LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21 Instrument :
Operator : JU/SJ BNA_F

Sample - K2099-10 ClientSampleld :
Misc - MH-C05-SETTLED-2H-B
ALS Vial : 10 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-BF032519_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 4.887 473 476 483 rBvV 76680 87602 1.63% 0.173%
2 5.316 545 549 562 rBVY 1552217 1547087 28.87% 3.053%
3 5.981 658 662 665 rBY 267027 239346 4_47% 0.472%
4 6.110 665 684 685 rvv4 48124 205672 3.84% 0.406%
5 6.145 688 690 700 rvB3 70942 95372 1.78% 0.188%
6 6.345 720 724 731 rBV 1019038 1024094 19.11% 2.021%
7 6.475 742 746 749 rBV 2959016 2704045 50.46% 5.337%
8 6.545 756 758 769 rvB 89349 148708 2.78% 0.293%
9 6.698 781 784 794 rBV 1205562 1162530 21.69% 2.294%
10 6.781 795 798 802 rvB 85143 77030 1.44% 0.152%
11 6.822 802 805 807 rBvV 72961 61893 1.16% 0.122%

12 6.857 807 811 815 rBV 3696482 3628792 67.72% 7.162%
13 7.269 875 881 884 rBV 2855949 3161116 58.99% 6.239%
14 7.298 884 886 888 rvB 170711 128517 2.40% 0.254%
15 7.516 920 923 932 rBV 215605 345160 6.44% 0.681%

16 7.698 950 954 956 rBV3 67709 96906 1.81% 0.191%
17 7.728 956 959 963 rVB 255236 233125 4 _.35% 0.460%
18 7.787 965 969 971 rBV 89445 86700 1.62% 0.171%

19 7.892 984 987 990 rBV 251216 306197 5.71% 0.604%
20 7.928 990 993 995 rvv 477121 481298 8.98% 0.950%

21 7.981 999 1002 1005 rVvV 1456230 1442986 26.93% 2.848%
22 8.016 1005 1008 1018 rVB 2624481 2433400 45.41% 4_.803%
23 8.116 1021 1025 1027 rBV 200652 173498 3.24% 0.342%
24 8.257 1045 1049 1058 rBV2 50068 95334 1.78% 0.188%
25 8.698 1117 1124 1126 rBV 78569 92341 1.72% 0.182%

26 8.728 1126 1129 1133 rVV 190892 204915 3.82% 0.404%
27 8.781 1136 1138 1148 rVB 117344 149117 2.78% 0.294%
28 9.063 1180 1186 1189 rBV 5302743 5358686 100.00% 10.576%
29 9.357 1231 1236 1240 rBV5 45617 65301 1.22% 0.129%
30 9.451 1248 1252 1256 rBV 139516 131449 2.45% 0.259%

31 9.669 1282 1289 1294 rBV2 79112 219035 4_.09% 0.432%
32 9.733 1294 1300 1308 rVB 1749998 1703767 31.79% 3.363%
33 10.016 1343 1348 1356 rBV 768640 893832 16.68% 1.764%
34 10.516 1429 1433 1439 rBV 2099246 1999241 37.31% 3.946%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21 Instrument :
Operator : JU/SJ BNA_F

Sample - K2099-10 ClientSampleld :
Misc - MH-C05-SETTLED-2H-B
ALS Vial : 10 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-BF032519._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.739 1468 1471 1478 rVB 68798 74035 1.38% 0.146%

36 11.210 1547 1551 1557 rBV 1737941 1565896 29.22% 3.091%
37 11.275 1557 1562 1569 rVB4 69818 143767 2.68% 0.284%
38 11.516 1598 1603 1608 rBV6 24072 54333 1.01% 0.107%
39 11.575 1608 1613 1629 rVV2 336262 1092961 20.40% 2.157%
40 11.704 1630 1635 1638 rVvVv 71729 141456 2.64% 0.279%

41 11.763 1638 1645 1652 rVV 2814929 3701776 69.08% 7.306%
42 11.816 1652 1654 1663 rVB 211296 321865 6.01% 0.635%
43 11.910 1668 1670 1680 rVvB2 130602 167330 3.12% 0.330%
44 12.457 1757 1763 1771 rBV2 174541 387104 7.22% 0.764%
45 12.545 1771 1778 1798 rVV 3554167 4843905 90.39% 9.560%

