LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 3.240 194 196 207 rBvV 14698 39474 1.06% 0.125%
2 3.840 294 298 304 rVB 129615 175325 4.72% 0.553%
3 5.022 496 499 505 rvB 32460 39238 1.06% 0.124%
4 5.422 562 567 571 rBVY 2804644 2862346 77 .10% 9.029%
5 6.439 735 740 743 rBVY 2761445 2920306 78.66% 9.212%
6 6.639 771 774 784 rVB 281521 212445 5.72% 0.670%
7 6.816 800 804 807 rVB 1177444 999220 26.92% 3.152%
8 7.375 894 899 902 rBVY 2194369 1869975 50.37% 5.898%
9 8.098 1018 1022 1025 rBvV 1595180 1323077 35.64% 4.173%
10 9.175 1200 1205 1208 rBV 3931805 3349368 90.22% 10.565%
11 9.292 1223 1225 1234 rVB3 41841 45500 1.23% 0.144%
12 9.486 1255 1258 1260 rBV 120720 100922 2.72% 0.318%
13 9.510 1260 1262 1265 rVV 79295 60214 1.62% 0.190%
14 9.563 1268 1271 1275 rBV 699065 594460 16.01% 1.875%
15 9.675 1285 1290 1293 rBV3 60794 64604 1.74% 0.204%
16 9.792 1307 1310 1313 rVB2 45486 41806 1.13% 0.132%
17 9.851 1316 1320 1323 rVV 1899350 1539125 41.46% 4 .855%
18 10.522 1432 1434 1438 rVB 86417 71881 1.94% 0.227%
19 10.633 1449 1453 1457 rBVY 2287063 2255373 60.75% 7.114%
20 10.739 1468 1471 1473 rBV 58304 47320 1.27% 0.149%
21 10.910 1497 1500 1503 rVB 48374 37776 1.02% 0.119%
22 11.333 1568 1572 1575 rBV 1943322 1595815 42.99% 5.034%
23 11.392 1579 1582 1585 rVB3 55919 53235 1.43% 0.168%
24 11.863 1659 1662 1671 rBv2 169881 206918 5.57% 0.653%
25 12.033 1685 1691 1697 rBv4 45226 74247 2.00% 0.234%
26 12.280 1730 1733 1736 rVvV 60674 49171 1.32% 0.155%
27 12.316 1736 1739 1742 rVB 92576 83237 2.24% 0.263%
28 12.427 1756 1758 1762 rVB2 39855 42794 1.15% 0.135%
29 12.586 1783 1785 1791 rVB2 55884 55545 1.50% 0.175%

30 12.921 1837 1842 1845 rBV 3861172 3712356 100.00% 11.710%

31 13.057 1862 1865 1875 rVB2 78345 111922 3.01% 0.353%
32 13.351 1912 1915 1917 rBV 278698 230001 6.20% 0.725%
33 13.815 1991 1994 2003 rBV 785095 855205 23.04% 2.698%
34 13.968 2016 2020 2023 rBV 1412898 1264593 34.06% 3.989%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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\HPCHEM1\BNA F\METHODS\8270-BF071620.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.145 2047 2050 2053 rBV2 45467 49458 1.33% 0.156%
36 14.451 2099 2102 2108 rBV 375942 400113 10.78% 1.262%
37 14.892 2175 2177 2184 rVB4 50247 48909 1.32% 0.154%
38 15.086 2206 2210 2212 rBV 158304 172447 4._.65% 0.544%
39 15.333 2250 2252 2258 rVB3 42355 57241 1.54% 0.181%

40 15.415 2261 2266 2271 rBVY 908402 1067334 28.75% 3.367%

41 15.656 2303 2307 2311 rBV2 66716 94245 2.54% 0.297%
42 15.886 2342 2346 2350 rBVY 80245 109575 2.95% 0.346%
43 15.933 2350 2354 2363 rBVY 150853 281302 7.58% 0.887%
44 16.145 2387 2390 2396 rVB 97723 164500 4.43% 0.519%
45 17.427 2602 2608 2617 rBV2 300407 709016 19.10% 2.236%

