LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071620.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 3.222 191 193 206 rBv 15845 43747 1.23% 0.139%
2 3.834 286 297 303 rBV 171604 241502 6.81% 0.766%
3 5.422 562 567 570 rBVY 2602159 2477843 69.90% 7.857%
4 6.439 735 740 743 rBVY 2644957 2531491 71.41% 8.028%
5 6.639 771 774 786 rBV 332698 245086 6.91% 0.777%
6 6.810 800 803 807 rBVY 1112917 954540 26.93% 3.027%
7 7.375 894 899 902 rBVY 1959879 1647936 46.49% 5.226%
8 8.098 1018 1022 1025 rBV 1467391 1253385 35.36% 3.975%
9 9.175 1200 1205 1208 rBvV 3532823 3048368 85.99% 9.667%
10 9.286 1222 1224 1233 rVB 97333 95668 2.70% 0.303%

11 9.563 1268 1271 1275 rBV 531425 418600 11.81% 1.327%
12 9.851 1316 1320 1323 rBV 1811327 1476011 41.64% 4.681%
13 10.633 1449 1453 1457 rBV 2233612 2057666 58.04% 6.525%
14 11.333 1568 1572 1575 rBV 1889318 1550945 43.75% 4.918%

15 11.392 1579 1582 1585 rVB2 57329 51999 1.47% 0.165%
16 11.863 1659 1662 1666 rBV 150178 149615 4.22% 0.474%
17 12.210 1718 1721 1724 rBV 44676 38483 1.09% 0.122%
18 12.316 1735 1739 1742 rBV 167835 148423 4._.19% 0.471%
19 12.427 1753 1758 1762 rVB6 46255 71704 2.02% 0.227%
20 12.480 1765 1767 1773 rVB2 29073 37336 1.05% 0.118%
21 12.568 1779 1782 1784 rBV 73433 66974 1.89% 0.212%
22 12.921 1837 1842 1845 rBV 3647101 3544954 100.00% 11.241%
23 12.963 1845 1849 1853 rVB6 35667 99822 2.82% 0.317%
24 13.351 1912 1915 1917 rBV 102235 85765 2.42% 0.272%
25 13.533 1943 1946 1950 rBV 87793 84311 2.38% 0.267%
26 13.768 1983 1986 1991 rVB 61096 55774 1.57% 0.177%
27 13.815 1991 1994 2003 rBV 844829 930342 26.24% 2.950%
28 13.892 2005 2007 2010 rVB 48700 47446 1.34% 0.150%
29 13.968 2015 2020 2023 rBV 1474485 1353308 38.18% 4.291%
30 14.057 2032 2035 2043 rVB7 33061 49827 1.41% 0.158%
31 14.145 2047 2050 2055 rVB 42565 52160 1.47% 0.165%
32 14.451 2099 2102 2109 rBV 327803 358170 10.10% 1.136%
33 14.751 2150 2153 2155 rBV 42776 39366 1.11% 0.125%
34 14.892 2174 2177 2182 rVB 62388 68382 1.93% 0.217%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.086 2206 2210 2212 rBV 273105 301259 8.50% 0.955%

36 15.333 2249 2252 2258 rVB2 46746 68727 1.94% 0.218%
37 15.415 2261 2266 2270 rVV 910177 1103724 31.14% 3.500%
38 15.457 2270 2273 2277 rVB 81431 107095 3.02% 0.340%
39 15.657 2303 2307 2311 rBV 87259 128744 3.63% 0.408%
40 15.886 2342 2346 2350 rBVY 157565 214071 6.04% 0.679%

41 15.933 2350 2354 2363 rVV 243114 412771 11.64% 1.309%
42 16.145 2387 2390 2399 rVB 96546 164353 4.64% 0.521%
43 16.286 2410 2414 2421 rVB9 40152 73950 2.09% 0.235%
44 16.380 2426 2430 2435 rVB2 51454 78433 2.21% 0.249%
45 16.668 2474 2479 2485 rBVY 73480 132343 3.73% 0.420%

