LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF072018_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 height area % max. total
1 5.190 482 485 490 rBvV 112238 151781 3.88% 0.216%
2 5.595 550 554 568 rBY 820802 1622018 41.50% 2.305%
3 5.725 573 576 582 rVB 127343 159226 4._07% 0.226%
4 5.972 613 618 622 rvB2 185301 228637 5.85% 0.325%
5 6.154 644 649 652 rBV3 85170 113613 2.91% 0.161%
6 6.195 652 656 659 rvv3 78771 103570 2.65% 0.147%
7 6.231 659 662 665 rvv 183059 194443 4_97% 0.276%
8 6.301 669 674 678 rvB4 87960 140713 3.60% 0.200%
9 6.342 678 681 684 rvB3 86219 90517 2.32% 0.129%
10 6.395 684 690 693 rBV3 167653 183698 4_70% 0.261%
11 6.431 693 696 699 rBvV2 186826 207524 5.31% 0.295%
12 6.501 704 708 710 rBv2 57533 71807 1.84% 0.102%
13 6.537 710 714 717 rBV3 65171 96140 2.46% 0.137%

14 6.595 717 724 734 rBV4 636346 1800733 46.07% 2.559%
15 6.701 738 742 744 rBV 578414 579267 14.82% 0.823%

16 6.731 744 747 759 rVB 2451951 3353078 85.78% 4._.765%
17 6.813 759 761 763 rVB 208377 163410 4.18% 0.232%
18 6.860 763 769 773 rBV3 478122 785275 20.09% 1.116%
19 6.913 773 778 781 rBvV2 609844 703852 18.01% 1.000%
20 6.966 781 787 792 rBV3 828637 1356830 34.71% 1.928%

21 7.013 792 795 797 rBv4 202872 202214 5.17% 0.287%
22 7.037 797 799 802 rVB3 421827 426920 10.92% 0.607%
23 7.072 802 805 806 rBvV 321692 301994 7.73% 0.429%
24 7.089 806 808 809 rvB2 136893 94278 2.41% 0.134%
25 7.119 809 813 817 rBvV 2298703 2622774 67.10% 3.727%

26 7.172 820 822 826 rVvB4 213206 165768 4.24% 0.236%
27 7.219 828 830 835 rvB6 281858 356525 9.12% 0.507%
28 7.272 835 839 841 rBV3 167482 260943 6.68% 0.371%
29 7.313 842 846 853 rBv6 375626 712140 18.22% 1.012%
30 7.378 853 857 858 rBv2 582706 626217 16.02% 0.890%

31 7.419 861 864 868 rvB4 699009 954871 24.43% 1.357%
32 7.460 868 871 876 rBV5 659433 1278798 32.72% 1.817%
33 7.531 879 883 889 rvB 1662618 2604069 66.62% 3.701%
34 7.595 889 894 898 rvB3 811045 1058557 27.08% 1.504%

8270-BF072018.M Fri Jul 27 16:58:32 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.642 898 902 905 rBv2 871515 968998 24.79% 1.377%

36 7.678 905 908 910 rBvV2 489979 659372 16.87% 0.937%
37 7.737 916 918 921 rBV3 381296 388544 9.94% 0.552%
38 7.831 927 934 939 rBV5 808440 1654202 42.32% 2.351%
39 7.954 949 955 956 rBv3 500120 891392 22.80% 1.267%
40 7.995 959 962 964 rvv3 658599 719327 18.40% 1.022%

41 8.101 978 980 983 rvv2 359550 384618 9.84% 0.547%
42 8.142 984 987 991 rvB4 1155709 1531902 39.19% 2.177%
43 8.219 996 1000 1003 rBV 1390740 1642311 42.02% 2.334%
44 8.248 1003 1005 1007 rBV2 577442 441378 11.29% 0.627%
45 8.325 1015 1018 1020 rBV2 477831 529519 13.55% 0.753%

46 8.478 1042 1044 1046 rBV2 445031 429386 10.98% 0.610%
47 8.584 1059 1062 1066 rVB3 846594 1198386 30.66% 1.703%
48 8.625 1066 1069 1071 rBV3 1058975 1128648 28.87% 1.604%
49 8.678 1075 1078 1080 rVvV 1755705 1750119 44.77% 2.487%
50 8.701 1080 1082 1087 rVvB2 1405359 1578840 40.39% 2.244%

51 8.748 1087 1090 1091 rBV2 447430 384579 9.84% 0.547%
52 8.778 1092 1095 1097 rBV 1190322 1235895 31.62% 1.756%
53 8.860 1107 1109 1112 rBV 942578 1154875 29.55% 1.641%
54 8.889 1112 1114 1117 rVvV3 780310 842742 21.56% 1.198%
55 8.983 1125 1130 1133 rBVv4 1205807 1831672 46.86% 2.603%