46 17.509 2619 2622 2630 rVBS8 88614 199369 5.37% 0.629%
47 17.645 2641 2645 2652 rVB3 87421 171656 4.62% 0.541%
48 17.750 2659 2663 2669 rBV6 49907 94861 2.56% 0.299%
49 17.880 2680 2685 2696 rVv4 81985 218998 5.90% 0.691%
50 17.980 2697 2702 2713 rVB6 110241 312088 8.41% 0.984%

51 18.221 2736 2743 2746 rBV6 91132 238515 6.42% 0.752%
52 18.433 2773 2779 2793 rVB3 115323 328386 8.85% 1.036%

Sum of corrected areas: 31702807
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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\

BF120906.D

17 Jul 2020 1:20

JU/CG

L3308-14

22 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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF120906.D

5.42 6.44

7.37

6.82

0
Time-->

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF120906.D

10.63

9.85 11.33

9.56
13
{9.29 @Ag.eg. 2 11895 03 1028243050 ||13.06

10.5210.740.91 $&§9

Time-->

12.00 12.50 13.00

10.00

10.50 11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF120906.D

13.97

17.43

15.66 15%88316.14 7.87 54155898 18.2218.43

Time-->

™1
13.50

T
18.00 18.50

16.50

I
17.00 17.50

14.00 14.50

15.00

15.50 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 8

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

6.64 4.25 ng 212445 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
4 Ethanol. 2-I2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 38
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 28

Abundance Scan 774 (6.639 min): BF120906.D (-771) (-) m/z 45.00 100.00%
45
5000
59
h " 640 6.60 6.80 7.00
104 : : : :
o..,....,....,....,~.|!:.,....l~....,.||.'..,...5.‘,9....,.-:..,....,....,....,.. m/z 59.00 33.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 LR UL RN UL
31 59 6.40 6.60 6.80 7.00
72 m/z 72.10 21.92%
0 19 M‘ Mk | |, 89 104 116 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
640 6.60 6.80 7.00
5000 5o m/z 73.10 13.65%
31
73
0 38 85 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)- —r
45 6.40 6.60 6.80 7.00
m/z 43.00 12.77%
5000 59
29
90
75
0 'W'%?W"'W"'W"'W'"W"ﬁﬁ"”l"”l"”%qg'ﬁ"'W"'W"'W" RN S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.59 ng 206918 Phenanthrene-d10 11.33
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 27
Abundance Scan 1662 (11.863 min): BF120906.D (-1659) (-) m/z 73.00 100.00%
48 60 73
5000 129
7 213 B I B B
017" | 143157170185 700 56 1160 11.80 12.00 12.20
/B m/z 43.10 99.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L B B SULR AU
nmnmnmnm
m/z 60.00 89.63%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12.00 12.20
5000 29 129 m/z 41.05 73.69%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #95851: Pentadecanoic acid B BEmES B S
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 71.17%
5000 129
29
199
L#“ 143157171185 242
015 R REEmEmEm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 4 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.35  3.64ng 230001  Chrysene-diz 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 91
2 Naphthalene. 1.2.3.4-tetrahvdro-... 244 C18H28 029577-17-1 25
3 3-Cvano-6-trifluoromethvlphenant... 271 C16H8F3N 1000253-90-3 14
4 Carbonic acid. monoamide. N-(4-p... 271 C16H17NO3 1000340-19-7 14
5 n-Hexyl-6-methoxy-4-methyl-8-qui... 272 C17H24N20 083547-16-4 11

Abundance Scan 1915 (13.351 min): BF120906.D (-1912) (-) m/z 175.05 100.00%
175 271
201
5000
286
4 g5 % 14510
91 11513 | 229243 13.00 13.20 13.40 13.60
o bt ot UL Th/z 271.20  86.32%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271
175
5000 |||||/|\|||||||||||||||
201 286 13.00 13.20 13.40 13.60
69 159 m/z 201.10 65.22%
‘ ‘ 91 ]_]_5129 145 ‘ 229243
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
201
13.00 13.20 13.40 13.60
5000 m/z 189.05 40.18%
159
57 145
o2 43 76 91105 128 186 209244
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120176: 3-Cyano-6-trifluoromethylphenanthrene T T T T
271 13.00 13.20 13.40 13.60
m/z 286.20 31.33%
5000
o 49 63 8‘7 11‘35149 175 201 ‘ /\
e e L R R s n e S et o
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.82 13.53 ng 855205 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90