46 16.962 2524 2529 2534 rVB2 55058 94039 2.65% 0.298%
47 17.045 2538 2543 2556 rVB2 95226 244350 6.89% 0.775%
48 17.427 2601 2608 2617 rBV3 365050 915498 25.83% 2.903%
49 17.645 2640 2645 2651 rVB2 115540 248264 7.00% 0.787%
50 17.750 2658 2663 2669 rBV10 53819 114266 3.22% 0.362%

51 17.874 2679 2684 2695 rVV3 77099 201608 5.69% 0.639%
52 17.986 2697 2703 2713 rVB4 133590 388211 10.95% 1.231%
53 18.250 2736 2748 2760 rBvV4 93211 519696 14.66% 1.648%
54 18.356 2761 2766 2772 rVV4 93676 229626 6.48% 0.728%
55 18.427 2772 2778 2795 rVB4 136784 417114 11.77% 1.323%

Sum of corrected areas: 31535091
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\

BF120903.D

16 Jul 2020 23:52

JU/CG

L3308-11

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000
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2500000
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TIC: BF120903.D
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0
Time-->
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0

TIC: BF120903.D
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9.56

232
1186 1704557 96 13

ﬂ-l/{39

Time-->
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T
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TIC: BF120903.D

13.97
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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-ethoxyethoxy)- Concentration Rank 9

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

6.64 5.14 ng 245086 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 50
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42

Abundance Scan 774 (6.639 min): BF120903.D (-771) (-) m/z 45.10 100.00%
45
5000
59
7|2 640 6.60 6.80 7.00
104 : : :
Obrrprrrprerr el e e 8 ey || /2 59.00 34 71%
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 6.40 6.60 6.80 7.00
72 m/z 72.10 22 .87%
0 19 Ll \ 89 104 116 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
640 6.60 6.80 7.00
5000 59 72 m/z 73.10 14.14%
31
o 15 89 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45 6.40 6.60 6.80 7.00
m/z 43.00 13.68%
5000
59 72
31 89
0 15 Il ‘ 1l . L i 10\3 119 148
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.82 13.75 ng 930342 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 1995 (13.821 min): BF120903.D (-1991) (-) m/z 57.10 100.00%
57 83
5000 111 “
A NN SR SR B
139 13.60 13.80 14.00 14.20
) — ,‘ 'y i35 (SOT A6 228 252 280 | m/z 83.05 93.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57 83
13.60 13.80 14.00 14.20
m/z 43.10 88.81%
29 139
ol \“ I 1‘\ | 167 195 222 250 280 308 336
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance
55 83
"' 13.60 13.80 14.00 14.20
5000 11 m/z 55.05 87.46%
29
0 139 467 196 224 252 280 308
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e LB ER S pa e
57 13.60 13.80 14.00 14.20
83 m/z 97.10 84 .45%
5000 111
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
Trrr - rorrrrrrp oy rrrrrrrrrrr o —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
m/z--> éo 160 150 200 250 360 3%0 460 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 4 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .45 5.29 ng 358170 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Cvclopentadecane 210 C15H30 000295-48-7 92
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 2102 (14.451 min): BF120903.D (-2099) (-) m/z 57.05 100.00%
57
83
5000
111
U SN B SO B
3 139 168 14.20 14.40 14.60 14.80
o by 108 195 22240 260 205 M o tUsTiGT g0 45%
m/z--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l LR SIS BN BULRLL B
Mmmmmmmm
m/z 55.05 66.38%
29 139
0 | J‘L , 167 195 222 250 280 308 336
m/z--> 50 160 1éo 260 2%0 360
Abundance
55 83
" 1420 14.40 1460 14.80
5000 11 m/z 83.10 66.13%
29
0 139 467 196 224 252 280 308
m/z--> 55 160 150 260 250 360
Abundance #155046: 1-Heneicosanol T T
55 83 14.20 14.40 14.60 14.80
m/z 97.05 60.94%
- | ANMNJMN-vv~JA\mﬁﬂyﬂvwaAA,
29
0 L) [ 167 196 238 266 204
m/z--> 50 160 1éo 200 2%0 360 ' 1450 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.09 5.46 ng 301259 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2211 (15.092 min): BF120903.D (-2206) (-) m/z 57.10 100.00%
57
85
R AR SR SURIU B
141 169 250 14.80 15.00 15.20 15.40
0...J, L l| Lol o 200223 22276 8L "m/z 71.05  73.66%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R B BRI SUGRIN B
Mmmmmmmm
m/z 43.10 57.43%
0 ZPJ |} | H m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 '
Abundance
57
o 14.80 15.00 15,20 15.40
5000 m/z 85.10 55.02%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane R RARRE I S
57 14.80 15.00 15.20 15.40
m/z 55.00 21.59%
-~ 1 ”VJUP\N\AWAM“A\dekd\mJAﬂww
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Oxirane, heptadecyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.33 ng 128744 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 86
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 80
3 Hexadecanal 240 C16H320 000629-80-1 74
4 16-Octadecenal 266 C18H340 056554-87-1 74
5 17-Octadecenal 266 C18H340 056554-86-0 72
Abundance Scan 2308 (15.662 min): BF120903.D (-2303) (-) m/z 57.05 100.00%
7 82
5000
3 138 176194 19237 263281 355 15.40 15.60 15.80 16.00
ol m/z 43.00 96.92%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43 8
5000 L B B UL I
15.40 15.60 15.80 16.00
110 m/z 82.00 84 .58%
oL 25 bul | || |1 166 1o 236 2642e0
m/z--> 50 100 150 200 250 300 350
Abundance
82
57 15.40 15.60 15.80 16.00
5000 m/z 55.05 68.20%
110
29
0 138 166183 211 250268
m/z--> " 50 100 150 200 250 300 350
Abundance #94314: Hexadecanal B e A
43 8 1540 15.60 15.80 16.00
m/z 83.05 64.87%
5000
2 110
| 137 166 196 222
0...‘.‘| .‘l.'.\.“kl‘.“...il..‘..l....l....|. A e e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 14

