LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 3.222 192 193 209 rBv 18297 49923 1.42% 0.159%
2 5.016 495 498 505 rvB 31861 36385 1.03% 0.116%
3 5.422 562 567 570 rBVY 2840443 2601453 73.81% 8.307%
4 6.439 735 740 743 rBVY 2784682 2609578 74.05% 8.333%
5 6.639 771 774 782 rBV 293859 224032 6.36% 0.715%
6 6.816 800 804 807 rVB 1054525 945706 26.83% 3.020%
7 7.375 894 899 902 rBVY 2027166 1719229 48.78% 5.490%
8 8.098 1018 1022 1025 rBvV 1523172 1260051 35.75% 4.024%
9 9.175 1200 1205 1208 rBvY 3741788 3182159 90.29% 10.162%
10 9.292 1223 1225 1229 rVB2 50969 44143 1.25% 0.141%

11 9.563 1268 1271 1275 rBV 707931 551688 15.65% 1.762%
12 9.851 1316 1320 1323 rBV 1755988 1476876 41.91% 4.716%
13 10.633 1449 1453 1457 rBV 2317481 2098145 59.53% 6.700%

14 10.769 1472 1476 1478 rBV2 39127 44801 1.27% 0.143%
15 10.821 1482 1485 1487 rBV 62394 54628 1.55% 0.174%
16 10.851 1487 1490 1493 rvv2 81072 83379 2.37% 0.266%
17 10.886 1493 1496 1498 rVVv 79365 71444 2.03% 0.228%
18 10.910 1498 1500 1503 rVB 98661 71586 2.03% 0.229%
19 10.998 1512 1515 1519 rVB2 67885 70886 2.01% 0.226%
20 11.033 1519 1521 1524 rBV 81062 70451 2.00% 0.225%
21 11.333 1568 1572 1575 rBV 1887877 1539731 43.69% 4.917%
22 11.392 1577 1582 1585 rVB4 52294 66111 1.88% 0.211%
23 11.863 1658 1662 1671 rBV2 161431 209090 5.93% 0.668%
24 12.157 1708 1712 1716 rBV 43016 52313 1.48% 0.167%
25 12.316 1735 1739 1742 rBV 311850 273516 7.76% 0.873%
26 12.368 1746 1748 1753 rVB 52420 50431 1.43% 0.161%
27 12.568 1779 1782 1783 rBV 50504 44762 1.27% 0.143%
28 12.586 1783 1785 1791 rVB2 55651 53621 1.52% 0.171%
29 12.768 1810 1816 1818 rBV2 34902 45363 1.29% 0.145%

30 12.921 1837 1842 1845 rBV 3677086 3524288 100.00% 11.254%

31 12.957 1845 1848 1856 rVB10 42279 110851 3.15% 0.354%
32 13.351 1912 1915 1917 rBV 108384 92908 2.64% 0.297%
33 13.445 1929 1931 1934 rBV 113059 97624 2.77% 0.312%
34 13.539 1943 1947 1951 rBV 177380 187094 5.31% 0.597%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 13.615 1957 1960 1966 rVB2 48451 57178 1.62% 0.183%

36 13.768 1983 1986 1991 rVB 135931 128972 3.66% 0.412%
37 13.815 1991 1994 2001 rBV 795058 944612 26.80% 3.016%
38 13.968 2016 2020 2023 rBV 1512136 1313593 37.27% 4_.195%
39 14.145 2047 2050 2055 rBVZ2 64893 72914 2.07% 0.233%
40 14.451 2099 2102 2106 rBVY 259411 307878 8.74% 0.983%

41 14.486 2106 2108 2113 rVV 69591 73346 2.08% 0.234%
42 14.539 2115 2117 2120 rVB 56466 47275 1.34% 0.151%
43 14.615 2127 2130 2137 rVB 237363 267160 7.58% 0.853%
44 14.751 2150 2153 2155 rBVY 50600 46517 1.32% 0.149%
45 14.892 2174 2177 2183 rVB 63442 80072 2.27% 0.256%

