 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.20%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 980 1160 m/z 66.10 22.96%
0 |||||||||‘|‘|‘|‘| ‘M ||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180 A
Abundance #14105: B|cyc|o[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- T T T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.79%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“|||ﬁ||‘|‘||l‘||l“| T R e AR m
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 3-Octyne Concentration Rank 10

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

6.92 6.48 ng 166466 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octvne 110 C8H14 015232-76-5 50
2 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 43
3 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 38
4 Bicvclol3.1.0Thexan-3-one. 4-met... 152 C10H160 001125-12-8 38
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 30

Abundance Scan 822 (6.922 min): BF112573.D (-818) (-) m/z 109.10 100.00%
41.1 811 109.1
55.1 g71 1
5000
6.60 6.80 7.00 7.20
01 m/z 41.10 86 .02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5885: 3-Octyne
67.0
81.0
5000 AR S AR AR
6.60 6.80 7.00 7.20
m/z 81.10 81 .55%
110.0
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5981: Cyclohexene, 1,2-dimethyl-
95.0
67.0 81.0
110.0 6.60 680 7.00 7.0
5000 41.0 ' m/z 55.10 74 .86%
270 55.0
0 et e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5956: Cyclohexane, ethylidene- A REEEEEaSS
81.0 6.60 6.80 7.00 7.20
m/z 57.10 73.78%
67.0
5000
41.0
110.0
27.0 53.0 95.0
0“ﬁﬁ%“Lm“w““wmwHWVJM““ﬁAWH“PHWH“VHWH“V“WH AR SR AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 2-Decene, 4-methyl-, (2)- Concentration Rank 5

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

7.10 10.45 ng 268693 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decene. 4-methvl-. (2)- 154 C11H22 074630-30-1 72
2 4-Decene. 4-methvl-. (E)- 154 C11H22 060366-66-7 58
3 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 53
4 Cvclohexane. 1.1-dimethvl-2-propvl- 154 C11H22 081983-71-3 47
5 5-Undecene 154 C11H22 004941-53-1 46

Abundance Scan 852 (7.098 min): BF112573.D (-847) (-) m/z 69.10 100.00%
69.1
55.1
5000 41
83.1
97.1 1111 .
1251 1392 1341 6.80 7.00 7.20 7.40
o} m/z 55.10 67 .54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27070: 2-Decene, 4-methyl-, (2)-
69.0
41.0
5000 56.0 U I L I
6.80 7.00 7.20 7.40
84.0 m/z 41.10 51.99%
29.0
0 il 97.0 111.0 1260 139.0 154.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27060: 4-Decene, 4-methyl-, (E)-
58.0
680 7.00 7.20 7.40
5000 69.0 m/z 56.05 39.96%
41.0
27.0
84.0 97.0
ol B e SO e g g aso
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 R s e
69.0 6.80 7.00 7.20 7.40
a0 20 m/z 83.10 36.53%
5000 84.0
280 97.0 111.0 139.0 1540
0'WHJL““MMHVHLV“HL“WmMWHml““m“'ﬁﬁﬁ'“h““v'“v' U A I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Naphthalene, decahydro-, tr... Concentration Rank 7

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

7.22 7.60 ng 195338 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 93
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 91
3 2H-Inden-2-one. octahvdro-. cis- 138 C9H140 005689-04-3 80
4 Spirol4.51decane 138 C10H18 000176-63-6 76
5 2H-Inden-2-one, octahydro-, trans- 138 C9H140 016484-17-6 72

Abundance Scan 873 (7.222 min): BF112573.D (-870) (-) m/z 67.10 100.00%
67.1 138.1
81.1 9.1
5000 41.1
54.1 S L UL R
||| | | | | 123.1 1521 6.80 7.00 7.20 7.40 7.60
Obrrprrrr e e il et bl L ASed 0 Tm/z 138.05 0 91.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16920: Naphthalene, decahydro-, trans-
61.0
138.0
41.0 82.0 96.0
5000
55.0 6.80 7.00 7.20 7.40 7.60
27.0 109.0 m/z 68.10 74.61%
O'W%?QP'JL'”'““"JL' “d|"lh'“'ﬁqIw"“h“'}ﬁ%el“' [T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16891: Naphthalene, decahydro-
67.0 96.0 138.0
82.0
6.80 7.00 7.0 7.40 7.60
5000 41.0 550 m/z 96.10 65.12%
' 109.0
29.0
O”P”W'Jh””P'”PLW'”W”'ML”PWMP”J'”EQRP”‘P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17573: 2H-Inden-2-one, octahydro-, cis- R R A B B
41.0 81.0 94.0 6.80 7.00 7.20 7.40 7.60
67.0 m/z 81.10 62.59%
5000
109.0
obrrrrerrprrerpreetler el all ol ML LSO e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2H-Pyran, tetrahydro-4-meth... Concentration Rank 6