R.T. EstConc Area Relative to ISTD R.T.
15.89 3.88 ng 214071 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 2347 (15.892 min): BF120903.D (-2342) (-) m/z 57.05 100.00%
57
85
5000
13 15,60 15.80 16.00 16.20
141 169
N ll A 100187 210 233253 279 895 m/z 71.05  72.40%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L UL BRI UL B
15. 60 15. 80 16. oo 16 20
m/z 85.05 55.23%
29 113
0 \‘ Al h “\ ‘hw h‘ u‘ l 1?1\16‘9 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 43.10 54 _.58%
113
oL 2 141 169189211 239 267 205 323 352
m/z--> éo 160 1%0 200 250 360 3%0
Abundance #194493: Hexacosane o o = SIS
57 15.60 15.80 16.00 16.20
m/z 55.00 20.21%
5000 85
29 i 13 14
ol b b T gt 169 107 225 253 295 33 a7 T T T T
m/z--> 50 100 m 200 250 300 m mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Octacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.93 7.48 ng 412771 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 l1-Heptacosanol 396 C27H560 002004-39-9 91
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 64
4 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 64
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 64
Abundance Scan 2353 (15.927 min): BF120903.D (-2350) (-) m/z 83.05 100.00%
5000
111
R N BN SRR UGS
181 207 231 207 15.60 15.80 16.00 16.20
- AL .11.3-17,'. SR 208 82T 3S | m/z 97.10 85.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57
97
5000 R AR U DU SRR
15 60 15. 80 16. oo 16.20
125 m/z 57.10 83.26%
L2 \H \\‘ | || |153 181 200 236 264 200 320 364 392
m/z--> éo 160 150 260 2%0 360 350 460
Abundance
57 97
15,60 15.80 16.00 16.20
5000 m/z 43.10 69.48%
125
o 29 153 181 200 236 264 292 320 350 378
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #223732: Tricosyl trifluoroacetate R AEmEEEE L
57 15.60 15.80 16.00 16.20
o7 m/z 69.10 68.23%
5000
125
0 ?9‘ i l \153 181 210 238 264 294 322 367 418
m/z--> éo 100 150 260 2%0 360 3%0 460 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 dl-_alpha.-Tocopherol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.14 2.98 ng 164353 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dI-.alpha.-Tocopherol 430 C29H5002 010191-41-0 94
2 Vitamin E 430 C29H5002 000059-02-9 91
3 (+)-_aamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 91
4 4-Amino-3-methoxvpvrazolol3.4-d1... 165 C6H7N50 111375-22-5 50
5 2,5-Pyridinedicarboxylic acid, d... 251 C13H17NO4 000136-45-8 42
Abundance Scan 2389 (16.139 min): BF120903.D (-2387) (-) m/z 165.05 100.00%
165
5000
4 205 | i5ls0 00 1670 160 |
91 121 : - - -
ol AR s L 2 e | m/z 164.00  38.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222353: dI-.alpha.-Tocopherol
165
5000
15.80 16.00 16.20 16.40
43 430 m/z 430.30 20.73%
69 136 205
oLy Sty | L 246 28831684 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
15:80 16.00 16.20 16.40
5000 43 m/z 166.00 14_.75%
430
71
97 121943 205 550051275 301 341 368 402
L L L L W U WA
m/z--> 50 100 150 200 250 300 350 400
Abundance #222360: (+)-.gamma.-Tocopherol, O-methyl-
165 15.80 16.00 16.20 16.40
430 m/z 43.05 11.88%
5000
43 205
0 | 471 105 137 | 231 260 288 316 344 372
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF071620-M Fri Jul 17 07:23:37 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.67 2.40 ng 132343 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 86
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 80
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 49
4 Benzocvclodecene. tetradecahvdro- 194 C14H26 061142-06-1 47
5 Cyclododecanol 184 C12H240 001724-39-6 47