56 9.019 1133 1136 1140 rVB 903178 1163019 29.75% 1.653%
57 9.119 1151 1153 1156 rBV2 829974 903789 23.12% 1.284%
58 9.319 1184 1187 1193 rVB 2588882 2865179 73.30% 4.072%
59 9.395 1196 1200 1204 rVB 3441381 3908849 100.00% 5.555%
60 9.707 1250 1253 1259 rVB2 999250 1058089 27.07% 1.504%

61 9.813 1269 1271 1274 rVB2 831815 685340 17.53% 0.974%
62 9.866 1277 1280 1281 rBV2 1064336 939203 24.03% 1.335%
63 9.883 1281 1283 1286 rVB3 873378 731031 18.70% 1.039%
64 9.983 1298 1300 1302 rBV 741939 583736 14.93% 0.830%
65 10.007 1302 1304 1306 rVB 766871 540011 13.82% 0.767%

66 10.407 1369 1372 1374 rVB 692010 569798 14.58% 0.810%
67 10.795 1435 1438 1442 rBV 1637962 1948512 49.85% 2.769%
68 11.495 1554 1557 1569 rVB 1057965 1291401 33.04% 1.835%
69 11.924 1628 1630 1633 rBV2 74272 76231 1.95% 0.108%
70 12.001 1640 1643 1649 rBV 320861 323059 8.26% 0.459%

71 12.783 1774 1776 1784 rVBS8 42698 67162 1.72% 0.095%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 13.077 1822 1826 1840 rBV 2837123 2981035 76.26% 4.237%
73 13.954 1971 1975 1981 rBV 136616 159141 4_.07% 0.226%
74 14.095 1995 1999 2003 rBV 895620 794721 20.33% 1.129%
75 14.142 2003 2007 2018 rBV 1036868 1171851 29.98% 1.665%

76 14.977 2145 2149 2154 rVB 476439 491515 12.57% 0.699%

77 15.248 2192 2195 2199 rBV2 55996 62070 1.59% 0.088%
78 15.671 2260 2267 2281 rVB2 736909 1287464 32.94% 1.830%
79 16.107 2337 2341 2348 rVB2 59535 89909 2.30% 0.128%
80 16.642 2428 2432 2437 rVB2 55689 85080 2.18% 0.121%

81 18.236 2695 2703 2711 rVB 176872 468714 11.99% 0.666%

Sum of corrected areas: 70364814
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107729.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown6.73 Concentration Rank 12

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

6.73 49.43 ng 3353080 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-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 747 (6.731 min): BF107729.D (-744) (-) m/z 131.95 100.00%
132
5000 68 \\__
40 % J 6.40 6.60 6.80 7.00
54 109 : : : :
0 g w2 m/z 68.00  39.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.32%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 27.01%
104
ol 14 27 39 51 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 17.03%
5000 og 116 W
0 158 189 \ QQ ﬁ&j
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown7.64 Concentration Rank 13

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

7.64 43.91 ng 968998 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 49
2 1H-Imidazole, 4,5-dihydro-2-(1-m... 112 C6H12N2 040029-86-5 38
3 2-Hexenal, (E)- 98 C6H100 006728-26-3 38
4 7-Octenal, 3,7-dimethyl- 154 C10H180 000141-26-4 38
5 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 35

Abundance Scan 902 (7.642 min): BF107729.D (-898) (-) m/z 55.00 100.00%
69 83

5000

7.40 7.60 7.80 8.00

0 m/z 83.10 89.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6786: Cyclopentane, 1,1,3-trimethyl-
55
41
69
83 97
5000 LA L L L L L L
27 7.40 7.60 7.80 8.00
m/z 69.10 88.16%
15 ‘ | ‘ 112
0 | | | ‘ “ L | Al L |
B L e e T LA AN B s o s B
m/z--> 20 40 60 80 100 120 140 160
Abundance #6330: 1H-Imidazole, 4,5-dihydro-2-(1-methylethyl)-
41
97
LR B RS LR
83 7.40 7.60 7.80 8.00
5000 m/z 97.10 70.14%
112
27 ‘ 5 08
0 H‘\ l M Ly “‘\ [l] 11l
et e
m/z--> 20 40 60 80 100 120 140 160
Abundance #3171: 2-Hexenal, (E)- R s
a1 7.40 7.60 7.80 8.00
m/z 41.00 63.79%
5000 27 55 69 83
98
15
0 L LA o B e e e o e o e BN s e
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown7.68 Concentration Rank 20