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

7.25 7.75 ng 199196 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. tetrahvdro-4-methvl-2-... 154 C10H180 016409-43-1 50
2 Cvclohexane. 1.1-dimethvl-2-propvl- 154 C11H22 081983-71-3 50
3 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 47
4 4-Octene. 2.3.6-trimethvl- 154 C11H22 063830-65-9 46
5 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 43

Abundance Scan 878 (7.251 min): BF112573.D (-875) (-) m/z 69.10 100.00%
69.1
55.1
5000 1.1 83.1

12511391 T I B T
| | | 1111 | 154.1 7.00 7.20 7.40 7.60
..,....,....|;!'...,-.':..,...: ..,...",....,....,'!..,...'.,....,.'!..,.. m/z 55.10 62.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26939: 2H-Pyran, tetrahydro-4-methyl-2-(2-methy!-1- propenyl)

o

41.0 69.0
55.0
5000 29.0 L L B
7.00 7.20 7.40 7.60
m/z 83.10 40.47%
97.0 109.0121.0
04
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-
69.0
41.0 56.0 IIIIIIIIIIIIIIIIIIIIIII
7.00 7.20 7.40 7.60
5000 84.0 m/z 81.10 38.27%
L)
‘ 97.0 111.0 139.0 154.0
125.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27092: Cyclohexane, 1,2-diethyl-3-methyl-  EEREEEEEE s L
69.0 7.00 7.20 7.40 7.60
m/z 41.10 37 .44%
5000 55.0 83.0 125.0
41.0
280 “ ) | 950 1110 | 1390 1540
0”,””“.”“”w.”w”.w””,””“”.“”w.”w”.w””“.”“”.“. S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown7.47 Concentration Rank 4

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

7.47 14.59 ng 374963 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(3.3-dimethvilcvclohex... 154 C10H180 026532-23-0 43
2 Cvclohexane. 1.2-diethvl-1-methvl- 154 C11H22 061141-79-5 41
3 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 35
4 Cyclooctane. 1-methvl-3-propvl- 168 C12H24 255885-37-1 35
5 Cyclohexane, l-ethyl-2-propyl- 154 C11H22 062238-33-9 27

Abundance Scan 915 (7.469 min): BF112573.D (-911) (-) m/z 69.10 100.00%
69.1

5000

7.20 7.40 7.60 7.80
m/z 55.10 76.94%

04
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #26895: Ethanol, 2-(3,3-dimethylcyclohexylidene)-, (2)-
.0

41.0
93.0 121.0 136.0

5000

7.20 7.40 7.60 7.80
m/z 41.10 67.02%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27091: Cyclohexane, 1,2-diethyl-1-methyl-
69.0
550 LN L L L L L L L L L L
83.0 125.0 7.20 7.40 7.60 7.80
5000 m/z 136.10 44.03%
41.0
154.0
97.0
S A .~
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27092: Cyclohexane, 1,2-diethyl-3-methyl-
69.0 7.20 7.40 7.60 7.80
m/z 81.10 42 _.43%
5000 55.0 83.0 125.0
41.0
o 270 “\ |- 01110 | 1390 1540
R L L e L L L L A e L e R s n s e e R o N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80

8270-BF012519.M Fri Feb 15 13:33:21 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Naphthalene, decahydro-2-me... Concentration Rank 9

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

7.63 6.97 ng 352559 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 92
2 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 91
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 87
4 Cvclohexanone. 5-methvl-2-(l-met... 152 C10H160 015932-80-6 76
5 Pulegone 152 C10H160 000089-82-7 70

