LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 5.040 498 502 514 rvB 143791 224559 5.72% 0.607%
2 5.434 562 569 572 rBVY 3301012 3816112 97.21% 10.321%
3 6.081 675 679 694 rVB 131835 228454 5.82% 0.618%
4 6.451 735 742 745 rBVY 3195281 3925819 100.00% 10.618%
5 6.581 759 764 768 rBY 3391662 3923886 99.95% 10.613%
6 6.810 799 803 806 rBY 1091084 832038 21.19% 2.250%
7 6.969 825 830 833 rBY 3301664 2988443 76.12% 8.083%
8 7.381 893 900 903 rBVY 2354500 2596200 66.13% 7.022%
9 8.092 1015 1021 1024 rBV 1412200 1150284 29.30% 3.111%
10 9.169 1199 1204 1207 rBY 3663914 3859689 98.32% 10.439%
11 9.245 1213 1217 1219 rBV 63949 55849 1.42% 0.151%

12 9.504 1257 1261 1263 rBV 149455 130402 3.32% 0.353%
13 9.563 1267 1271 1274 rBV 823188 669124 17.04% 1.810%
14 9.775 1305 1307 1310 rVB 136945 92711 2.36% 0.251%
15 9.851 1316 1320 1323 rVV 1359592 1222252 31.13% 3.306%

16 10.251 1385 1388 1390 rBV3 39833 43496 1.11% 0.118%
17 10.275 1390 1392 1395 rVB 160860 130144 3.32% 0.352%
18 10.498 1425 1430 1433 rBV 66508 88830 2.26% 0.240%

19 10.645 1448 1455 1458 rBV 2516167 2628457 66.95% 7.109%
20 10.751 1470 1473 1474 rBV 143158 135202 3.44% 0.366%

21 10.763 1474 1475 1482 rVB2 159838 143026 3.64% 0.387%
22 11.339 1569 1573 1575 rBV 1413072 1164785 29.67% 3.150%
23 11.357 1575 1576 1580 rVVv 114029 103590 2.64% 0.280%
24 11.863 1660 1662 1666 rBv4 38102 40723 1.04% 0.110%
25 12.551 1776 1779 1783 rVB 276825 225758 5.75% 0.611%

26 12.780 1813 1818 1823 rVB 214174 208219 5.30% 0.563%
27 12.933 1839 1844 1847 rVB 2905116 2971467 75.69% 8.037%
28 13.204 1887 1890 1895 rBV5 30594 45124 1.15% 0.122%
29 13.816 1991 1994 2002 rVB2 288752 317772 8.09% 0.859%
30 13.980 2018 2022 2025 rBV 861025 926682 23.60% 2.506%

31 14.010 2025 2027 2035 rVB 118938 132119 3.37% 0.357%

32 14.204 2058 2060 2064 rVB3 49296 47521 1.21% 0.129%
33 14.463 2101 2104 2109 rBV 67469 81653 2.08% 0.221%
34 14.633 2131 2133 2138 rVB4 90564 94519 2.41% 0.256%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.839 2165 2168 2170 rVB 45925 46863 1.19% 0.127%

36 15.021 2196 2199 2203 rBV 86903 133423 3.40% 0.361%
37 15.098 2209 2212 2216 rBV 214933 217068 5.53% 0.587%
38 15.386 2258 2261 2267 rVB 58989 82627 2.10% 0.223%
39 15.457 2268 2273 2280 rVB 603378 808777 20.60% 2.187%
40 15.910 2346 2350 2355 rBVY 139452 211649 5.39% 0.572%

41 16.704 2482 2485 2490 rVB4 62765 93657 2.39% 0.253%
42 18.045 2709 2713 2721 rVB10 59863 135217 3.44% 0.366%

Sum of corrected areas: 36974190
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF104479.D