Abundance Scan 1995 (13.821 min): BF120906.D (-1991) (-) m/z 57.10 100.00%

57 83

5000

13.60 13.80 14.00 14.20
m/z 43.10 91.78%

176 153

o 182 210 237252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosano
55 83

:

5000 LA B L L L L L L LB
13.60 13.80 14.00 14.20
m/z 83.05 90.14%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
AR ss= e oA e
13.60 13.80 14.00 14.20
5000 11 m/z 55.10 86.91%
29 139

167182 210 238 264280 308

-

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

Abundance #131391: n-Nonadecanol-1 e e e

55 13.60 13.80 14.00 14.20
m/z 97.05 83.08%

5000
29
0 I il 182 210 238 266

III|IIII|III|I _'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14 .45 6.33 ng 400113 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Octadecene 252 C18H36 000112-88-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2102 (14.451 min): BF120906.D (-2099) (-) m/z 57.10 100.00%
g7
| ‘J\_JML
5000
111
U SN B SO B
139 14.20 14.40 14.60 14.80
ol ,~.I...,. [0166 196220247 283 3l w870 86, 750
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LR IS UL SULL I
111 1420 14.40 14.60 14.80
29 m/z 83.05 75.83%
oL I\‘I | IM “ ‘ ‘\ \‘\ \‘\ " ‘: | — |2]|-0| ?3\I8| : |2|8?| e |4|34
m/z--> 50 200 250 300 350 400
Abundance
43
83 U SRR L SO B
14.20 14.40 14.60 14.80
5000 m/z 55.05 73.28%
111
o 140 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 I a  BREEEEES B
57 8 14.20 14.40 14.60 14.80
m/z 97.05 69.89%
B | AJ\W\
29 139
ol Ll J ‘l | 167 195 222 250 280 308 336
m/z--> 50 100 1&'30 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 Tridecane, 7-hexyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.09 3.23ng 172447  perylene-di2 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tridecane. 7-hexvl- 268 Cl1OH40 007225-66-3 95

2 Nonadecane 268 C19H40 000629-92-5 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2211 (15.092 min): BF120906.D (-2206) (-) m/z 57.10 100.00%
57
85
5000
13 N
141 160 252 14.80 15.00 15.20 15.40
ol ,| . .l| L 097 282292272295 3% | “m/z 71.10  70.25%
miz--> 50 100 150 200 250 300 350
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000 85 LA L L L L LB
14.80 15.00 15.20 15.40
182 m/z 43.10 58.52%
N e P
miz--> 50 100 150 200 250 300 350
Abundance
57
' 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 55.92%
29
o 113 141 169 197 205 268
s T T T o e
Abundance #202661: Heptacosane L R B R,
57 14.80 15.00 15.20 15.40
m/z 41.05 18.84%
- T AMNw”\AwAuﬂﬂﬂﬂ\w~wmv\afﬂm~m
29 113
ol ) 1 | 141 169 197 225 253 281 309 337 380
miz--> 50 100 1éo 260 250 300 350 14'80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 2-methyloctacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.05 ng 109575 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2347 (15.892 min): BF120906.D (-2342) (-) m/z 57.10 100.00%
57
85
5000
141164188 204 266 307 15.60 15.80 16.00 16.20
I 1“ haRL e S TS | ‘m/z 71.10 84.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 LI IS BN UL S
15.60 15.80 16.00 16.20
13 m/z 43.10 58.84%
0 29 | ‘ ”‘ \ il ‘141‘169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 15.60 15.80 16.00 16.20
5000 m/z 85.05 54 .53%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane I AREREE RS
57 15.60 15.80 16.00 16.20
m/z 55.10 20.56%
5000 85
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 @ 250 300 350 400 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.93 5.27 ng 281302 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 74
2 1-Heptacosanol 396 C27H560 002004-39-9 64
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 64
4 Octacosvl acetate 452 C30H6002 018206-97-8 64
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 62
Abundance Scan 2354 (15.933 min): BF120906.D (-2350) (-) m/z 83.10 100.00%
57 88
5000 11
LA BN SR B
139 231 15.60 15.80 16.00 16.20
68 207 269 297
o,i lﬂl e e i35 "m/z 57.10 93.22%
miz--> 0 50 15 200 250 300 350 400
Abundance #151538: 1-Docosene
55
5000 U SRR SRR B B
29 15.60 15. 80 16.00 16.20
125 m/z 97.10 85.59%
0 ..“.“‘l“.“. I‘H‘I\H\I - ‘.1|5‘3..1.81.|....|....|3O.8...|. e
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57 97
15.60 15.80 16.00 16.20
5000 m/z 43.10 75.57%
125
o 29 153 181 209 236 264 292 320 350 378
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 '
Abundance #224391: Heptacosy! acetate R R mEEE
43 15.60 15.80 16.00 16.20
97 m/z 69.10 70.92%
69
5000
‘ 125
ol15., | | ‘ HJ 153 181 200 236 264 292 320 350 378 423
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 ' 15%0 1580 1600 1650