Abundance Scan 942 (7.628 min): BF112573 D ( 940) (-) m/z 81.10 100.00%
411 55.1 67.1 81.
5000
| 720 7.40 7.60 7.80 8.00
o} SN | " m/z 119.10 92.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 67.0 81.0 152.0
: 95.0
55.0
5000{ 270
7.20 7.40 7.60 7.80 8.00
m/z 41.10 91.14%
0<
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25433: cis-Decalin, 2-syn-methyl-
81.0 95.0
o O 750 740 750 750 860
5000 55.0 m/z 67.10 90.47%
100 152.0
29.0 :
| ‘ | 1230 1370
Ouluu‘.luull‘... IHM : ‘l.i‘...‘“.‘...l‘.‘l.‘.|....|....lu‘...luu‘.lnulu..lnulun
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25429: trans-Decalin, 2-methyl- I REEmE R e
81.0 7.20 7.40 7.60 7.80 8.00
67.0 m/z 55.10 88.92%
41.0 550 9.0 152.0
5000
137.0
29.0 109.0
O'W”“I””P'”'”'"W'”'”'W””I””P'}ﬁ%?P”'P”W”'W””I”” R SR UL I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 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\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 unknown7.93 Concentration Rank 20

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

7.93 3.77 ng 190698 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. 1-methvl-3-propvl- 168 C12H24 255885-37-1 47
2 3-Heptene. 2.2.3.5.6-pentamethvl- 168 C12H24 116164-06-8 47
3 Bicvclol3.1.11heptan-3-one. 2.6.... 152 C10H160 015358-88-0 46
4 1.4-Diisopropvl cvclohexane 168 C12H24 022907-72-8 43
5 4-Nonene, 2,3,3-trimethyl-, (2)- 168 C12H24 063830-68-2 43

Abundance Scan 993 (7.928 min): BF112573.D (-991) (-) m/z 69.10 100.00%
1

5000

148.1 168.1 7.60 7.80 8.00 8.20

0 m/z 55.10 93.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36851: Cyclooctane, 1-methyl-3-propyl-
69.0
5000 83.0 S
410 30 125.0 7.60 7.80 8.00 8.20
m/z 97.10 61.96%
210 | ” 9.0 1110
OHPHMHHUHWMHPJJMHNL.”ﬁpuqdnpnw””“”w””“”q””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36861: 3-Heptene, 2,2,3,5,6-pentamethyl-
69.0
A B e
1250 7.60 7.80 8.00 8.20
5000 41.0 83.0 ' m/z 41.10 59.22%
55.0
97.0 111.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25367: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... A o e
41.0 55.0 69.0 7.60 7.80 8.00 8.20
m/z 105.05 56.73%
83.0
5000
27.0 95.0
110.0 152.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.60 7.80 8.00 8.20

8270-BF012519.M Fri Feb 15 13:33:22 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 cis-Decalin, 2-syn-methyl- Concentration Rank 14

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

7.98 4.88 ng 246838 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 60
2 Cvclodecene. 1-methvl- 152 C11H20 066633-38-3 60
3 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 60
4 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 50
5 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 46

Abundance Scan 1002 (7.981 min): BF112573.D (-999) (-) m/z 55.10 100.00%
431 531 811 95.1
67.1 119.1
152.1
5000 1672
137.1 I
| .l ‘ || “ﬂ 107 7.60 7.80 8.00 8.20 8.40
o [N 1 R m/z 41.10 92.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25433: cis-Decalin, 2-syn-methyl-
81.0 95.0
67.0
41.0
5000 5.0 SRS SRR RN SR
152.0 7.60 7.80 8.00 8.20 8.40
29.0 ”901230 m/z 95.10 85.49%
"~ 137.0
0‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25420: Cyclodecene, 1-methyl-
67.0 81.0
4o 550 %0 7.60 7.80 8.00 8.20 8.40
5000 ' m/z 81.10 85.41%
109.0 152.0
29.0 137.0
TP O =
0 '“WH““LWMHVAJH*VLW“AVHWH“NLWH“P“W““P“W““
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25447: Naphthalene, decahydro-2-methyl- A o A B
55.0 95.0 7.60 7.80 8.00 8.20 8.40
41.0 81.0 m/z 119.10 78.51%
67.0 152.0
5000
110.0
L s
0'V“WH“HMW&KV”MHAMLWMAPHWMHV“WHAVHW““P“W““
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 cis,trans-1,6-Dimethylspiro... Concentration Rank 19