46 12.792 1815 1820 1823 rBV 4135107 3901302 72.80% 7.700%
47 13.733 1976 1980 1990 rBV2 90815 235909 4._.40% 0.466%
48 13.833 1994 1997 2007 rVB 1088861 1029783 19.22% 2.032%
49 14.310 2072 2078 2083 rBVY 92005 108948 2.03% 0.215%
50 14.363 2084 2087 2095 rBV 60339 98000 1.83% 0.193%

51 14.604 2125 2128 2135 rVB 149485 139185 2.60% 0.275%
52 14.915 2177 2181 2185 rBV 160009 175267 3.27% 0.346%
53 15.233 2230 2235 2239 rBV 942744 1211773 22.61% 2.392%
54 15.263 2239 2240 2249 rVB 188040 195382 3.65% 0.386%
55 15.662 2303 2308 2315 rBV 127352 190886 3.56% 0.377%

56 16.121 2381 2386 2392 rBV 61425 103035 1.92% 0.203%

Sum of corrected areas: 50667990
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 _alpha.-Pinene Concentration Rank 12

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

5.98 4.12 ng 239346 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 94
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1l0H16 004889-83-2 91
4 (+)-3-Carene 136 C10H16 000498-15-7 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91

Abundance Scan 662 (5.981 min): BF113306.D (-658) (-) m/z 93.00 100.00%
]
5000
77 N
|4|1 53 67 “ 05 121 5 560 580 6.00 620 6.40
Obrrprrrrprrrr bbb bl el il a2 L 20 Tm/z 91,00 41.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene
93
5000
77 5.60 5.80 6.00 6.20 6.40
41 m/z 92.00 36.13%
27 H 53 67 H 105 121 .0
0"I""I"""I""i"'"I‘*""'GIO""MI"'ll""'l'l"l"‘*"l""l""'I"l'l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
560 580 6.00 620 6.40
5000 m/z 77.00 28.15%
41 " 121
oL 15 27 53 67 84 105 136
mmmmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93 5.60 5.80 6.00 6.20 6.40
m/z 79.00 23.13%
5000
a1 77
AT A I L
) I E— ....‘.‘.‘.. ..‘.‘. ...l“.... L S Y Y S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 2-Pentenoic acid Concentration Rank 14

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

6.11 3.54 ng 205672 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid 100 C5H802 000626-98-2 81
2 trans-2-Pentenoic acid 100 C5H802 013991-37-2 70
3 Tiglic acid 100 C5H802 000080-59-1 58
4 2-Methylcyclopropanecarboxylic acid 100 C5H802 029555-02-0 50
5 1-Methylcyclopropanecarboxylic acid 100 C5H802 006914-76-7 38

Abundance Scan 684 (6.110 min): BF113306.D (-665) (-) m/z 55.00 100.00%
55
5000 39 100 /NWd_hJ‘~jb//ﬂ\\M\wfkaL,km
||| | ||| < 580 6.00 6.20 640
o —A 1 A .'! ...,'.'...,'.'.'..,....',...., m/z 99.90 45.57%
m/z--> 10 20 30 40 50 70 80 90 100
Abundance #3671 2- Penten0|c acid
55
29 39 100
5000 AR RS SRR RSN AR
45 580 6.00 6.20 6.40
8 m/z 39.00 37.47%
Ouuuluuuuluulll‘..“‘ : "|"('37'|'7?"|""|""|""|
m/z--> 10 20 30 60 70 80 90 100
Abundance
55
39 100 580 6.00 6.20 640
5000 m/z 44.90 26.84%
27
45 82
17 71
e L S U UL UL S UL UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3657: TIgliC acid L e e L L e B |
55 580 6.00 6.20 6.40
100 m/z 53.95 24 .66%
5000
2 85
0,,,|,}§,|,,,,|,, 4 M S 0 R P
m/z--> 10 20 30 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 unknown6.47 Concentration Rank 4