8270-BF071620-M Fri Jul 17 07:26:26 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 Vitamin E Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.14 3.08 ng 164500 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 95
2 (H)-.adamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 91
3 dl-.alpha.-Tocopherol 430 C29H5002 010191-41-0 87
4 Propanenitrile. 3-Tmethvl(4-nitr... 205 C10H11N302 097473-81-9 47
5 2-Furancarboxaldehyde, 5-(2-hydr... 272 C15H16N203 1000319-38-8 43
Abundance Scan 2389 (16.139 min): BF120906.D (-2387) (-) m/z 165.00 100.00%
165
5000
430 )
75 107131 205 234 279 396 15.80 16.00 16.20 16.40
ol .|,". HEVT I N FUR Gl PP - l'. m/z 164.00  35.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222347: Vitamin E
165
5000 43
430 15.80 16.00 16.20 16.40
71 m/z 430.30 23.16%
R J \97 121943 2?5229251275 301 341368 402 |
m/z--> 50 100 1éo 260 2%0 360 3%0 460
Abundance
165
430 AUV SN SRR
15.80 16.00 16.20 16.40
5000 m/z 166.00 14 .46%
205
0 71 105 137 231 260 288 316 344 372
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #222353: dI-.alpha.-Tocopherol
165 15.80 16.00 16.20 16.40