3500000 6.58
5.43 6.45 6.97

3000000
2500000 7.38
2000000
1500000

6.81
1000000

5.04 6.08
0 A A
L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF104479.D

3500000 9|17

500000 \\

12.93
3000000

10.65
2500000
2000000
1500000{ 8.09 9.85 11.34

1000000

500000

13.20

O e e e e e e T

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104479.D

3500000

3000000

2500000

2000000

1500000

1000000

500000

o T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.04 5.40 ng 224559 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 502 (5.040 min): BF104479.D (-498) (-) m/z 43.00 100.00%
43
59
5000
101 SV T "
83 4.80 500 5.20 5.40
Ok 22l 8 S+ m/z 59.00 59.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L UL I
59 480 500 520 5.40
m/z 101.00 22 .75%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 5.40
0,
5000 101 m/z 58.00 17.44%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3158: 5-Hexen-2-one A m e ERmas e
43 4.80 500 5.20 5.40
m/z 40.95 9.79%
5000
55
o 1 |, 37, 49| &3 7177 88 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 4

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

6.08 5.49 ng 228454 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 78
2 Ethane. 1-methoxv-2-(methoxvmeth... 120 C5H1203 074498-88-7 64
3 .beta.-Methoxvethoxvmethvl chloride 124 C4H9CIO2 003970-21-6 50
4 Methvl 2-(2-methoxvethoxv)acetate 148 C6H1204 1000366-88-1 36
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 33

Abundance Scan 679 (6.081 min): BF104479.D (-675) (-) m/z 45.00 100.00%
45
5000 59
| % 580 6.00 6.20 6.40
o...,....,....,...??-:':..,“??..,..‘.3.7,..'.'.'?.1...|!'!|...,.19.5.,....1,2.1..., m/z 59.00 47.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9257: Ethanol, 2-(2-methoxyethoxy)-
45
5000 "'I""I""I""IA"'
81 59 580 6.00 6.20 6.40
m/z 58.00 23.67%
o 25, 30) s2 | e > 8 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
5.80 6.00 6.20 6.40
5000 m/z 93.00 18.08%
a1 59
0"'I""I'”'I"'??""P"'I"”I'Té'l"'iq"'l}pﬁl"}}ﬁ'”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /
Abundance #10307: .beta.-Methoxyethoxymethy! chloride e A
45 5.80 6.00 6.20 6.40
m/z 90.00 16.43%
5000 59
15 29 89
0"'I""I"'j”'?ﬁ'lJl'JI%"l""l"'?ﬁ"'ﬂl'??'l""I"”I""I R SRS SRS U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 1

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

6.58 94 .32 ng 3923890 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 764 (6.581 min): BF104479.D (-759) (-) m/z 132.00 100.00%
132
5000 68
96 SSSEPE AP NN SRR N
40 54 -8 | 106 J 6.20 6.40 6.60 6.80 7.00
0 AN N - | R m/z 68.10  41.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR ARERE N SR R
6.20 6.40 6.60 6.80 7.00
2 51 m/z 134.00 33.27%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .30%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e B ms ey )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.34%
5000 og 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN S S
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:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Caryophyllene Concentration Rank 12

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

9.50 2.13 ng 130402 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carvophvllene 204 C15H24 000087-44-5 99
2 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 000118-65-0 95
3 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 013877-93-5 93
4 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 93
5 Alloaromadendrene 204 C15H24 025246-27-9 48

Abundance Scan 1260 (9.498 min): BF104479.D (-1257) (-) m/z 93.00 100.00%
5000
147 161
175 189 9.20 9.40 9.60 9.80
0 m/z 69.05 97.13%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #64272: Caryophyllene
93 133
41 79
5000 6 AR LS S
55 147 161 9.20 9.40 9.60 9.80
189 m/z 41.05 95.73%
27 ‘ 175 204
0”1|5| M H ‘MII \wh ‘\ \ \”\ll ‘ s
m/z--> 20 80 160 180 200
Abundance
41 69 o3
133 9'20 9110 9|60 9&'30
5000 55 m/z 91.00 80.51%
27 81 107 5
148 161
175 189 204
e R S S S B B LA B L WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64418: Bicyclo[7.2.0]undec—4—ene, 4,ll,ll—trimEthyI—S—mEt... TT [T T T T[T T T T[T T T T [TrTT
69 93 920 940 960 980
41 133 m/z 79.00 76.54%
5000 1 105
55 119 161
Gl e
0...luu‘..i“..‘ll‘lM“..‘l“...ﬁl.l‘..‘l“..‘.l|.l‘..|‘...‘£|....|l.. "I""I""I""I""
m/z--> 200 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.27 2.13 ng 130144 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1391 (10.269 min): BF104479.D (-1390) (-) m/z 57.05 100.00%