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

7.68 29.88 ng 659372 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 46
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 46
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 46
4 Cyclopropane, 1-(1-methylethyl)-... 152 C11H20 056259-17-7 38
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 38

Abundance Scan 908 (7.678 min): BF107729.D (-905) (-) m/z 109.10 100.00%
109
55 gq
5000
152 267 I
355 7.40 7.60 7.80 8.00
ob—2 |I, \ 1.'?.61. ,|- ioten 287 | 1 m/z 95.10 75.20%
m/z--> 50 100 150 200 250 300 350
Abundance #25340: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, trans-
67 95
s000{ 41 I UL LU LA A
152 740 7.60 7.80 8.00
m/z 55.00 69.18%
RRNET
Ouul“l“.‘l“”.‘l‘.‘.‘..‘.... ——r— ——— ———t :
m/z--> 50 100 150 200 250 300 350
Abundance #25447: Naphthalene, decahydro-2-methyl-
162 740 7.60 7.80 8.00
5000 m/z 81.10 64 .80%
}7 123
0..3.|‘|..‘t..|l...|.... — ——— ;
m/z--> 50 100 150 200 250 300 350
Abundance #25433: cis-Decalin, 2-syn-methyl- R B
95 7.40 7.60 7.80 8.00
67 m/z 67.00 54_.11%
41
5000
152
123
0 w,..L'.'.. —— e e o S
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Adamantane, 1,3-dimethyl- Concentration Rank 4

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

7.83 74.96 ng 1654200 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 53
2 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 50
3 1H-S-Triazolo[1,5-a]pyridin-4-iu... 149 C7H7N30 013980-64-8 38
4 Tricyclo[4.3.1.1(3,8)]Jundecane, ... 184 Cl1l1H17CI 027011-46-7 37
5 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 37

Abundance Scan 934 (7.831 min): BF107729.D (-927) (-) m/z 149.10 100.00%
149
5000
81 93
41 55 69 107
125 137 164 1g 7.40 7.60 7.80 8.00 8.20
o l 182 ' "m/z 93.05 32.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33749: Adamantane, 1,3-dimethyl-
T \/MJU\A
5000 93 USRI TR UL U
7.40 7.60 7.80 8.00 8.20
M 107 m/z 81.10 31.57%
29 55 67 79 121 164
0||1|5||‘|‘||‘||||H|||“||Ml‘::‘:‘:|||||||||||||‘|||l|||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44123: 1-Methyl-3-ethyladamantane
149
7.40 7.60 7.80 8.00 820
5000 m/z 95.10 22 .44%
93
5§ 67 ﬂ? | 107121]35 | 163 178
0||||||||||‘| Iw\lwllwlllul |‘|||‘||||||||||||‘|||
miz--> 20 40 60 80 100 120 140 160 180
Abundance #23503: 1H-S-Triazolo[1,5-a]pyridin-4-ium, 2-hydroxy-1-met... T EEERREEEES T
149 7.40 7.60 7.80 8.00 8.20
m/z 69.05 22 .23%
5000
79
L 1828 3 2 86 92 107 155 g4 I
m/z--> 20 4'0 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown7.95 Concentration Rank 15

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

7.95 40.39 ng 891392 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methylimidazole-5-butyric acid 168 C8H12N202 1000129-14-7 43
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 38
3 6-Oxabicyclo[3.2.1]nonan-7-one, ... 168 C10H1602 1000163-86-4 38
4 Bicyclo[3.3.0]octan-3-one, 6-iod... 264 C9H1310 1000150-13-4 27
5 Metacetamol 151 C8H9NO2 000621-42-1 27

Abundance Scan 954 (7.948 min): BF107729.D (-949) (-) m/z 95.10 100.00%
9
5000 123
151
137 RS SRR e e
166 180 7.60 7.80 8.00 8.20
0 s B e m/z 55.00 69.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37129: 4-Methylimidazole-5-butyric acid
95 109
5000 AR SARANLAREE RS LR I
168 7.60 7.80 8.00 8.20
42 54 m/z 69.10 67.01%
68
0...|....|H‘.‘.‘M‘.|.‘l..?%|-...‘.lu‘l‘..llz‘%...lulusuou e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
97 109
69 760 7.80 8.00 8.20
5000 m/z 109.10 65.50%
79
il L I O A
0 ..EL?.U. i i‘* i .‘ |.‘l‘. "IM .‘.”.‘l .“.‘. i i" — "I ————
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36480: 6-Oxabicyclo[3.2.1]nonan-7-one, 1,3,5-trimethyl- R R R
109 7.60 7.80 8.00 8.20
43 m/z 81.10 60.96%
5000 67 82 124
ol X | 135 153 168
m/z--> 20 40 60 80 100 12|0 14|10 1610 1£|30 7.%30 7.%30 8.IOO 8.|20 I