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

6.47 46.52 ng 2704050 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 745 (6.469 min): BF113306.D (-742) (-) m/z 131.95 100.00%
32
5000 68
6 L B B
40 _ 54 | 75 104 6.20 6.40 6.60 6.80
o T T V. ....| SIS W N [ N m/z 67.95 43.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IREBERAREE RS LRSS S
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.11%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 620 640 6.60 680
5000 67 m/z 65.95  27.24%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R AR
132 6.20 6.40 6.60 6.80

m/z 68.95 16.72%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 20

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

6.55 2.56 ng 148708 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 72
3 Diethyl carbitol 162 C8H1803 000112-36-7 47
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 39

Abundance Scan 759 (6.551 min): BF113306.D (-756) (-) m/z 44.95 100.00%
45
5000
59
72
103 6.20 6.40 6.60 6.80
o..,....,....,....,-.|!:.,...-.l~....,I'.'..,.f.‘?.,....,.':..,....,....,1.3.".‘.,....,... m/z 58.95  33.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80
72 m/z 72.00 20.16%
O B A 1615
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
6.20 6.40 6.60 6.80
5000 m/z 42.95 14 _46%
59 72
31 89
ol 15 103 119 148
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32643: Diethy! carbitol R A B e o
45 6.20 6.40 6.60 6.80
m/z 72.95 13.90%
5000 59 72
31
AN 0 1% o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Fenchol, exo- Concentration Rank 9

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

7.52 4.78 ng 345160 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fenchol, exo- 154 C10H180 022627-95-8 91
2 Bicyclo[2.2.1]heptan-2-o0l, 1,3,3... 154 C10H180 001632-73-1 90
3 Bicyclo[2.2.1]heptan-2-o0l, 1,3,3... 196 C12H2002 076109-40-5 47
4 4-Ethylcyclohexanol 128 C8H160 004534-74-1 40
5 Bicyclo[2.2.1]heptan-2-o0l, 1,3,3... 154 C10H180 002217-02-9 38

Abundance Scan 924 (7.522 min): BF113306.D (-920) (-) m/z 81.00 100.00%
5000
111121 139 7.20 7.40 7.60 7.80
01 = m/z 80.00 52.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26656: Fenchol, exo-
81
43
5000
55 69 7.20 7.40 7.60 7.80
‘ ‘ 9B 11199 m/z 43.00 36.97%
0 ! ;\ : H“l‘l .“‘l‘H‘ I\‘IM\IH“HHI : ‘. ‘. : I“' : .:!-3|9. |1|5|4| T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
7.20 7.40 7.60 7.80
5000 41 m/z 40.95 33.21%
. 55 69
. 93 111121 136 154
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #58092: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethyl-, aceta...
8l 7.20 7.40 7.60 7.80
43 m/z 68.95 25.97%
5000
93
55 69 107 121 136
0 I I2I9I e -“-‘| I\I‘\l -‘wl i ‘l“‘.‘ - ‘;HIHI I“' i -‘l‘| i |1|5|4| ——— |1.8§E|'9.6; i
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

Sample > K2099-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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

Peak Number 7 (+)-2-Bornanone Concentration Rank 15

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

7.73 3.23 ng 233125 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 97
2 Camphor 152 C10H160 000076-22-2 95
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 72
4 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 43
5 1-Adamantanol 152 C10H160 000768-95-6 43

Abundance Scan 959 (7.728 min): BF113306.D (-956) (-) m/z 94.95 100.00%
95
81
5000 41
108
69
5r ‘ 152
7.40 7.60 7.80 8.00
o..,....,....,....|~,:~...i-.|:..,.~.-.|!,...'.'l!...,.'.!-.,....|l.?.1.7,....,..1.3'.7,....,.'...,. m/z 81.00 61.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25100: (+)-2-Bornanone
95
81
5000 41
55 69 108 152 7.40 7.60 7.80 8.00
- ‘ m/z 41.00 44 .18%
0"P%?W"“I'“'I“'W"“I'“'I“"P"W"“I'“'I“"&%?W'}ﬁz'“'l“"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
41 81
7.40 7.60 7.80 8.00
0
5000 7 [ 108 m/z 107 .95 38.50%
152
o 124 137
R R R AL R RN AR SRR RS LA RS LA LA LA LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25333: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- TR T
81 95 7.40 7.60 7.80 8.00
m/z 69.00 32.38%
55 69
5000 108
152
0"|“"v"w'“'|ﬂ§wuhh '“'|“'w"“|'“'v"w'“'}%%w'}ﬁz'“'l“"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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MH-C05-SETTLED-2H-B