Abundance Scan 2479 (16.668 min): BF120903.D (-2474) (-) m/z 57.10 100.00%

7

82

5000

139 167 105 217237 278 340 16.40 16.60 16.80 17.00
m/z 82.00 80.54%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117604: Octadecanal

16.I40 16.I60 16.I80 17.IOO
m/z 43.05 70.04%

5000

137 166 194 222 250963

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
82
AL W e
57 16.40 16.60 16.80 17.00
5000 m/z 83.05 59.87%
110
29 138

o 166183 21155g 250268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129467: Oxirane, heptadecyl- AR EEEEE RS
16.40 16.60 16.80 17.00

m/z 96.05 59.46%

5000

110
166 194p17 236 264282

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.40 16.60 16.80 17.00

8270-BF071620-M Fri Jul 17 07:23:39 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Docosyl pentafluoropropionate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.04 4.43 ng 244350 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 94
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 94
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 94
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 94
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 94
Abundance Scan 2542 (17.039 min): BF120903.D (-2538) (-) m/z 57.05 100.00%
57 g3
5000
139167 507 045 205 341 " 16.80 17.00 17.20 17.40
O m/z 83.05 83.01%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosy! pentafluoropropionate
57
5000 LR B B IR B
16.80 17.00 17.20 17.40
125 m/z 97.10 74.61%
o 2?‘ H‘\h Mj H53181 224250280308 353 454
m/z--> 50 150 1250 300 350 400 450 500
Abundance
57
o7 " 16.80 17.00 17.20 17.40
5000 m/z 43.05 67.77%
125
o 29 169196222 250278 308336 381 532
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #236054: Heneicosy! heptafluorobutyrate T
57 16.80 17.00 17.20 17.40
o m/z 69.10 63.19%
5000
- 125
o | | 16%0600) 266294 339 490
m/z--> éo 100 1%0 200 250 360 350 400 450 500 16.80 17.00 17.20 17.40

8270-BF071620-M Fri Jul 17 07:23:40 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 _gamma.-Sitosterol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.43 16.59 ng 015498  Perylene-di2 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99

.beta.-Sitosterol

C29H500

Prean-5-en-3-ol.