46 15.086 2206 2210 2213 rBVY 269546 303627 8.62% 0.970%
47 15.415 2261 2266 2270 rBVY 864640 1065362 30.23% 3.402%
48 15.456 2271 2273 2277 rVB 54026 61239 1.74% 0.196%
49 15.656 2303 2307 2310 rBV 82232 93501 2.65% 0.299%
50 15.886 2342 2346 2350 rBV 115425 175231 4._.97% 0.560%

51 15.939 2350 2355 2364 rVvV 188618 347467 9.86% 1.110%
52 16.662 2474 2478 2485 rBV2 52966 96594 2.74% 0.308%
53 16.956 2525 2528 2533 rBV5 23462 42240 1.20% 0.135%
54 17.427 2601 2608 2617 rBV2 277664 732168 20.77% 2.338%
55 17.639 2641 2644 2652 rVB2 80633 148626 4.22% 0.475%

56 17.750 2657 2663 2668 rBV6 89922 211023 5.99% 0.674%
57 17.874 2680 2684 2696 rVV3 65385 180479 5.12% 0.576%
58 17.986 2697 2703 2712 rVB5 122097 354283 10.05% 1.131%
59 18.215 2735 2742 2743 rBV4 75712 132784 3.77% 0.424%
60 18.362 2761 2767 2771 rBv4 52279 120803 3.43% 0.386%

61 18.427 2773 2778 2792 rVB5 113744 295918 8.40% 0.945%

Sum of corrected areas: 31315108
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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\

BF120902.D

16 Jul 2020 23:23

JU/CG

L3308-10

18 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

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

6.64 4.74 ng 224032 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 90
2 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 45
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
4 Ethanol. 2-I2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 38
5 Ethyl ether 74 C4H100 000060-29-7 33

Abundance Scan 774 (6.639 min): BF120902.D (-771) (-) m/z 45.10 100.00%
45
5000
59
72 A M S
6.40 6.60 6.80 7.00
104
Obrerrerr el b e 8 bt e || M7Z 59.00  34.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.40 6.60 6.80 7.00
72 m/z 72.10 22 .74%
0 19 M‘ lil, | |, g9 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 59 m/z 73.10 13.74%
31 73
o 38 88 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)- R e R
45 6.40 6.60 6.80 7.00