8270-BF072018 .M Fri
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown8.00 Concentration Rank 19

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

8.00 32.59 ng 719327 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dodecene, (E)- 168 C12H24 007206-17-9 42
2 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 27
3 2,6-Octadienal, 3,7-dimethyl-, (Z)- 152 C10H160 000106-26-3 25
4 2-Decene, 4-methyl-, (2)- 154 C11H22 074630-30-1 25
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25

Abundance Scan 963 (8.001 min): BF107729.D (-959) (-) m/z 69.10 100.00%
5000
7.60 7.80 8.00 820 8.40
0 m/z 55.00 93.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36747: 6-Dodecene, (E)-
55 69
41
5000 I LN IR LS I
29 83 7.60 7.80 8.00 8.20 8.40
97 m/z 97.10 78.32%
N
0...|.‘...‘|...“.|.‘l‘..|‘....“,....,1.25..?","0....|.l..|...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl-
55 69
o1 IR A UL A
7.60 7.80 8.00 8.20 8.40
5000 a m/z 151.20 65.80%
84
27 140
oINS | S RO OO S 1 .%{1.,1?5. A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25203: 2,6-Octadienal, 3,7-dimethyl-, (2)-
41 69 7.60 7.80 8.00 8.20 8.40
m/z 56.00 64 .53%
5000
53 g4 94 109
27
oL 18 L0187 s
m/z--> 20 40 60 80 100 120 140 160 180 760 7.80 8.00 8.20 8.40

8270-BF072018_.M Fri Jul 27 16:58:39 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 cis,trans-1,6-Dimethylspiro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.14 69.41 ng 1531900 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 81
2 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 81
3 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 80
4 trans,trans-1,7-Dimethylspiro[4.... 166 C12H22 1000111-72-6 64
5 trans,cis-1,7-Dimethylspiro[4.5]... 166 C12H22 1000111-72-7 58
Abundance Scan 987 (8.142 min): BF107729.D (-984) (-) m/z 166.20 100.00%
55 8l o5 166
5000
178 7.80 8.00 8.20 8.40
of m/z 81.10 93.28%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #35211: cis,trans-1,6-Dimethylspiro[4.5]decane
81 95
166
55 67
5000 AR R LR UL
109 7.80 8.00 8.20 8.40
123 m/z 55.00 89.97%
“ | 137 15
L L L L L L UL B
miz-> 20 40 60 80 100 120 140 160 180
Abundance #35215: trans,trans-1,6-Dimethylspiro[4.5]decane
8t T R R L I
55 67 166 7.80 8.00 8.20 8.40
5000 109 m/z 95.10 83.85%
% 137 181
L L L L L L UL G
miz-> 20 40 60 80 100 120 140 160 180
Abundance #35195: Naphthalene, decahydro-2,6-dimethyl- B B R
81 95 7.80 8.00 8.20 8.40
166 m/z 67.00 75.23%
5000 55 67
29 123 137
0 "|"'”|""|J"w"' R R L I
miz-> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF072018_.M Fri Jul 27 16:58:40 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 cis,trans-2-Ethylbicyclo[4.... Concentration Rank 8

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

8.58 54 .30 ng 1198390 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis,trans-2-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-38-6 91
2 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 87
3 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 47
4 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140 000513-20-2 46
5 Cyclohexene,1-hexyl- 166 C12H22 003964-66-7 46

Abundance Scan 1061 (8.578 min): BF107729.D (-1059) (-) m/z 81.10 100.00%
- g1
67 137
5000 41 95
110
s [ % e 520 840 850 580 5.00
(o} L m/z 55.00 78.78%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #35205: cis,trans-2-Ethylbicyclo[4.4.0]decane
137
81
95
5000 67 R LA L R
55 166 8.20 8.40 8.60 8.80 9.00
‘ 109 m/z 137.10 63.37%
ol— |...Hk I .“H‘. I\\i‘\l .‘.”.‘l ; .“. .::-2‘.3. ; "I T A B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #35206: cis,trans-3-Ethylbicyclo[4.4.0]decane
137
81 SRERAREAE SRR SRR N
95 8.20 8.40 8.60 8.80 9.00
5000 166 m/z 67.00 61.69%
67
55
109
0 ..|....|....|....|....::-2.3...|....|....|....|.
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #16936: 2,6-Dimethylbicyclo[3.2.1]octane R A R
g 8.20 8.40 8.60 8.80 9.00
m/z 41.00 41.81%
95
67
5000 41 55
109
| 123 133
0 T ”””l'M"lt"'h" L DAL DALY U SRERAREAE SRR SRR
m/z--> 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