1
2
3 Campesterol
4
5

400 C28H480
21-bromo-20-met... 394 C22H35BrO

000083-46-5 99
000474-62-4 38
055103-80-5 22
000986-19-6 12

Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500
Abundance Scan 2609 (17.433 min): BF120903.D (-2601) (-)
a3
107 145
5000
0!
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 ”
145
303
b LUl 4 (o6 | |3 L]
miz—-> 0 50 150 200 250 300 350 400
Abundance
43
5000 81 105
145
18 213 329 e
. 173 234255276 303 354 381
L A e o e B o LA e B B I ELAa
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #212386: Campesterol
a3
5000 81 107
145 400
289
73 213 555 315 367
J il 4 340
o
miz—-> 0 50 100 150 200 250 300 350 400

m/z 43.05 100.00%

-

17.20 17.40 17.60 17.80

m/z 145.10 63.64%

-

17.20 17. 40 17. 60 17. 80

m/z 55.05 62 .04%

3

17.20 17.40 17.60 17.80

m/z 57.10 61.57%

3

17.20 17.40 17.60 17.80

m/z 107.00 61.35%

s

17.20 17. 40 17. 60 17. 80

8270-BF071620-M Fri

Jul 17 07:23:42 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 8-Amino-6,7-dimethoxy-4-met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.64 4.50 ng 248264 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Amino-6.7-dimethoxy-4-methvlau... 218 C12H14N202 1000213-07-2 76
2 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 64
3 Pvrazole. 3-(2-thienvD)-5-(trifl... 218 C8H5F3N2S 026974-16-3 38
4 4-(p-N.N-dimethvlaminophenvlimin... 218 C13H18N20 1000100-07-8 38
5 2-(3-Cyano-6,7,8,9-tetrahydro-5H. .. 373 C17H19N50S2 1000294-83-0 35
Abundance Scan 2644 (17.639 min): BF120903.D (-2640) (-) m/z 218.20 100.00%
218
5000 57
8 19
147 169189 257 oo 355 17.40 17.60 17.80 18.00
o} A m/z 203.10 74 .87%
m/z--> 50 100 150 200 250 300 350
Abundance #75613: 8-Amino-6,7-dimethoxy-4-methylquinoline
218
5000 L UL B UL B
17.40 17.60 17.80 18.00
loa 130 160 m/z 57.10 44 _45%
51 | w ‘ 187 |
ob—— Ihwlulhwl " |“|“| lHlml\Hl Im\lwl le\l —
m/z--> 50 100 150 200 250 300 350
Abundance
218
" 17.40 17.60 17.80 18.00
5000 m/z 71.05 32 .54%

190

69
27 51 91 109 109147 173

m/z--> 50 100 150 200 250 300 350

Abundance #76126: Pyrazole, 3-(2-thienyl)-5-(trifluoromethyl)- R RRREE EE s
218 17.40 17.60 17.80 18.00
m/z 43.10 31.43%
5000
170
28 45 69 121
‘ { 149 199
ol bbb 2 ™ b L I
m/z--> 50 100 150 200 250 300 350 17.40 17. 60 17. 80 18 00

8270-BF071620-M Fri Jul 17 07:23:44 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.75 2.07 ng 114266 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 50
2 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 46
3 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 46
4 Cvclopropene. 1.3-dimethvl-2.3-b... 204 C7H6F6 054932-73-9 38
5 3,7-Cyclodecadien-1-one, 3,7-dim... 218 C15H220 006902-91-6 35

Abundance Scan 2663 (17.750 min): BF120903.D (-2658) (-) m/z 204.10 100.00%

204

5000

17.40 17.60 17.80 18.00
m/z 135.00 83.85%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...

79

107 135

17.40 17.60 17.80 18.00
m/z 69.10 68.86%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

135 204
R B .
161 17.40 17.60 17.80 18.00
50000 41 69 o1 m/z 107.00 58.04%
119

0 187
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,... T

17.40 17.60 17.80 18.00
m/z 55.00 56.03%

T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 40 17. 60 17. 80 18 00

5000

8270-BF071620-M Fri Jul 17 07:23:45 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 2(1H)Naphthalenone, 3,5,6,7... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.87 3.65 ng 201608 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 64
2 6.7.8.9-Tetrahvdrodibenzolb.d1fu... 260 C15H1604 1000196-34-3 59
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 59
4 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 53
5 4-Allyl-5-pyridin-3-yl-2,4-dihyd... 218 C10H10N4S 1000300-40-5 53
Abundance Scan 2683 (17.868 min): BF120903.D (-2679) (-) m/z 218.15 100.00%
203218
5000
243257 g, 17.60 17.80 18.00 18.20
o m/z 203.10 81.47%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218
41 91 133