m/z 43.00 13.35%

5000 59
90

29
15 75
| uH ‘ 68 | | 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.72 ng 209090 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1662 (11.863 min): BF120902.D (-1658) (-) m/z 73.00 100.00%
0 7B
5000 129 l
97 115 157 213 Illllllllllllllllllllll
143727171185 1007 207 256 11.60 11.80 12.00 12.20
o} m/z 43.10 94 _.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L B B SULR AU
nmnmnmnm
m/z 60.00 91.69%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 129 m/z 55.05 73.30%
29 87
115 | 143 199 242
101 185
|15 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #72648: Tridecanoic acid L B e
60 78 11.60 11.80 12.00 12.20
m/z 57.10 72.60%
43
5000
129
29 ‘ 115 171185 214
ok 15“""""\””'”‘ H‘ T::fhluuuuluuuul:I|-5|?|||||||||1|98|||| 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 : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.32 3.55 ng 273516 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 56
2 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 32
3 Phosphonofluoridic acid. ethvl-.... 196 C8H18FO02P 333416-12-9 27
4 3-Methvlpentvl ethvlphosphonoflu... 196 C8H18FO02P 1000298-39-1 27
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 25
Abundance Scan 1740 (12.321 min): BF120902.D (-1735) (-) m/z 57.05 100.00%
g7
o ,A_,_,MHAJL~Abevak,_MkNN
12.00 1220 12.40 12.60
0 m/z 113.05 57.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
12.00 12.20 12.40 12.60
97113 m/z 97.05 49.92%
m/z--> 20 40 éo éo 100 120 140 1éo 180 200 220 240 260
Abundance
57
12.00 12.20 12.40 12.60
5000 m/z 55.00 23.89%
41 9
119
ol 27 7184 147 177 219 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58556: Phosphonofluoridic acid, ethyl-, 2-methylpentyl ester R e R N EEmEEmmame
113 12.00 12.20 12.40 12.60
m/z 83.05 21.48%
5000 126
5g 43 56 69 84
0...,....,‘....,.‘...,.‘..l,....,.‘..1.3,9.1??,1.6.7.. N —— T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 unknownl3.54 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.54 2.85 ng 187094 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 78
2 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 22
3 Propanone-1. 3-(4-methvilpiperazi... 308 C20H24N20 053756-76-6 22
4 2.2-Dimethvl-3-pentanol. heptafl... 312 C11H15F702 1000364-14-4 22
5 Vardenafil 488 C23H32N604S 224785-90-4 22
Abundance Scan 1947 (13.539 min): BF120902.D (-1943) (-) m/z 57.10 100.00%
57
113
97
5000
169 13.20 1340 13.60 13.80
153
0 138 191207 235 m/z 113.05 68.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
13.20 13.40 13.60 13.80
97 113 m/z 97.05 58.72%
0 mi ‘ \‘ 152168
m/z--> 25 45 éo éo 160 150 140 160 180 200 220 240 260 2éo 360 !
Abundance
57
13.20 1340 13.60 13.80
5000 m/z 83.05 25.72%
41 97
oL15 81 119 150189 197 207 311
wmﬁmmwmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I I

Abundance #151434: Propanone-1, 3-(4-methylpiperazin-1-yl)-1,2-diphenyl R e A EERR

113 13.20 13.40 13.60 13.80
70 m/z 55.00 25.61%
- M/Mfk&
0 h w91 || 130146 165180 208
e i itk —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 14.38 ng 944612 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 1995 (13.821 min): BF120902.D (-1991) (-) m/z 57.10 100.00%
57 83
- m
R AN SR SO
3 139 13.60 13.80 14.00 14.20
I 168187 210227 252 280 /7  83.05 88 _ 69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000 LRI UL BRI B R
Bmmmmmmm
29 m/z 43.10 85.19%
ol Lol 167 196 238 266 294
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
"' 1360 13.80 14.00 14.20
5000 111 m/z 55.05 83.24Y%
29
o 139 168 106 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 B L
83 13.60 13.80 14.00 14.20
m/z 97.10 76.58%
- MUL
o \“ ‘ 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13 80 14. oo 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 Oxalic acid, isobutyl hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .45 4.69 ng 307878 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Cvclohexadecane 224 C16H32 000295-65-8 90
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 90
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 89
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
Abundance Scan 2102 (14.451 min): BF120902.D (-2099) (-) m/z 57.05 100.00%
57
5000 o1
40 14.20 14.40 14.60 14.80
ob AL 0182 239 s e Wz 43.10  74.76%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 L SR BRI SUBURA U
1420 14.40 14.60 14.80
97 m/z 55.05 59.80%
O 430 228209
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
55
o7 " 14:20 14.40 14.60 14.80
5000 m/z 71.10 58.49%
139 g7 224
0.
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate T
57 14.20 14.40 14.60 14.80
m/z 83.05 55.02%
97
5000
}39
ot LA 1 18T 225 281 341376415 460 532 577 678 A ——
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 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 : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 unknownl4.62 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.62 4.07 ng 267160 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C1l6H32 015796-04-0 59
2 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 27
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 25
4 Pvrazole. 3-nitro- 113 C3H3N302 026621-44-3 25
5 Silane, dichlorocyclohexylmethyl- 196 C7H14cCI2Si 005578-42-7 14
Abundance Scan 2131 (14.621 min): BF120902.D (-2127) (-) m/z 57.10 100.00%
3 113
97
5000
W 8l 137153lT9 190205 225241 267283 302 1440 1460 14.80 1500
Obrrrprrret bbb e b b T e T T m/z 113.10 78.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
14.40 14.60 14.80 15.00
97 113 m/z 97.10 68.71%
o wh . 81 ‘ \’ 13715318
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
1440 14.60 14.80 15.00
5000 m/z 83.10 27 .26%
41 97
oL15 81 127 153169 193 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54934: Octane, 2-bromo- RS EmmEs o L
57 14.40 14.60 14.80 15.00
m/z 55.10 22.07%
s000] 28
113
ol H I ‘M 2 92 | 135151 192
m/z--> 20 40 60 8b 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00