57

5000

10.00 10.20 10.40 10.60

108 127143 165

o m/z 43.10 75.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57
5000 85 lllllllllllllllllll
10 00 10. 20 10 40 10 60
m/z 71.05 62.43%
A e B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R RS R
10.00 10.20 10.40 10.60
5000 41 85 m/z 85.10 40.26%
0. 26 113 141 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- B B R EaR e e
57 10.00 10.20 10.40 10.60
m/z 41.00 32.84%
5000 85
4
183
ol 26 ‘ ‘\ L M08 155 310
[ e e e e e e e e e e e R N RARE SRR R a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 00 10. 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.32 ng 135202 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1473 (10.751 min): BF104479.D (-1470) (-) m/z 57.10 100.00%
57
5000 85
3 113 155 183 10.40 10.60 10.80 11.00
0 ...,....',...I,.-.':.,!-..!-',..4.,.i‘ﬁ‘,‘....,....,.... e || M/z . 71.05 72 17%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #141426: Heneicosane
57
85
5000 AR SRR B B
10 40 10. 60 10 80 11.00
m/z 43.10 67 .29%
29 113
0 LT e lo7 225 253 2%
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance
57
10,40 10.60 10.80 11.00
5000 85 m/z 85.10 46.79%
29
o 113 141 169 197 225 253 281 309 338
B LR L DA LA AN LA LA LA LR LA AR LAY RARAS AR KRN RARRE AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #140552: Dodecane, 1-iodo- L LI L L BN I
57 10.40 10.60 10.80 11.00
m/z 41.00 33.42%
5000 85
29 155
o) S S f}?.”...ﬂ P — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 8 _alpha.-Bisabolol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.46 ng 143026 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Bisabolol 222 C15H260 000515-69-5 78
2 Di-epi-.alpha.-cedrene 204 C15H24 050894-66-1 45
3 .beta.-curcumene 204 C15H24 1000374-17-4 44
4 Cvclohexene. 3-(1.5-dimethvl-4-h... 204 C15H24 020307-83-9 38
5 trans-1,2-Bis(bromomethyl)cycloh... 268 C8H14Br2 1000216-87-8 22
Abundance Scan 1475 (10.763 min): BF104479.D (-1474) (-) m/z 69.10 100.00%
5000 W\WLM
161 177189 204 10.40 10.60 10.80 11.00
o m/z 109.10 87.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79405: .alpha.-Bisabolol
109
69
43
5000 93 AU SRS B
121 10,40 10,60 10.80 11.00
‘ ‘ 15 204 m/z 119.00 71.23%
0||1|5| |?|g|| H‘ \H‘ ‘Hh M I\H\IIM\\ HH‘ ‘: 17|5 |1|8|9|||‘|||
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
119
10.40 10,60 10.80 11.00
5000 93 m/z 43.10 54.91%
a1 N 105
55 161 204
133 147
o 29 Bl 175 189
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64308: .beta.-curcumene R .
119 10.40 10.60 10.80 11.00
m/z 93.05 40.63%
41
5000 93 105
55 69
204
\ \ﬁ L R e e
m/z--> 20 40 100 120 140 160 180 200 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 6.86 ng 317772 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 1995 (13.821 min): BF104479.D (-1991) (-) m/z 83.10 100.00%
57
5000 4 wNwﬁwuwﬂNhﬂmJ{hvwwmw¢~«~m\
R AN S SO B
139 168 202 230 13.60 13.80 14.00 14.20
Olrrrprrreflbrdbd A s, m/z 57.00 92.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
5000 R AN S SO
13.60 13.80 14.00 14.20
m/z 55.00 85.78%
167 196 222238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
N L N EREEE R
13.60 13.80 14.00 14.20
5000 ” m/z 97.10 85.71%