m/z 43.10 12.71%

5000
430

43
69 136 205
18 | A 9111313 | 246 288 316 344

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16 20 16. 40

o

8270-BF071620-M Fri Jul 17 07:26:27 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 _gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.43 13.29 ng 709016 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 46
4 l1socholestervl methvl ether 400 C28H480 029944-53-4 43
5 Cholest-5-ene, 3-methoxy-, (3.be... 400 C28H480 001174-92-1 38
Abundance Scan 2609 (17.433 min): BF120906.D (-2602) (-) m/z 43.10 100.00%
a3
107
145
5000
" 17.20 17.40 17.60 17.80
Oty m/z 55.00 71.99%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 LI SULSUL I UL B
145 414 17.20 17.40 17.60 17.80
o B s a4y m/z 107.05  65.13%
o) — \‘I 1 IM' i “‘l“. ‘?“I“' ZIVIGI I\‘\ : ‘l |3$‘|1| .“ Imi .‘. .
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
" 17.20 17.40 17.60 17.80
5000 81 105 m/z 57.10 61.34%
18 145 i s 414
. 173 234255276 303 354 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- B REEREESEET
43 17.20 17.40 17.60 17.80
m/z 145.05 55.95%
5000 268
81 107 226
0 mm 213 247 275 21 i
mz-> 0 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 1,4-Dimethyl-8-isopropylide... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.51 3.74 ng 199369 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 60
2 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 50
3 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 45
4 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 43
5 Aromandendrene 204 C15H24 000489-39-4 43
Abundance Scan 2622 (17.509 min): BF120906.D (-2619) (-) m/z 133.00 100.00%
41 69 95 133 204
285
5000
163 235257 409
: 11 L AN BUMRR BN B
83 341 17.20 17.40 17.60 17.80
0 m/z 41.10 95 .95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 L S BUMR UL SR
17.20 17.40 17.60 17.80
123 m/z 204.10 94.35%
ol H‘M‘thﬂn T
m/z--> 50 200 250 300 350 400
Abundance
109 133 161 204
41 17.20 17.40 17.60 17.80
5000 69 m/z 69.10 94 .22%
0 181
m/z--> 50 100 150 200 250 300 350 400
Abundance #64522: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-... e A RERREEEEE
4 204 17.20 17.40 17.60 17.80
m/z 95.05 88.11%
5000
e L L L L L WL L S WAL A SRR DU BN B
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF071620-M Fri Jul 17 07:26:31 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 3a-Methyl-3,3a-dihydropyrro... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.64 3.22 ng 171656 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 58
2 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 58
3 Thienol2.3-blpvridine-2-carbonit... 218 C10H10N4S 147992-88-9 58
4 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 58
5 Gitoxigenin 390 C23H3405 000545-26-6 30
Abundance Scan 2644 (17.639 min): BF120906.D (-2641) (-) m/z 218.20 100.00%
218
5000 55
o5 119
161 189 243 271 327 409 17.40 17.60 17.80 18.00
0 e e m/z 203.10 83.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia...
160 203
39
5000 L LI B UL SR
69 17.40 17.60 17.80 18.00
6 116 m/z 55.00 39.25%
0 \H\ H‘H\h‘\u‘u\\ M “ ‘M A \“ \‘\ b ‘. I\‘\I\l ————————————————
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
' 17.40 17.60 17,80 18.00
5000 m/z 119.00 29.03%
160
i 5 77 104 132 187
m/z--> 50 100 150 200 250 300 350 400
Abundance #75201: Thieno[2,3-b]pyridine-2-carbonitrile, 3-amino-4-di... R RRREE EE s
2 17.40 17.60 17.80 18.00

m/z 43.10 27 .87%

5000

m/z--> 50 100 150 200 250 300 350 400 17.40 17. 60 17. 80 18 00

8270-BF071620-M Fri Jul 17 07:26:32 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 3-Methoxy-6,7,8,9-tetrahydr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.88 4.10 ng 218998 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 58
2 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 55
3 7b-Phenvl-2a.7b-dihvdro-3H-cvclo... 218 C17H14 138089-70-0 53
4 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 50
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 49
Abundance Scan 2685 (17.880 min): BF120906.D (-2680) (-) m/z 218.15 100.00%
218
5000
a % % 19 189
135 161 243259 285 325 17.60 17.80 18.00 18.20
o m/z 203.10 66.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218
5000 LN B UL BN B
190 17,60 17.80 18.00 18.20
69 m/z 69.10 26.04%
Lo 5] 10 meir gy
miz> 20 40 80 b 100 150 140 180 160 200 250 240 260 250 300 330
Abundance
218
41 17.60 17.80 18.00 1820
5000 o7 175 m/z 95.10 23.76%
% 135
119

o 159 | 191

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

Abundance #75997: 7b-Phenyl-2a,7b-dihydro-3H-cyclobuta[a]indene A o Al BRRmsma
218 17.60 17.80 18.00 18.20

m/z 219.15 22 .32%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18.00 18.20

8270-BF071620-M Fri Jul 17 07:26:34 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 6-Isopropenyl-4,8a-dimethyl... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.98 5.85 ng 312088 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-I1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 64
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 38
3 Caparratriene 206 C15H26 1000374-08-7 38
4 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 38
5 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 38
Abundance Scan 2702 (17.980 min): BF120906.D (-2697) (-) m/z 95.05 100.00%
5000
313 e
341 409 17.60 17.80 18.00 18.20
ol /oD N B m/z 109.10 87.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
5
123
50001 41 67 218 LA SURRURN SRR SURILILE I
17.60 17.80 18.00 18.20
147 175 m/z 218.10 82.06%
0! ..'., \l‘h .“.“l “. ‘. ——
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
41 91 133 17.60 17.80 18.00 18.20
5000 175 m/z 55.00 78.23%
67
111 155
L L L WL L WL S B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #66196: Caparratriene R B et T
41 69 95 17.60 17.80 18.00 18.20
121 m/z 81.00 72.10%
5000
163
l} 191
0= “w‘ |M"Lh'ht'|t"' UL DAL SR SR LA SURRURE BRI SURRLILE I
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20