8270-BF071620-M Fri Jul 17 07:22:34 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.09 5.70 ng 303627 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2211 (15.092 min): BF120902.D (-2206) (-) m/z 57.05 100.00%
57
1 AuJLunu“Ax\AWM_A-
5000
141, 22183 250 14.80 15.00 15.20 15.40
ol L4 l| Ly 163 0207229202275 3L m/z 71.10 71.40%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LR L BRI SUGIRE B
Mmmmmmmm
29 m/z 43.10 56.65%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
o 14.80 15.00 15,20 15.40
5000 m/z 85.10 52.62%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #194493: Hexacosane e e e AR
57 14.80 15.00 15.20 15.40
m/z 99.10 20.73%
- | /\AAA/\\J\“,/\‘
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 250 360 350 ' 14%0 1500 1520 1540

8270-BF071620-M Fri Jul 17 07:22:36 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.89 3.29 ng 175231 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 68

2 5.5-DibutvIlnonane 240 C17H36 006008-17-9 64
3 Octadecane 254 C18H38 000593-45-3 64

4 2-methvloctacosane 408 C29H60 1000376-72-8 64
5 Hexatriacontane 507 C36H74 000630-06-8 64

Abundance Scan 2347 (15.892 min): BF120902.D (-2342) (-) m/z 57.10 100.00%

5000

15.60 15.80 16.00 16.20
m/z 71.05 59.92%

8169 217949281

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

57

5000 L L e B
15. 60 1580 16. 00 16 20
51

m/z 43.10 46.69%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

0..”,..w.”.“.” SR R L R TR R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R B s
15.60 15.80 16.00 16.20
5000 m/z 85.05 41.61%
99 183
140
ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105886: Octadecane I EmEm e RBARE
57 15.60 15.80 16.00 16.20
m/z 97.10 26.81%
5000
% 141
U S E Uik S o N —
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16. 00 16 20

8270-BF071620-M Fri Jul 17 07:22:38 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 Heptacosyl acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.94 6.52 ng 347467 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosvl acetate 438 C29H5802 1000351-78-2 60
2 Octacosanol 410 C28H580 000557-61-9 60
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 58
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 58
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 53
Abundance Scan 2355 (15.939 min): BF120902.D (-2350) (-) m/z 83.10 100.00%
5 B
5000
57 15.60 15.80 16.00 16.20
181204 231 297
B — 208,535 2% 355 m/z 57.05 78.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #224391: Heptacosy! acetate
43
97
69
5000 L UL SURLILR UL SRR
15,60 15.80 16.00 16.20
125 m/z 97.10 77.43%
oL15 ‘} ‘ M \‘M w“ 153 181 209 236 264 292 320 350 378 __ 423
m/z--> 150 200 250 300 350 400 450
Abundance
57
o1 M U SR SRR
15.60 15.80 16.00 16.20
5000 m/z 43.10 67.26%
125
0 29 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate R ABma RS
57 15.60 15.80 16.00 16.20
m/z 55.05 66.87%
97
5000
125
o ZP‘ ¥ J J‘l153 181 224250 280 308 353 454
m/z--> 50 100 150 200 250 360 350 400 450 15,60 15.80 16.00 16.20