8270-BF072018_.M Fri Jul 27 16:58:41 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown8.62 Concentration Rank 11

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

8.62 51.14 ng 1128650 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Tridecene, (E)- 182 C13H26 006434-76-0 46
2 Cyclopentane, pentyl- 140 C10H20 003741-00-2 46
3 6-Dodecene, (2)- 168 C12H24 007206-29-3 46
4 3-Dodecene, (E)- 168 C12H24 007206-14-6 46
5 5-Undecene, 6-methyl- 168 C12H24 083687-45-0 43

Abundance Scan 1068 (8.619 min): BF107729.D (-1066) (-) m/z 69.10 100.00%
¢
5000
820 840 8.60 8.80 9.00
Ob S m/z 55.00 89.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47276: 6-Tridecene, (E)-
41 55 69
29
5000 83 A PRI I R
8.20 8.40 8.60 8.80 9.00
97 m/z 41.00 63.96%
Ll
ol L2t .,..J., My ) )7 125 140 154
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #17983: Cyclopentane, pentyl-
69
a1 55 820 840 860 8.80 9.00
5000 83 m/z 70.10 55.30%
29 ‘ 112 140
0 ..}?,.H..ML JW,.kh.,Lu..M. Jl.ﬂ??..l....,....,.... .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36744: 6-Dodecene, (2)- I RAEEE T
4 55 69 8.20 8.40 8.60 8.80 9.00
m/z 57.00 54 .94%
5000 29 83
97 168
ol 15 Il 1}1 125 140
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 840 8.60 8.80 9.00

8270-BF072018_.M Fri Jul 27 16:58:42 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 3

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

8.68 79.30 ng 1750120 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 76
2 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 72
3 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 59
4 Zinc, bis[2-(1,1-dimethylethyl)-_.. 314 C18H34Zn 074793-36-5 59
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 59

Abundance Scan 1078 (8.678 min): BF107729.D (-1075) (-) m/z 69.10 100.00%
60
125
5000 55 83
95 109 HRBELE LR R S
137 151 181 8.40 8.60 8.80 9.00
0,,‘|||,|, i 08 T 194 n/z 125.10  70.37%
m/z--> 20 80 100 120 140 160 180 200
Abundance #18061. Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69 125
83
5000 41 55 AR AR UM UL AR

8.40 8.60 8.80 9.00
m/z 83.10 49.83%

29
o 28 Ml b a0 w0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27092: Cyclohexane, 1,2-diethyl-3-methy!-
69
e BRREEEE
8.40 8.60 8.80 9.00
5000 55 83 125 m/z 55.00 44 _13%
o...,....,....,....,...9.5,.1.1.1.,...1.3‘,9..1.5.4,....,....,.
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #36851: Cyclooctane, 1-methyl-3-propyl- e BRREEEE
69 8.40 8.60 8.80 9.00
m/z 41.00 31.06%
5000 83
a1 125
97
m/z--> 20 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF072018_.M Fri Jul 27 16:58:43 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown8.70 Concentration Rank 5

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

8.70 71.54 ng 1578840 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 38
2 9H-Purin-6-amine,N,9-dimethyl- 163 C7HON5S 002009-52-1 37
3 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 37
4 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 28
5 [1,2,4]Triazolo[1,5-a]pyrimidine... 163 C7HON5 007135-02-6 27

Abundance Scan 1082 (8.701 min): BF107729.D (-1080) (-) m/z 163.20 100.00%
163
5000 107
4 55 67 o % 121
135 151 182, 8.40 8.60 8.80 9.00
o m/z 107.10 43.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #95329: Tricyclo[3.3.1.1(3,7)-]decane, 1-bromo-3,5-dimethyl-
107 163
5000 R U SRR RS R
8.40 8.60 8.80 9.00
79 % m/z 81.10 28.96%
55 7 | “ 121 149
o WP TN OV Y N
m/z--> 40 60 80 100 120 140 160 180
Abundance #33061: 9H-Purin-6-amine,N,9-dimethyl-
163
840 860 880 9.00
5000 107 134 m/z 165.20 27.91%
42
L ?3 lly 94 119 148 ‘ \
e S L L UL UL BN UL SR
m/z--> 40 60 80 100 120 140 160 180
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane R ma e AR RRRa
143 8.40 8.60 8.80 9.00
m/z 95.10 26.58%
5000 107
93
o |5I5 |6I7| |7I9| I|| i 1:.35 149 | 17|.7 19.2
mz-> 40 60 8 100 120 140 160 180 840 860 880 9.00