29

o 140 168 196 553241 292
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164113: Trifluoroacetic acid, pentadecy! ester A L R REmms e
a3 13.60 13.80 14.00 14.20

m/z 43.10 84 .49%

:

5000

%

140 166182 210 237255 306

15
e RS ma s )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl14.63 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.04 ng 94519 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvl-5-(3-oxv-1-cvclohexenvl)... 250 C12H14N204 035305-10-3 25
2 2.5-Bisl4-methoxyphenvl1-1.3.4-t... 298 C16H14N202S 017453-03-1 25
3 4H-1-Benzopvran-4-one. 5-hvdroxy... 298 C17H1405 005128-44-9 15
4 Vanillin. pentafluoropropionate 298 C11H7F504 1000375-93-7 15
5 1,1"-Biphenyl, 4-(1-azido-1-meth... 237 C15H15N3 051677-40-8 11
Abundance Scan 2132 (14.627 min): BF104479.D (-2131) (-) m/z 194.00 100.00%
194
83
41
57 148 298
5000 170
108 128 234 264279 | 316334
21y 14.40 14.60 14.80 15.00
0 m/z 83.10 75.96%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #101928: 5-Ethyl-5-(3-oxy-1-cyclohexenyl)-hexahydropyrimid...

21

5000 LA L L L L L L L LB
95 193 14.40 14.60 14.80 15.00
0
55 79 ‘ 123 ]50 118‘ 250 m/z 77.00 67.24%
oLt il i .‘..M... . - ..‘.. SN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
298
R RAREE e
14.40 14.60 14.80 15.00
5000 m/z 41.05 64 .84%
151
63 90 108 133
o 167184 211 255 283

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #142708: 4H-1-Benzopyran-4-one, 5-hydroxy-7-methoxy-2-(4-m... R mEEEE RS S
298 14.40 14.60 14.80 15.00
m/z 298.10 61.85%

5000

255

o ButR o  m

] SN N 1 1 A RSN Y NS WNS—

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.10 5.37 ng 217068 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Hexacosane 366 C26H54 000630-01-3 90
3 5.5-Diethvlheptadecane 296 C21H44 1000360-41-7 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 2212 (15.098 min): BF104479.D (-2209) (-) m/z 57.10 100.00%
57
5000
AL DA AU B B
141 169 268 14.80 15.00 15.20 15.40
o3 ,I || L 2T 220 197215 239 TP287 309 336 m/z 71.10 78.84%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 L SRR B S SR
14. 80 15. oo 15 20 15. 40
m/z 43.10 58.16%
29 113
0 \‘ A ‘\ H\ I H‘ l 141 169 197 225 268
m/z--> 50 160 1éo 260 250 300 3éo
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 54 _.30%
. 29 13 141 169 197 225 253 205 323 367 vM_NA”WA~m~W“AMMWNW/WMfAv#M
m/z--> 55 160 150 260 250 300 3éo
Abundance #141436: 5,5-Diethylheptadecane R R R
57 14.80 15.00 15.20 15.40
85 m/z 55.05 21.92%
e o MM’VVL\W
267
o I I laop | 155 183503 239 292
m/z--> 5'0 1c')o 150 2(')0 250 300 35'30 14. 80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 14 E-8-Hexadecen-1-ol acetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.70 2.32 ng 93657 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-8-Hexadecen-1-ol acetate 282 C18H3402 1000131-01-1 86
2 1.19-Eicosadiene 278 C20H38 014811-95-1 83
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 81
4 Octadecanal 268 C18H360 000638-66-4 64
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 60
Abundance Scan 2484 (16.698 min): BF104479.D (-2482) (-) m/z 57.05 100.00%