8270-BF071620-M Fri Jul 17 07:22:39 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 11 _gamma.-Sitosterol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.43 13.75 ng 732168 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .aamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 83
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 64
5 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 52

Abundance Scan 2609 (17.433 min): BF120902.D (-2601) (-) m/z 43.05 100.00%
43
07 145
5000
17.20 17.40 17.60 17.80
ob el m/z 57.05 59.14%
miz--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81107 LA L L L L LB
145 414 17.20 17.40 17.60 17.80
‘ o B s Mg g m/z 55.10 58.97%
-
O.J.PHHWML 3 LA .t.3$?.J.M.‘
miz--> 50 100 150 200 250 300 350 400
Abundance
43
R B
17.20 17.40 17.60 17.80
5000 m/z 107.00 58.92%
81 107 414
145 213 303 329
. 173 2332%°275 354 381
B T o et o
miz--> 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- L e
a1 107 394 17,20 17.40 17.60 17.80
81 145 283 m/z 105.00 53.03%
309 361
5000
213
173 255
337
33
o’ ' e e
miz--> 50 100 150 200 250 300 350 400 17,20 17.40 17.60 17.80

8270-BF071620-M Fri

Jul 17 07:22:41 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 2H-Cyclopropa[a]naphthalen-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.64 2.79 ng 148626 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 59
2 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 47
3 3-Ethviphenol. O-trifluoroacetvl- 218 C10H9F302 1000374-27-3 46
4 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 43
5 2,9-Dimethyl-2,3,4,5,6,7-hexahyd... 203 C14H21N 077581-11-4 35
Abundance Scan 2644 (17.639 min): BF120902.D (-2641) (-) m/z 218.20 100.00%
218

5000
249271 355 409 17.40 17.60 17.80 18.00
0 m/z 203.10 81.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75950: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a,...
218
7
5000 147 LIRS
M 119 175 17.40 17.60 17.80 18.00
‘ m/z 55.00 40.24%
0 “.‘H‘.“‘;L“..“.,‘.... .
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
s B R
17.40 17.60 17.80 18.00
5000 m/z 43.10 35.15%
160
104 132
51 77 187
o) NSV SR PR | T
m/z--> 50 100 150 200 250 300 350 400
Abundance #75310: 3-Ethylphenol, O-trifluoroacetyl- R RRREE EE s
104 203 17.40 17.60 17.80 18.00
m/z 205.10 29.81%
5000
77
39 ‘ ‘ 175
A ECTRA N (127 i S B i i
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF071620-M Fri Jul 17 07:22:43 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.75 3.96 ng 211023 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 53
2 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 46
3 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 42
4 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 38
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 38
Abundance Scan 2663 (17.750 min): BF120902.D (-2657) (-) m/z 204.10 100.00%
204
287
5000
341 411 17.40 17.60 17.80 18.00
0 1 S S m/z 135.00 71.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 91 133
5000 161 LN SURIUR SN BRI
69 17.40 17.60 17.80 18.00
} ‘ m/z 133.00 62.01%
0! |‘||| |“|h|l‘|“| — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
133 204
41 17,40 17.60 17.80 18.00
5000 161 m/z 287.20 56.74%
67 91
111
L A L L W L UL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #64227: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth. ..

17.40 17.60 17.80 18.00
m/z 107.00 56.35%

5000

I I T
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF071620-M Fri Jul 17 07:22:45 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 Anthracene, 9-(2-propenyl)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17 .87 3.39 ng 180479 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 74
2 4-Allvl-5-pvridin-3-vI-2.4-dihvd. .. 218 C10H10N4S 1000300-40-5 62
3 7b-Phenvl-2a.7b-dihvdro-3H-cvclo... 218 C17H14 138089-70-0 58
4 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 58
5 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 52
Abundance Scan 2683 (17.868 min): BF120902.D (-2680) (-) m/z 218.20 100.00%
218