8270-BF072018_.M Fri Jul 27 16:58:44 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 7

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

8.78 56.00 ng 1235900 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 55
2 Cyclopentane, 1,1,3-trimethyl-3-... 166 C12H22 074421-09-3 50
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 49
4 Cyclohexane, l-ethyl-1,4-dimethy... 140 C10H20 062238-30-6 47
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 47

Abundance Scan 1095 (8.778 min): BF107729.D (-1092) (-) m/z 69.10 100.00%
6o
55 111
5000
165 N
181 196 8.40 860 880 9.00 9.20
of m/z 111.10 60.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69
55 111
5000 41 RN AR AR
126 840 8.60 8.80 9.00 9.20
o7 g4 97 ‘ m/z 55.00 53.83%
o --1‘-5.-‘-‘--‘i”--‘-‘-‘.-“-‘--.“---l‘.--i-.----.----.----.----.-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35223: Cyclopentane, 1,1,3-trimethyl-3-(2-methyl-2-propenyl)
69
n 840 8.60 880 9.00 920
5000 55 m/z 41.00 38.57%
95
o 29 ‘M L 8t |, 123 137 151 165
m/z--> 20 40 eb 85 100 120 140 160 180 200
Abundance #11580: Cyclohexane, 1,1,2-trimethyl- R A R
8.40 8.60 880 9.00 9.20
m/z 56.00 35.38%
41 S5 111
5000
27 8 126
0 ® S L I B A S W USRS SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 840 8.60 8.80 9.00 9.20

8270-BF072018_.M Fri Jul 27 16:58:45 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 5,7-Octadien-3-ol, 2,4,4,7-... Concentration Rank 10

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

8.86 52.33 ng 1154880 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5,7-Octadien-3-ol, 2,4,4,7-tetra... 182 C12H220 077142-78-0 50
2 Naphthalene, decahydro-2,2-dimet... 166 C12H22 031124-85-3 50
3 (+)-2-Bornanone 152 C10H160 000464-49-3 45
4 Camphor 152 C10H160 000076-22-2 45
5 1-(1-Propynyl)cyclohexanol 138 C9H140 000697-37-0 43

Abundance Scan 1109 (8.860 min): BF107729.D (-1107) (-) m/z 95.10 100.00%
9%
151
55 81
5000
41 69
8.60 8.80 9.00 9.20
0 194 206 m/z 151.10 55.30%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #47220: 5,7-Octadien-3-ol, 2,4,4,7-tetramethyl-, (E)-
9% 110
5000 RS R R R R
43 8.60 8.80 9.00 9.20
m/z 55.00 49 .16%
0 1N \‘ u M‘\H ul ‘M 123 139150 167 182
m/z--> 25 160 150 140 160 180 260 '
Abundance #35204. Naphthalene, decahydro-2,2-dimethyl-
95 151
860 880 9.00 9.20
5000 4 55 81 m/z 81.10  47.89%
109
H TR
0"w"'ﬂ"" |"“w"'w"'w"'w"'w"'w"'w
m/z--> 100 120 140 160 180 200
Abundance #25104 (+)—2—Bornan0ne LI L LB L B B
9% 8.60 8.80 9.00 9.20
m/z 69.10 39.84Y%
81
5000 41 69 108
55 152
27
ol 15 123 137
m/z--> 20 40 60 80 100 120 140 160 180 200 8. I60 8. 130 9. oo 9. I20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Cyclohexane, 1,3,5-trimethy... Concentration Rank 17

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

8.89 38.19 ng 842742 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,3,5-trimethyl-2-o0... 378 C27H54 055282-34-3 50
2 Cyclohexanecarboxylic acid, 4-pr... 368 C22H28N203 075941-67-2 50
3 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 47

4 Cyclooctane, 1l-methyl-3-propyl- 168 C12H24 255885-37-1 38
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 38
Abundance Scan 1114 (8.889 min): BF107729.D (-1112) (-) m/z 69.10 100.00%
6
125
5000 41 95
f "obo 5h0 3o 5k
o e ,...I S | TW/Z 55.00 72.69%
miz--> 50 100 150 200 250 300 350
Abundance #201695: Cyclohexane, 1,3,5-trimethyl-2-octadecy!-
125
69
5000 43 N A RS RN