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 (+)-Borneol Concentration Rank 11

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

7.89 4.24 ng 306197 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-Borneol 154 C10H180 1000150-76-3 78
2 2-Amino-4-methylbut-2-enenitrile 110 C6H10N2 1000197-39-9 72
3 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 72
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 64
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 64

Abundance Scan 987 (7.892 min): BF113306.D (-984) (-) m/z 95.00 100.00%
95
5000
|4|3 55 67 .4 11|o 121 139 7.60 7.80 8.00 8.20
0.w.”w”.ﬁ”.wmh,mlm.nﬁm.NJw.mqm.Jun,mhm.”“”.“ m/z 43.00 15.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26633: (+)-Borneol
95
5000
7.60 7.80 8.00 8.20
41 110 m/z 109.95 15.54%
0 %\9 \“ ?ﬁ 6\1‘\ 8\\% L L 1?1 1:\39 154
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
7.60 7.80 8.00 8.20
5000 68 m/z 40.95 14.47%
41
- 53 " 110
ol 86
mmmﬁmmrwmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5815: Furan, 2-ethyl-5-methyl-
95 7.60 7.80 8.00 8.20
m/z 55.00 10.02%
5000
110
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Terpinen-4-ol Concentration Rank 7

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

7.93 6.67 ng 481298 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terpinen-4-ol 154 C10H180 000562-74-3 94
2 3-Cyclohexen-1-ol, 4-methyl-1-(1... 154 C10H180 020126-76-5 90
3 1,6-Octadien-3-ol, 3,7-dimethyl- 154 C10H180 000078-70-6 47
4 2-Buten-1-ol, 3-methyl- 86 C5H100 000556-82-1 38
5 1-Propene, l-methoxy-2-methyl- 86 C5H100 017574-84-4 38

Abundance Scan 993 (7.928 min): BF113306.D (-990) (-) m/z 71.00 100.00%
7
5000 43 8 1
55
81 154
195 136 7.60 7.80 8.00 8.20
ol i b 22 Tmzz 93.00  49.96Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26655: Terpinen-4-ol
7
5000 93 11
43 7.60 7.80 8.00 8.20
55 m/z 111.00 46.84%
27 H ‘ 81 121 136 154
Ot .1.5| .‘.‘. .‘i‘. .‘.“.“l .‘H‘l I\\IHI I\l\\l . i I‘ - "I — .‘. e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
71
7.60 7.80 8.00 8.20
5000 43 g3 11 m/z 42.95 45 _.31%
55
136 154
83 121
e L S S U UL B L WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26780: 1,6-Octadien-3-ol, 3,7-dimethyl-
7 7.60 7.80 8.00 8.20
m/z 41.00 24 .01%
41 93
5000 55
27 80 121
107 136
0 ---|-‘i“- -‘”---HH-HW -“lml -‘l“l‘| -“i“--|----|--1-5f1|----|--- L L e e e o
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Cyclohexanemethanol, 4-hydr... Concentration Rank 18

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

8.73 2.84 ng 204915 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanemethanol, 4-hydroxy-.... 172 C10H2002 000080-53-5 91
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 64
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 58
4 Cyclopentane, l-methyl-2-methylene- 96 C7H12 041158-41-2 52
5 4-Methylcyclohexanol acetate 156 C9H1602 022597-23-5 50

Abundance Scan 1129 (8.728 minh): BF113306.D (-1126) (-) m/z 81.00 100.00%
8
59
5000 43 9
71
139
108 8.40 8.60 8.80 9.00
125
o..,....,....,....-,'....?%'.|.~!,...”,|...'.-,!'!..,.'.|.'.,...'.,....,....,....|,..1.4.7,....,... m/z 59.00 59.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #39650: Cyclohexanemethanol, 4-hydroxy-.alpha.,.alpha.,4-t...
81
43 59 %
5000
8.40 8.60 8.80 9.00
139 m/z 43.00 50.19%
108
o--.-1-“?-.----‘.‘----‘.‘----Sﬂ‘--.----‘.‘---‘-‘ M o -7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
'8.40 8.60 880 9.00
5000 m/z 96.00 47 .57%
55 68 96
07 39
ol 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2872: Cyclohexene, 4-methyl-
il 8.40 8.60 8.80 9.00
m/z 54.95 22 .19%
54
5000
o7 96
0”P”W””P”W””P”W””P”W””P“W””P”W””P”W””P”W”' USSR SRS SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