5000
243 265 295313 355 17.60 17.80 18.00 18.20
(o m/z 203.10 72.79%
m/z--> 50 100 150 200 250 300 350
Abundance #75987: Anthracene, 9-(2-propenyl)-
218
5000 LA L L L L L B LB
17.60 17.80 18.00 18.20
189 m/z 69.00 29.53%
0 27 \4.4\ 63 82\ i ‘ \‘ 122139 1§ Ly n‘\ J \L‘
——r i
m/z--> 50 100 150 200 250 300 350
Abundance
218
R EERERE SRR R
17.60 17.80 18.00 18.20
5000 m/z 55.00 25.99%
a1 104 185
81
0 60 122 145162
e T T e e T T
m/z--> 50 100 150 200 250 300 350
Abundance #75997: 7b-Phenyl-2a,7b-dihydro-3H-cyclobuta[a]indene AR EEEEE RS
218 17.60 17.80 18.00 18.20
m/z 81.00 25.78%
5000
108 189
141
63 89 165
oL P Hw“ e ' I
m/z--> 50 150 200 250 300 350 17. 60 17. 80 18. 00 18 20

8270-BF071620-M Fri Jul 17 07:22:46 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 (1S,6R,9S)-5,5,9,10-Tetrame... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.99 6.65 ng 354283 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1S.6R.95)-5.5.9.10-Tetramethvlt... 218 C16H26 1000298-97-8 78
2 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 46
3 Dimethvil{bisl(4.8.8-trimethvldec... 500 C32H5602Si 1000364-69-0 45
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 43
5 6-l1sopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 35
Abundance Scan 2704 (17.992 min): BF120902.D (-2697) (-) m/z 218.15 100.00%

5000
283 313 545 424 17.60 17.80 18.00 18.20 18.40
0 ....,.'...1,....,..'..,....,. m/z 55.05 43.71%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75986: (1S,6R,9S)-5,5,9,10-Tetramethyltricyclo[7.3.0.0(1,...
108 218
162
136
5000 LA B L L L L L L L
17.60 17.80 18.00 18.20 18.40
189 m/z 203.10  41.39%
0 ‘w‘ W“ L LN
m/z--> 200 250 300 350 400 450 500
Abundance
218

17.60 17.80 18.00 18.20 18.40

176 m/z 81.05 39.54Y%
000 4 o 133 0

67
ol kel b e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235324: DimethyKbis[(4,8,8-trimethyldecahydro-1,4-methan... BT
17.60 17.80 18.00 18.20 18.40
m/z 95.00 39.07%
5000
295 485
o 237263 321348 387415 457

m/z--> 50 100 150 200 250 300 350 400 450 500 17. 60 17. 80 18. OO 18 20 18. 40

8270-BF071620-M Fri Jul 17 07:22:48 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 Guaia-9,11-diene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.22 2.49 ng 132784 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-9.11-diene 204 C15H24 1000374-19-8 56
2 Lonaifolenaldehvde 220 C15H240 019890-84-7 50
3 Cvclohexanol. 1.3.3-trimethvl-2-... 220 C15H240 069296-93-1 43
4 4.8-Methanoazulen-9-ol. decahvdr... 222 C15H260 004586-22-5 43
5 2,6,10-Cycloundecatrien-1-one, 2... 218 C15H220 000471-05-6 38
Abundance Scan 2743 (18.221 min): BF120902.D (-2735) (-) m/z 95.00 100.00%
5000
|239|2~T7 - 371 "' 18.00 18.20 18.40 18.60
o L2 Il "ms/z 81.00 80.63%
m/z--> 50 100 150 200 250 300 350
Abundance #64305: Guaia-9,11-diene
93
119 189
5000 UL SULRILE UL RO R
41 o 161 18100 1820 18.40 18.60
m/z 189.10 77.68%
ol ?,...... -
m/z--> 50 100 150 200 250 300 350
Abundance
95
R UM SRS BN B
41 67 135 18.00 18.20 18.40 18.60
5000 205 m/z 107.00 76.76%
163 187
. 117 292
m/z--> 55 160 150 260 2%0 300 350
Abundance #77630: Cyclohexanol, 1,3,3-trimethyl-2-(3-methyl-2-methyl... N B B !
135 18.00 18.20 18.40 18.60
43 m/z 93.00 75.40%
105
5000 187
69
| Tk
I N O e T
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60