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

8.02 3.79 ng 191733 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-1.6-Dimethvilspirol4.51... 166 Cl2H22 1000111-72-3 50
2 trans.trans-1.6-Dimethvispirol4.... 166 C12H22 1000111-72-1 50
3 Naphthalene. decahvdro-1.5-dimet... 166 C12H22 066552-62-3 43
4 Cvclohexene.3-hexvl- 166 C12H22 015232-78-7 42
5 Iridomyrmecin 168 C10H1602 000485-43-8 38

Abundance Scan 1009 (8.022 min): BF112573.D (-1006) (-) m/z 166.15 100.00%
55.1 69.1 166.2
95.1
41.1
5000 8p1 109.1 137.1 152.1
7.60 7.80 8.00 8.20 8.40
0 et m/z 69.10 97.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35211: cis,trans-1,6-Dimethylspiro[4.5]decane
81.0 95.0
166.0
67.0
5000 SR R LN AR
109.0 7.60 7.80 8.00 8.20 8.40
" 123.0 m/z 55.10 90.22%
137.0151.0
e L L s R A LA LA L AR AN AL AL AR RARAN LALAA LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35215: trans,trans-1,6-Dimethylspiro[4.5]decane
81.0 T S LR A S
67.0 166.0 7.60 7.80 8.00 8.20 8.40
5000 109.0 m/z 81.10 85.41%
125013701500 |
S L L L s R A LA LA L AR AN LA AL AR RARAN LALAA LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35202: Naphthalene, decahydro-1,5-dimethyl- A BEEmEEEEE
95.0 7.60 7.80 8.00 8.20 8.40
166.0 m/z 95.10 78.78%
81.0
5000 67.0
41.0 109.0
1 W O O O O
o) M § S R  F— ...‘.“.... .l.. A | P ...‘. SN R | M— .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12'0 1§0 140 150 160 170 760 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 p-Cymen-7-ol Concentration Rank 13

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

8.05 5.20 ng 262835 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmen-7-ol 150 C10H140 000536-60-7 83
2 Cvclohexanone. 2-(2-butvnvl)- 150 C10H140 054166-48-2 55
3 4-Hvdroxv-3-methvlacetophenone 150 C9H1002 000876-02-8 50
4 Ethvitetramethvlcvclopentadiene 150 C11H18 057693-77-3 46
5 3,9-Epoxy-p-mentha-1,8(10)-diene 150 C10H140 1000111-14-8 45

Abundance Scan 1014 (8.051 min): BF112573.D (-1012) (-) m/z 135.10 100.00%
13b.1

5000

7.80 8.00 8.20 8.40

01 m/z 147.10 65.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23685: p-Cymen-7-ol
135.0
5000 790 1050 150.0

7.80 8.00 8.20 8.40
m/z 133.10 56.20%

04
m/z--> 20 40 60 80 100 120 140 160
Abundance #23760: Cyclohexanone, 2-(2-butynyl)-
135.0
55.0 7.80 8.00 8.20 8.40
5000 79.0 150.0 m/z 150.10 49.15%
41.0 93.0
ol WL
olasg b e il L 0L
m/z--> 20 40 60 80 100 120 140 160
Abundance #24469: 4-Hydroxy-3-methylacetophenone
135.0 7.80 8.00 8.20 8.40
m/z 79.10 40.21%
5000 150.0
77.0 107.0
43.0
14.0 2?0 Ll 630 I 91.0 . 121.0 . !
T e o o e e e e e B L e B e B B N R N EEEE e
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown8.20 Concentration Rank 17

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

8.20 4.22 ng 213634 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 46
2 5H-Cvclopentapvrazine. 6.7-dihvd... 148 C9H12N2 038917-61-2 42
3 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 41
4 Benzene. l-ethvl-3-(l1-methvlethvIl)- 148 C11H16 004920-99-4 38
5 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 38