Sample > K2099-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 19

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

9.67 2.57 ng 219035 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 64
2 Benzeneacetic acid, .alpha.-ethy... 178 C11H1402 002294-71-5 64
3 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64
4 1-Chloro-2-methyl-2-phenylpropane 168 C10H13ClI 000515-40-2 64
5 2,5-Dimethylbenzyl chloride 154 C9H11ClI 000824-45-3 64

Abundance Scan 1289 (9.669 min): BF113306.D (-1282) (-) m/z 118.95 100.00%
119
5000
05 65 77 a1 105 132 145 178 9.40 9.60 9.80 10.00
o} L A m/z 91.00 15.79%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000 L U N AL SUC
9.40 9.60 9.80 10.00
o1 134 m/z 116.95 12.95%
o 15 27 41 51 65 77 103 |
s D B b o b 1o 130 8 1 i
Abundance
91 119 178
9.40 9.60 9.80 10.00
5000 m/z 178.10 12.08%
151
. 15 57 451 65 77 104 131 164
miz--> ) 20 40 60 80 100 120 140 160 180
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119 9.40 9.60 9.80 10.00
m/z 120.00 11.28%
5000
134
2 15 %7 % 51 65 77 T T
OIIIIIIIIIIIII ||||‘||||‘|‘|||||||||||||||||
m/z--> ' 20 40 ' 80 100 120 140 160 180 9.40 9.60 9.80 10.00

8270-BF032519.M Wed Mar 27 17:32:43 2019

MH-C05-SETTLED-2H-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 unknownl10.02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.02 10.49 ng 893832 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 49
2 p-Cymene 134 C10H14 000099-87-6 47
3 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 47
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 46
5 Benzenebutanoic acid, 2,5-dimethyl- 192 C12H1602 001453-06-1 41
Abundance Scan 1349 (10.022 min): BF113306.D (-1343) (-) m/z 119.00 100.00%
119
5000 132
91 192
41 65 77 105 9.80 10.00 10.20 10.40
- A S N T .':|-l B T IR YU |, m/z 132.00 44.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14811: o-Cymene
119
5000
9.80 10.00 10.20 10.40
o1 134 m/z 91.00 19.98%
oLz s &7 | s ]
mz-> 20 40 60 80 100 120 140 160 180
Abundance
119
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—h
9.80 10.00 10.20 10.40
5000 m/z 192.00 19.87%
134
91
oL, 15 27 41 5565 77 103
mz-> 20 40 60 80 100 120 140 160 180
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)- I Ea Euams BE s
119 9.80 10.00 10.20 10.40
m/z 117.00 19.39%
5000
148
|z e w7 TG | g
mz-> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknownll.57 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.57 13.96 ng 1092960 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pyridinamine, 4,6-dimethyl- 122 C7H10N2 005407-87-4 25
2 Pyrazole, 1-vinyl-3,5-dimethyl- 122 C7H10N2 015967-75-6 22
3 3-Cyclohexene-1-methanol, .alpha... 140 C9H160 055511-67-6 22
4 2-Fluorophenethyl alcohol, hepta... 336 C12H8F802 1000365-17-6 14
5 Propane-1,2,3-triol, 1-(4-aminop... 183 C9H13NO3 1000303-72-4 14
Abundance Scan 1612 (11.569 min): BF113306.D (-1608) (-) m/z 56.95 100.00%
122