82

5000
110

16.40 16.60 16.80 17.00

007223241 pg3 285303 331

(o} m/z 43.10 73.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129355: E-8-Hexadecen-1-ol acetate
43
5000 82 I e o B B o e o e

16.I40 16.I60 16.I80 17.IOO
m/z 82.00 66.42%

138 166 104 222240 282

O
m/z--> 2|O 4|0 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
82 RN DA U
16.40 16.60 16.80 17.00
5000 m/z 96.10 60.23%
29 109

o 137 166 1904 202 250 278

AR IR SR IR L WA S AN LA AR LA AR SRR SRR SRR BAR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117618: Oxirane, hexadecyl- R R e R
16.40 16.60 16.80 17.00
m/z 97.10 53.39%

5000

29
166183 21155g 250268

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16.60 16.80 17.00

8270-BF040618.M Mon Apr 16 14:21:15 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104479.D

Aca On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample : J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 15 1H-3a,7-Methanoazulen-5-o0l,... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.04 3.34 ng 135217 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulen-5-0l. octa... 220 C15H240 028231-03-0 50
2 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H251 1000195-85-9 47
3 Methanone. cvclohexvl-1H-imidazo... 178 C10H14N20 061985-29-3 30
4 9-Cedranone 220 C15H240 1000156-23-2 27
5 1,4-Methanoazulene-9-methanol, d... 222 C15H260 001139-17-9 27

Abundance Scan 2712 (18.039 min): BF104479.D (-2709) (-) m/z 55.00 100.00%
55 93 205
121
5000
265 314 355 —
|| | | | || | 17.80 18.00 18.20 18.40
ob—IL i SE N S m/z 93.00 89.09%
m/z--> 50 100 150 200 250 300 350
Abundance #77611: 1H-3a,7-Methanoazulen-5-ol, octahydro-3,8,8-trimet...
41 9
150
5000 69 R SR U IR B
121 1780 18,00 1820 18.40
202 m/z 205.15 80.90%
18 ‘ ‘ 177 “220
obrd Lyl T —
m/z--> 50 100 150 200 250 300 350
Abundance
109
41 rrrTyrTTTTTTTT T T T T T
81 149 17.80 18.00 18.20 18.40
0
5000 205 m/z 95.00 79.57%
0 63 131 s 235 276 332
m/z--> 50 100 150 200 250 300 350
Abundance #43680: Methanone, cyclohexyl-1H-imidazol-4-yl- T
95 17.80 18.00 18.20 18.40
m/z 79.00 74.18%
5000 123
55 178
L2 H T N
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40

8270-BF040618.M Mon Apr 16 14:21:16 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041318\
Data File : BF104479.D

Acq On : 13 Apr 2018 15:34

Operator : JU/SJ

Sample - J2364-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
2-Pentanone, 4-hy... 5.04 5.4 ng 224559 1 6.81 832038 20.0
Ethanol, 2-(2-met... 6.08 5.5 ng 228454 1 6.81 832038 20.0
unknown6 .58 6.58 94.3 ng 3923890 1 6.81 832038 20.0
Caryophyllene 9.50 2.1 ng 130402 3 9.85 1222250 20.0
Hexadecane 10.27 2.1 ng 130144 3 9.85 1222250 20.0
Heneicosane 10.75 2.3 ng 135202 4 11.34 1164790 20.0
-alpha.-Bisabolol 10.76 2.5 ng 143026 4 11.34 1164790 20.0
1-Heneicosanol 13.82 6.9 ng 317772 5 13.99 926682 20.0
unknownl14 .63 14.63 2.0 ng 94519 5 13.99 926682 20.0
Nonadecane 15.10 5.4 ng 217068 6 15.46 808777 20.0
E-8-Hexadecen-1-o0... 16.70 2.3 ng 93657 6 15.46 808777 20.0
1H-3a,7-Methanoaz... 18.04 3.3 ng 135217 6 15.46 808777 20.0
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