8270-BF071620-M Fri Jul 17 07:26:35 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 1-Cycloheptene, 1,4-dimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.22 4.47 ng 238515 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 50
2 Lonaifolenaldehvde 220 C15H240 019890-84-7 47
3 Boron. 1.5-cvclooctanedivl(2.4-p... 218 C13H23BN2 136704-99-9 38
4 2-1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 35
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 35
Abundance Scan 2743 (18.221 min): BF120906.D (-2736) (-) m/z 95.00 100.00%
69 P 121 189
207
5000 41 147
163
257 B S B R B R
233 73 299315 18.00 18.20 18.40 18.60
o} m/z 93.05 97 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64439: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene...

18.IOO 18!20 18.I4O 18.I60
m/z 81.10 83.01%

5000

04
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95
L
41 67 135 18.00 18.20 18.40 18.60
5000 205 m/z 121.05 81.76%
119 163 187

221

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

Abundance #75747: Boron, 1,5-cyclooctanediyl(2,4-pentanediiminato-N,... N B B !
61 18.00 18.20 18.40 18.60

m/z 189.05 81.45%

5000

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60

8270-BF071620-M Fri Jul 17 07:26:37 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120906.D

Aca On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 17 unknownl18.43 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.43 6.15 ng 328386 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 49
2 2.4-Diaminophenol 124 C6H8N20 000095-86-3 30
3 Orcinol 124 C7H802 000504-15-4 30
4 1.3-Benzenediol. 2-methvl- 124 C7H802 000608-25-3 30
5 4H-Pyran-4-one, 3,5-dimethyl- 124 C7H802 019083-61-5 27

Abundance Scan 2779 (18.433 min): BF120906.D (-2773) (-) m/z 124.00 100.00%

4

5000

18.20 18.40 18.60 18.80

0! m/z 43.10 52.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone
124
288
5000 246 LA L L L L LB
41 79 147 18.20 18.40 18.60 18.80
203 m/z 229.10 41.21%
0 T 90 P S
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
18.20 18.40 18.60 18.80
5000 m/z 55.05 27.91%
52 95
28
O e B e o L e e e o e o e o e o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #10404: Orcinol R ERREEEREEE T
124 18.20 18.40 18.60 18.80
m/z 57.00 26.09%
5000
39 69 95
ol L 4 S
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071620\
Data File : BF120906.D

Acq On 17 Jul 2020 1:20

Operator : JU/CG

Sample : L3308-14

Misc :

ALS Vial : 22 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 4.3 ng 212445 1 6.82 999220 20.0
n-Hexadecanoic acid 11.86 2.6 ng 206918 4 11.33 1595820 20.0
2-Phenanthrenol, ... 13.35 3.6 ng 230001 5 13.97 1264590 20.0
1-Heneicosanol 13.82 13.5 ng 855205 5 13.97 1264590 20.0
Heptadecyl heptaf... 14.45 6.3 ng 400113 5 13.97 1264590 20.0
Tridecane, 7-hexyl- 15.09 3.2 ng 172447 6 15.42 1067330 20.0
2-methyloctacosane 15.89 2.0 ng 109575 6 15.42 1067330 20.0
1-Docosene 15.93 5.3 ng 281302 6 15.42 1067330 20.0
Vitamin E 16.14 3.1 ng 164500 6 15.42 1067330 20.0
-gamma.-Sitosterol 17.43 13.3 ng 709016 6 15.42 1067330 20.0
1,4-Dimethyl-8-is... 17.51 3.7 ng 199369 6 15.42 1067330 20.0
3a-Methyl-3,3a-di... 17.64 3.2 ng 171656 6 15.42 1067330 20.0
3-Methoxy-6,7,8,9... 17.88 4.1 ng 218998 6 15.42 1067330 20.0
6-1sopropenyl-4,8_.. 17.98 5.8 ng 312088 6 15.42 1067330 20.0
1-Cycloheptene, 1... 18.22 4.5 ng 238515 6 15.42 1067330 20.0
unknownl18.43 18.43 6-2 ng 328386 6 15.42 1067330 20.0
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