8.60 8.80 9.00 9.20
m/z 125.10 59.92%

97
0 ‘\‘ I h\ ‘ 153 175195214233252 280 308 335354 378
m/z--> 50 100 150 200 250 300 350
Abundance #195483: Cyclohexanecarboxylic acid, 4-propyl-, 4-butoxy-2...
69 125
R R EE Ry
8.60 8.80 9.00 9.20
5000 a1 m/z 95.10 45.52%
153
o 15A | w e \}173 216 334 368
m/z--> 50 100 150 200 250 300 350
Abundance #27090: Cyclohexane, 2,4-diethyl-1-methyl- A BRREEEEE LS
69 8.60 8.80 9.00 9.20
m/z 41.00 44 _77%
5000 125
41
AN
m/z--> 50 100 150 200 250 300 350 8.60 8.80 900 9.20

8270-BF072018_.M Fri Jul 27 16:58:46 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown8.98 Concentration Rank 2

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

8.98 83.00 ng 1831670 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene, 2,6-dimethyl-, [S-(BE)]- 140 C10H20 062960-76-3 49
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 46
3 Cyclohexane, 1,2-diethyl-1-methyl- 154 C11H22 061141-79-5 43
4 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 43
5 2-Octene, 4-ethyl- 140 C10H20 053966-52-2 43

Abundance Scan 1129 (8.978 min): BF107729.D (-1125) (-) m/z 69.10 100.00%
9
5000
8.60 8.80 9.00 9.20 9.40
0 m/z 55.00 81.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55
69
5000 SN SN SRR R
8.60 8.80 9.00 9.20 9.40
m/z 111.10 53.51%
111 140
‘\ L \\97\125\
O'I'”'I""I""P"'I""I"”I""I""I”"I'
m/z--> 20 60 100 120 140 160 180 200
Abundance #18000. 2-Octene, 2,6-dimethyl-
69
8.60 8.80 9.00 9.20 9.40
5000 55 m/z 57.00 52.95%
43 83 140
29
Pl T e |
L L S S UL B UL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27091: Cyclohexane, 1,2-diethyl-1-methyl- R A R
6o 8.60 8.80 9.00 9.20 9.40
55 15 m/z 41.00 51.38%
83
5000
41
154
29
0 9 112 139
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Zinc, bis[2-(1,1-dimethylet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

C9.02 52.70ng 1163020  Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 56

2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20

3 Cyclohexanecarboxylic acid, 4-pr... 271 C17H21NO2
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20

5 Cyclohexanecarboxylic acid, 4-pr... 368 C22H28N203

050876-32-9 50
062439-33-2 50
050876-31-8 50
075941-67-2 50

Abundance Scan 1136 (9.019 min): BF107729.D (-1133) (-) m/z 125.10 100.00%
69 125
5000
41
109 149 8.60 880 9.00 9.20 9.40
93 179
o ot b 208 e W/Z 69.10  96.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156462: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcyclo...
6o 125
5000 41 | NI L L L L L L L L B
8.60 8.80 9.00 9.20 9.40
95 m/z 55.00 34.49%
o | ‘H Il . | 145161 188205 237 257273 314
”q””p”q.upuq”” T T T [T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69 125
RS e o R
8.60 880 9.00 9.20 9.40
5000 41 m/z 41.00 27.92%
S O 0 8 O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #120221: Cyclohexanecarboxylic acid, 4-propyl-, 4-cyanophe... B e o
69 125 8.60 8.80 9.00 9.20 9.40
m/z 57.05 26.64%
153
5000
oL-18.4 | h [, Ji% 109 | L 271
e e e e RS e o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown9.12 Concentration Rank 14

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

9.12 40.95 ng 903789 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,1"-ethylidenebis[... 302 C22H38 054934-70-2 43
2 cis,cis-1,9-Dimethylspiro[5.5]Jun... 180 C13H24 1000111-73-4 38
3 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C10H17Br 059474-03-2 35
4 Cyclodecene, 3-bromo- 216 C10H17Br 056325-56-5 27
5 Cyclohexanecarboxylic acid, 4-pr... 271 C17H21NO2 062439-33-2 27

Abundance Scan 1153 (9.119 min): BF107729.D (-1151) (-) m/z 69.10 100.00%
5000
880 9.00 9.20 9.40
o} m/z 81.10 77 .30%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146688: Naphthalene, 1,1'-ethylidenebis[decahydro-
81 137
41
5000 ISR R L
165 8.80 9.00 9.20 9.40
109 m/z 137.10 71.15%
0 6 191206 302
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45739: cis,cis-1,9-Dimethylspiro[5.5]undecane
110 880 9.00 9.20 9.40
5000 180 m/z 95.10 65.92%
0 “ 151165 |
miz-> 20 40 60 80 160 120 150 160 180 200 220 240 260 280 300
Abundance #73759: Bicyclo[6.1.0]nonane, 9-bromo-9-methyl-, (1.alpha.... R R mamn
il 8.80 9.00 9.20 9.40
137 m/z 41.00 54 .26%
5000
o} B o e o S
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown9.40 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.40 144.77 ng 3908850 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 46
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38