203

147161175

17.60 17.80 18.00 18.20
m/z 109.10 25.13%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218
AL W e
203 17.60 17.80 18.00 18.20
5000 m/z 95.00 22.18%
190 260
oL27 43 69 91 115109 146159 175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75613: 8-Amino-6, 7-dimethoxy-4-methylquinoline AR EEEEE RS
203218 17.60 17.80 18.00 18.20
m/z 219.10 22 .05%
5000
160
104 145
77 13 175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BF071620-M Fri Jul 17 07:23:47 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl7.99 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.99 7.03 ng 388211 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 78
2 DimethvIl{bisl(4.8.8-trimethvldec... 500 C32H5602Si 1000364-69-0 45
3 5(1HY-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 41
4 Benzolblnaphthol2.3-d1furan 218 C16H100 000243-42-5 30
5 (1S,6R,95)-5,5,9,10-Tetramethylt. .. 218 C16H26 1000298-97-8 27
Abundance Scan 2704 (17.992 min): BF120903.D (-2697) (-) m/z 218.15 100.00%
218
5000 55 81 107135
161 189
245 ,04314 355 409 17.60 17.80 18.00 18.20 18.40
0 L S R R e m/z 135.10 36.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218

41 91 133

5000 175 MMM
67 17.60 17.80 18.00 18.20 18.40
‘ m/z 55.00 36.08%
ol O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
95
203 R B o
135 17.60 17.80 18.00 18.20 18.40
5000 69 m/z 122 .05 35.46%
163
41
295 485
0 237263 321348 387415 457
o s e T En ey B e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75945: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth... A EaREEREELE
218 17.60 17.80 18.00 18.20 18.40
m/z 203.10 34.99%
5000 176

41 o 133

0‘ v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r LUBLINL N N I I O L O I

T I I T T
m/z--> 50 100 150 200 250 300 350 400 450 500 17.60 17.80 18.00 18.20 18.40

8270-BF071620-M Fri Jul 17 07:23:49 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 5(1H)-Azulenone, 2,4,6,7,8,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.25 9.42 ng 519696 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5(1HY-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 60
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 47
3 2(3H)-Naphthalenone. 4.4a.5.6.7.... 218 C15H220 019598-45-9 43
4 Indenol2.1-blchromene. 218 C16H100 000243-24-3 38
5 1-Hydroxypyrene 218 C16H100 005315-79-7 38

Abundance Scan 2748 (18.250 min): BF120903.D (-2736) (-) m/z 218.15 100.00%

218

5000
81 107 135
237 259 82 355 390 18.00 18.20 18.40 18.60
ol TR m/z 203.10 32.11%
miz--> 50 100 150 200 250 300 350
Abundance #75945: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth...
218
176
5000 LA B L L L L L LB
41 91 133 18.00 18.20 18.40 18.60
o L m/z 189.10  30.74%
o h.‘lh.u‘%,‘?.‘.‘w.w N
miz--> 50 100 150 200 250 300 350
Abundance
218
.
41 91 133 18.00 18.20 18.40 18.60
5000 175 m/z 55.05 30.63%
67
o A nss
O e T T S e e S EEEER R
miz--> 50 100 150 200 250 300 350

Abundance #75948: 2(3H)-Naphthalenone, 4,4a,5,6,7,8-hexahydro-4a,5-d... NI e
18.00 18.20 18.40 18.60

m/z 135.00 26.24%

5000

I T T
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60

8270-BF071620-M Fri Jul 17 07:23:50 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknownl18.36 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.36 4.16 ng 220626  Perylene-di2 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 propanamide. N-(l-ethvl-1.2.3.4-... 274 C17TH26N20 063134-09-8 25

2 1-To-Nitrophenvl1-3-12-pvrimidvl... 259 C11H9N503 023656-31-7 22

3 Bicvclol2.2.11heptan-2-one. 5.5.... 152 C10H160 003649-86-3 15
4 Cvclohexene. 3-methvl-6-(1-methv... 138 C10H18 005256-65-5 15
5 2-Cyclohexen-1-one, 5-bromo-4,4-... 202 C8H11BrO 1000327-26-6 11