5000

11.20 11.40 11.60 11.80

0 m/z 122 .00 99.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9858: 2-Pyridinamine, 4,6-dimethyl-
122
94
5000 1{\|||||||||||||||||||||
11.20 11.40 11.60 11.80
0
42 53 80 m/z 127.00 96.44%
‘ 67 ‘ 105
o SN N N el PR N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
122
11.20 11.40 11.60 11.80
5000 80 o5 m/z 93.00 75.83%
28 39 107
54
68
e o o S R RS R e e e S,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18796: 3-Cyclohexene-1-methanol, .alpha.,4-dimethyl-
S¢] 11.20 11.40 11.60 11.80
m/z 40.95 65.02%
5000 122
107
;%55 & & ‘ 140
1 \H‘ u‘ ‘\ L \‘\‘ MM\ . I ‘
O
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.76 47.28 ng 3701780 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1645 (11.763 min): BF113306.D (-1638) (-) m/z 72.95 100.00%
43 60 73
5000 129
97 213 Trrrrryrrrrr T T T
115 143157171185, oo 227 541 256 11.40 11.60 11.80 12.00
ol A m/z 43.00 90.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.40 11.60 11.80 12.00
m/z 59.95 88.92%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11:40 11,60 11.80 12.00
5000 - 129 m/z 57.00 74 .13%
87 15 oh 214
101 143157 | 185
O R e R e a e R
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 68.81%
5000 129
29
199
143157171185 242
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 wunknownl11.82 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.82 4_.11 ng 321865 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenacetin 179 C10H13NO2 000062-44-2 41
2 Formic acid, (4-fluorophenyl)met... 154 C8H7F02 1000368-72-9 35
3 2,5-Furandione, dihydro-3-(2-met... 154 C8H1003 018908-20-8 25
4 1H-Pyrrole-2-carboxaldehyde, 1-m... 109 C6H7NO 001192-58-1 22
5 o-Acetylphenetidine 179 C10H13NO2 000581-08-8 22
Abundance Scan 1655 (11.822 min): BF113306.D (-1652) (-) m/z 127.00 100.00%
57 109 137
85
5000
41
9 11.60 11.80 12.00 12.20
0 m/z 109.00 93.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44628: Phenacetin
108
43
5000 IR UL UL UL B
137 179 nmnmnmnm
80 m/z 57.00 91.18%
0....|.‘.‘. L .‘.“. ] ..“..9.2. i .}2.2...“1.5.0.]"6:3:......l....l....
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
109
11.60 11.80 12.00 12.20
5000 154 m/z 108.00 88.25%
83 o7
o 29 44 27 70 125
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27448: 2,5-Furandione, dihydro-3-(2-methyl-2-propenyl)-
109 11.60 11.80 12.00 12.20
m/z 136.00 75.42%
67
5000
i H \ 136
N NECRN I .” .u 1 T A
m/z--> 2 4 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Oleic Acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.46 4.94 ng 387104 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 89
2 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 74
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 74
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 68
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 62
Abundance Scan 1764 (12.463 min): BF113306.D (-1757) (-) m/z 54.95 100.00%

5000

|

129 151165189 207 227241 264 12.20 12,40 12.60 12.80
Of m/z 41.00 67.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129337: Oleic Acid
5000

12.20 12.40 12.60 12.80
m/z 69.00 62.79%

264
o 125139153 18019420822223650
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55

111

a1 89 1220 12.40 12.60 12.80
5000 83 m/z 43.00 58.47%
98
123
ol 2 137152 179194 218 236 254
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid R R R

12.20 12.40 12.60 12.80
m/z 82.95 51.87%

5000

151165180 207 222236250264 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

125

8270-BF032519.M Wed Mar 27 17:32:47 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.55 94 .08 ng 4843910 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58

Abundance Scan 1779 (12.551 min): BF113306.D (-1771) (-) m/z 72.95 100.00%

N

12.20 12.40 12.60 12.80
0f m/z 43.00 96.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
129

5000 R Rma e R e e
12.20 12.40 12.60 12.80

m/z 59.95 82 .66%

B gy B
129
5000
17

143157171
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
T T
12 20 12. 40 12.60 12.80
5000 0 129 m/z 57.00 82.07%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e A
73 12 20 12. 40 12 60 12. 80
m/z 55.00 72 .38%
43 5
5000 129
185 228
7 101115 143157171 ‘ 199
o,.... “ .,“h‘..?ﬂ“..‘:“:,.“.‘.. A W2~ 2 N SSUNNSVY S SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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-Nonadecanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.73 4.58 ng 235909 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Heptadecanol-1 256 C17H360 001454-85-9 93
4 1-Docosene 308 C22H44 001599-67-3 91

5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 91

Abundance Scan 1979 (13.727 min): BF113306.D (-1976) (-) m/z 83.00 100.00%

5000

%

13.40 13.60 13.80 14.00
m/z 54.95 97.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1