3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 1,5-Hexadiene, 2,5-dipropyl- 166 C12H22 1000158-33-4 16
5 9-Phenanthrenamine 193 C14H11IN 000947-73-9 14
Abundance Scan 1201 (9.401 min): BF107729.D (-1196) (-) m/z 193.20 100.00%
193
69 123
5000 55
95 109
41 83 137
151 208 9.00 9.20 9.40 9.60 9.80
0 s 220 m/z 123.10 53.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 T
137 9.00 9.20 9.40 9.60 9.80
151 208 m/z 69.10 53.25%
I \ L s |
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #67806: Borlnlc aud, diethyl-, 3,3,5-trimethyl-1-cyclohex...
123 193
B e e e
a1 9.00 9.20 9.40 9.60 9.80
5000 a3 m/z 55.00 47.20%
67
55
29 ‘ ‘ ‘ o 109 137 208
oL J..HW .JM,.W .th.‘w:,.kk .,H. e 192 }??.%79 ‘.,.u‘..,..
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone A B o
193 9.00 9.20 9.40 9.60 9.80
m/z 95.10 38.77%
123
5000
150
95
oL 1527 428 75 | 109 || 135 | 164178 |
T e e T B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 3-Hexadecene, (Z2)- Concentration Rank 18

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

9.87 34.78 ng 939203 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexadecene, (2)- 224 C16H32 034303-81-6 70
2 3-Tetradecene, (E)- 196 C14H28 041446-68-8 64
3 Cetene 224 C16H32 000629-73-2 50
4 2,10-Dodecadien-1-ol, 3,7,11-tri... 224 C15H280 020576-59-4 41
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 38

Abundance Scan 1281 (9.872 min): BF107729.D (-1277) (-) m/z 207.20 100.00%
55 109 207
5000 41
' 9.60 9.80 10.00 10.20
[} N m/z 109.10 79.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81248: 3-Hexadecene, (2)-
41 55
83
5000 97 L I LI LN SR
29 9.60 9.80 10.00 10.20
111 m/z 55.00 75.37%
o | L‘ [ “ h 140 154 168181 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58283: 3-Tetradecene, (E)-
4
55 R R o s
69 9.60 9.80 10.00 10.20
5000 m/z 137.10 64.11%
29 83
97
111
S O O o= N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81241: Cetene R L Al BRmmema
43 55 9.60 9.80 10.00 10.20
m/z 97.10 59.50%
5000 29
111
. | 125 139 154 168 182 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107729.D

Acq On 27 Jul 2018 5:57

Operator : JU/SJ

Sample : J4142-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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]
unknown6.73 6.73 49.4 ng 3353080 1 6.97 1356830 20.0
unknown? .64 7.64 43.9 ng 968998 2 8.25 441378 20.0
unknown? .68 7.68 29.9 ng 659372 2 8.25 441378 20.0
Adamantane, 1,3-d... 7.83 75.0 ng 1654200 2 8.25 441378 20.0
unknown? .95 7.95 40.4 ng 891392 2 8.25 441378 20.0
unknown8 .00 8.00 32.6 ng 719327 2 8.25 441378 20.0
cis,trans-1,6-Dim... 8.14 69.4 ng 1531900 2 8.25 441378 20.0
cis,trans-2-Ethyl ... 8.58 54_.3 ng 1198390 2 8.25 441378 20.0
unknown8.62 8.62 51.1 ng 1128650 2 8.25 441378 20.0
Cyclohexane, 1,1,... 8.68 79.3 ng 1750120 2 8.25 441378 20.0
unknown8.70 8.70 71.5 ng 1578840 2 8.25 441378 20.0
Cyclohexane, 1,2,... 8.78 56.0 ng 1235900 2 8.25 441378 20.0
5,7-Octadien-3-ol ... 8.86 52.3 ng 1154880 2 8.25 441378 20.0
Cyclohexane, 1,3,... 8.89 38.2 ng 842742 2 8.25 441378 20.0
unknown8.98 8.98 83.0 ng 1831670 2 8.25 441378 20.0
Zinc, bis[2-(1,1-... 9.02 52.7 ng 1163020 2 8.25 441378 20.0
unknown9 .12 9.12 41.0 ng 903789 2 8.25 441378 20.0
unknown9 .40 9.40 144.8 ng 3908850 3 10.01 540011 20.0
3-Hexadecene, (Z2)- 9.87 34.8 ng 939203 3 10.01 540011 20.0
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