Abundance Scan 2767 (18.362 min): BF120903.D (-2761) (-) m/z 259.15 100.00%
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274
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0!
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m/z 95.10 74 .62%

18. 00 18 20 18. 40 18 60

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122857: Propanamide, N-(1-ethyl-1,2,3,4-tetrahydro-2,2,4-...
259
5000
274
57
oL 42 77 91 mm%@mw@mmm\‘
R e S L e AARAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 259
5000
68 122138
o 53 165 183 212 243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 274.15 64 .57%
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Abundance

5000 41
55 69
27
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152

#25314: Bicyclo[2.2.1]heptan-2-one, 5,5,6-trimethyl-, exo-

m/z 55.00 56.47%

18.00 18.20 18.40 18.60

m/z 69.00 52.41%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120903.D

Aca On 16 Jul 2020 23:52

Operator : JU/CG

Sample : L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Stigmast-4-en-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.43 7.56 ng 417114 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 55
2 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 38
3 4H-Pvran-4-one. 2.6-dimethvl- 124 C7H802 001004-36-0 27
4 4-Methvlcatechol. diacetate 208 C11H1204 1000364-90-8 27
5 Succinic acid, 4-methoxyphenyl p... 434 C26H4205 1000325-80-2 27
Abundance Scan 2779 (18.433 min): BF120903.D (-2772) (-) m/z 124.00 100.00%
124
5000

18.20 18.40 18.60 18.80
m/z 43.05 51.07%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

124

18.I20 18.I40 18!60 18.I80
m/z 229.10  43.76%
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0
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Abundance
124
43
18.20 18.40 18.60 18.80
5000 m/z 57.05 34.76%
91 147 314
67 191 229 279
ol L el e oy
m/z--> 50 100 150 200 250 300 350 400
Abundance #10454: 4H-Pyran-4-one, 2,6-dimethyl- R ERREEEREEE T
3 124 18.20 18.40 18.60 18.80
m/z 55.00 31.85%
69
5000
94
16
0.habﬂu..h,..h.,....,.... T SN
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071620\
Data File : BF120903.D

Acq On 16 Jul 2020 23:52

Operator : JU/CG

Sample - L3308-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.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]
Ethanol, 2-(2-eth... 6.64 5.1 ng 245086 1 6.81 954540 20.0
n-Tetracosanol-1 13.82 13.8 ng 930342 5 13.97 1353310 20.0
Behenic alcohol 14 .45 5.3 ng 358170 5 13.97 1353310 20.0
Hexacosane 15.09 5.5 ng 301259 6 15.42 1103720 20.0
Oxirane, heptadecyl- 15.66 2.3 ng 128744 6 15.42 1103720 20.0
Heneicosane 15.89 3.9 ng 214071 6 15.42 1103720 20.0
Octacosanol 15.93 7.5 ng 412771 6 15.42 1103720 20.0
dl-_.alpha.-Tocoph... 16.14 3.0 ng 164353 6 15.42 1103720 20.0
Octadecanal 16.67 2.4 ng 132343 6 15.42 1103720 20.0
Docosyl pentafluo... 17.04 4.4 ng 244350 6 15.42 1103720 20.0
-.gamma.-Sitosterol 17.43 16.6 ng 915498 6 15.42 1103720 20.0
8-Amino-6,7-dimet... 17.64 4.5 ng 248264 6 15.42 1103720 20.0
Naphthalene, 1,2,... 17.75 2.1 ng 114266 6 15.42 1103720 20.0
2(1H)Naphthalenon... 17.87 3.6 ng 201608 6 15.42 1103720 20.0
unknownl17.99 17.99 7.0 ng 388211 6 15.42 1103720 20.0
5(1H)-Azulenone, ... 18.25 9.4 ng 519696 6 15.42 1103720 20.0
unknown18.36 18.36 4.2 ng 229626 6 15.42 1103720 20.0
Stigmast-4-en-3-one 18.43 7.6 ng 417114 6 15.42 1103720 20.0
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