Abundance Scan 1039 (8.198 min): BF112573.D (-1036) (-) m/z 133.05 100.00%
138.1
5000 147.1
163.2
1821 7.80 8.00 820 8.40 8.60
0 : m/z 69.10 48.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0
5000 I I LR L I
148.0 7.80 8.00 820 8.40 8.60
1350”90 m/z 41.10 43.32%
150 390539 770 907 IJ
OIIIIIIIIIIIIIIIIIIIIIIIIIIIII.IIIIIIIIIII
miz--> 20 40 60 80 100 120 140 160 180
Abundance #23227: 5H-Cyclopentapyrazine, 6,7-dihydro-2,5-dimethyl-
133.0
7.80 8.00 8.20 8.40 8.60
5000 148.0 m/z 147.10 42 .12%
39.0
65.0 79.0
0...??"P..‘ﬂ“..‘l”‘.lk“...H‘ﬁ....399.9.\....l..‘..l....l...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22810: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0 7.80 8.00 820 8.40 8.60
m/z 55.10 41.40%
105.0
5000 91.0
770 119.0 148.0
2o | S0 Il
0...,.w.ﬂh.ﬁ.,w..ﬁ,.m.,th..,..ﬂ.,.”.,....,... N —
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112573.D

Aca On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample : K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.32 3.81 ng 192719 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 91

2 3-Tridecene. (E)- 182 C13H26 041446-57-5 58
3 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 53
4 6-Tridecene. (E)- 182 C13H26 006434-76-0 46
5 3-Tridecene, (2)- 182 C13H26 041446-53-1 42
Abundance Scan 1060 (8.322 min): BF112573.D (-1056) (-) m/z 69.10 100.00%
69.1 145.1
5000
'8.00 820 840 B8.60
o m/z 145.10 91.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47295: Cyclohexane, 2-butyl-1,1,3-trimethyl-
55.0 69.0
5000
29.0 83.0 0 8.00 8.20 8.40 8.60
112,016 0 16701820 m/z 83.10 59.23%
o Y T T R W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47272: 3-Tridecene, (E)-
41.0
69.0 '8.00 820 840 860
5000 m/z 41.10 53.02%
83.0
270 97.0
SR ‘ AL | M soneonsa0 20
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30907: 1H-Indene, 2,3—dihydro—l,l,5—trimethy|— LI L L L N N B
145.0 8.00 820 8.40 8.60
m/z 55.10 51.06%
5000
180 390 630770 1050 12%0 | 16(‘)'0
[o) — |‘|||‘||‘|‘| i:‘::‘ Lt |‘|||‘ e M| I— ——r —— S ——
m/z--> 2|O 4|0 I 8|0 1CI)O 12|0 14|10 1é0 1é0 8.|00 8.|20 8.210 8.|60 I
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021419\
Data File : BF112573.D

Acq On : 14 Feb 2019 17:41

Operator : JU/SJ

Sample - K1457-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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, 1,1,... 5.03 5.6 ng 144278 1 6.83 514144 20.0
Cyclohexane, 1-et... 5.85 5.9 ng 150627 1 6.83 514144 20.0
Heptane, 3-ethyl-_.. 6.13 4.5 ng 114912 1 6.83 514144 20.0
Bicyclo[2.2.2]oct. .. 6.26 4.8 ng 123954 1 6.83 514144 20.0
4-Octene, 2,6-dim... 6.36 19.8 ng 509932 1 6.83 514144 20.0
unknown6 .61 6.61 60.1 ng 1544170 1 6.83 514144 20.0
3-Octyne 6.92 6.5 ng 166466 1 6.83 514144 20.0
2-Decene, 4-methy... 7.10 10.4 ng 268693 1 6.83 514144 20.0
Naphthalene, deca... 7.22 7.6 ng 195338 1 6.83 514144 20.0
2H-Pyran, tetrahy... 7.25 7.8 ng 199196 1 6.83 514144 20.0
unknown? .47 7.47 14.6 ng 374963 1 6.83 514144 20.0
Naphthalene, deca... 7.63 7.0 ng 352559 2 8.12 1011390 20.0
unknown?7 .93 7.93 3.8 ng 190698 2 8.12 1011390 20.0
cis-Decalin, 2-sy... 7.98 4.9 ng 246838 2 8.12 1011390 20.0
cis,trans-1,6-Dim... 8.02 3.8 ng 191733 2 8.12 1011390 20.0
p-Cymen-7-ol 8.05 5.2 ng 262835 2 8.12 1011390 20.0
unknown8.20 8.20 4.2 ng 213634 2 8.12 1011390 20.0
Cyclohexane, 2-bu... 8.32 3.8 ng 192719 2 8.12 1011390 20.0
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