%

5000 TT [T T T T [T T I T[T T T T [TTTT]
13.40 13.60 13.80 14.00
29 m/z 57.00 96.21%
ol b ) 182 210 238 266
e RaRnsasow
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R a R mamEE L
13.40 13.60 13.80 14.00
5000 11 m/z 43.00 94.86%
29 139
0 167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n-Heptadecanol-1 R a R mamEE L
13.40 13.60 13.80 14.00
m/z 96.95 84 _.04%
o 182 210 238

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.89 ng 175267 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2182 (14.921 min): BF113306.D (-2177) (-) m/z 57.00 100.00%
57
5000 J 85
141 169 14.60 14.80 15.00 15.20
I ,I. u 1| Ly FP. 097 239 267 385 m/z 71.00 67.11%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 UL A A S DR
mmmmmmmm
m/z 43.00 57.08%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 84.95 51.03%
. 29 13 141 169 197 225 253 295 303 367
m/z--> 55 160 150 260 250 360 3éo '
Abundance #209565: Octacosane e e
57 14.60 14.80 15.00 15.20
m/z 55.00 20.84Y%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo ' 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21

Operator : JU/SJ

a?ggle i K2099-10 MH-CO05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.66 3.15 ng 190886 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2308 (15.662 min): BF113306.D (-2303) (-) m/z 57.00 100.00%
57
LI IR DU SURRURN SR
141 169 15.40 15.60 15.80 16.00
ol ,J. l| LAl mozet 239 281 8% m/z 71.00 71.35%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 L IR BRI SULRLL U
mmmmmmmm
113 m/z 43.00 61.46%
o3 | i \ [ 141169 107 225 253 281 309 336
m/z--> §0 100 150 260 2éo 360 3%0 '
Abundance
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.00 48 .62%
29 113
0 169 197 225 253 281 309 337 365 394
m/z--> §0 160 150 260 250 360 3%0 '
Abundance #185533: Pentacosane B RIS
57 15.40 15.60 15.80 16.00
m/z 55.00 20.72%
- T MM
113
oL 22l 169189 211 239 267 205 303 352
m/z--> §0 160 1%0 200 250 360 3%0 ' 1520 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\

Data File : BF113306.D

Acq On : 26 Mar 2019 22:21 Instrument :
Operator : JU/SJ BNA_F

Sample - K2099-10 ClientSampleld :
Misc - MH-C05-SETTLED-2H-B
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
-alpha.-Pinene 5.98 4.1 ng 239346 1 6.70 1162530 20.0
2-Pentenoic acid 6.11 3.5 ng 205672 1 6.70 1162530 20.0
unknown6 .47 6.47 46.5 ng 2704050 1 6.70 1162530 20.0
Ethanol, 2-(2-eth... 6.55 2.6 ng 148708 1 6.70 1162530 20.0
Fenchol, exo- 7.52 4.8 ng 345160 2 7.98 1442990 20.0
(+)-2-Bornanone 7.73 3.2 ng 233125 2 7.98 1442990 20.0
(+)-Borneol 7.89 4.2 ng 306197 2 7.98 1442990 20.0
Terpinen-4-ol 7.93 6.7 ng 481298 2 7.98 1442990 20.0
Cyclohexanemethan. . . 8.73 2.8 ng 204915 2 7.98 1442990 20.0
Benzene, 1l-methyl... 9.67 2.6 ng 219035 3 9.73 1703770 20.0
unknown10.02 10.02 10.5 ng 893832 3 9.73 1703770 20.0
unknownl1l .57 11.57 14.0 ng 1092960 4 11.21 1565900 20.0
n-Hexadecanoic acid 11.76 47.3 ng 3701780 4 11.21 1565900 20.0
unknownll.82 11.82 4.1 ng 321865 4 11.21 1565900 20.0
Oleic Acid 12.46 4.9 ng 387104 4 11.21 1565900 20.0
Octadecanoic acid 12.55 94.1 ng 4843910 5 13.83 1029780 20.0
n-Nonadecanol-1 13.73 4.6 ng 235909 5 13.83 1029780 20.0
Heneicosane 14.92 2.9 ng 175267 6 15.23 1211770 20.0
Tetracosane 15.66 3.1 ng 190886 6 15.23 1211770 20.0
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