8270-BF071620-M Fri Jul 17 07:22:50 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 unknownl18.36 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.27 ng 120803 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bi-1-cvclohexen-1-vl. 3.3.3".3".... 274 C20H34 076993-52-7 47
1-(4-Undecviphenvl)ethanone 274 C19H300 1000185-92-4 35
3 Naphthalene. 2-methvl-1-(3.4-dim... 274 C20H180 1000269-03-0 27
4 6-tert-butvl-2.4-dimethvlphenol.... 274 C14H17F302 1000376-41-4 22
5 Propanamide, N-(1-ethyl-1,2,3,4-_... 274 C17H26N20 063134-09-8 22
Abundance Scan 2767 (18.362 min): BF120902.D (-2761) (-) m/z 259.15 100.00%
259
5000 274

18.00 18.20 18.40 18.60

0! m/z 95.00 53.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122981: Bi-1-cyclohexen-1-yl, 3,3,3',3',5,5,5',5'-octamethyl
259
41
5000 55 137 LA L L L L L B
6 83 123 274 18.00 18.20 18.40 18.60
‘ ‘ 203 m/z 134.00 51.34%
2 ‘ ‘ 163 189 231
Oll\r” ! \‘ \‘ m H‘ m HH H\HH \HH \I\\ .“.luu‘.. “l..z}7..‘..2‘.1.5.. |||‘|||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
259
e R
18.00 18.20 18.40 18.60
5000 274 m/z 121.00 47 .52%
43 57 o1
71 134
29 105119

148161175 108 217231245

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122965: Naphthalene, 2-methyl-1-(3,4-dimethylbenzoyl)- L Ba e
259 18.00 18.20 18.40 18.60
m/z 81.00 46.89%
5000 274
115 141 169
39 ‘ ‘ 215, 244
W 0 TN o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 00 18 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120902.D

Aca On 16 Jul 2020 23:23

Operator : JU/CG

Sample : L3308-10

Misc :

ALS Vial : 18 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 Stigmast-4-en-3-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.43 5.56 ng 295918 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 95
2 Testosterone cvpionate 412 C27H4003 000058-20-8 58
3 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 42
4 2-Chloro-4-fluorobenzvlamide 159 C7H7CIFN 1000343-00-9 42
5 Testosterone 288 C19H2802 000058-22-0 41

Abundance Scan 2779 (18.433 min): BF120902.D (-2773) (-) m/z 124.00 100.00%

4

5000

18.20 18.40 18.60 18.80
m/z 43.10 58.55%

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

18.I20 18.I40 18!60 18.I80
m/z 229.10  50.48%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
55 147
18.20 18.40 18.60 18.80
5000 79 m/z 57.00 35.76%
185 230 21 370 412
o 103 209 | 251 301 327
o L e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #156750: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)- B REEREESEET
124 18.20 18.40 18.60 18.80
43 m/z 95.05 31.99%
5000
91 147 49 314
67 229
0 B o Y (PO
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 : BF120902.D

Acq On 16 Jul 2020 23:23

Operator : JU/CG

Sample - L3308-10

Misc :

ALS Vial : 18 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 4.7 ng 224032 1 6.82 945706 20.0
n-Hexadecanoic acid 11.86 2.7 ng 209090 4 11.33 1539730 20.0
2,4,4,6,6,8,8-Hep... 12.32 3.5 ng 273516 4 11.33 1539730 20.0
unknown13.54 13.54 2.9 ng 187094 5 13.97 1313590 20.0
1-Heneicosanol 13.82 14.4 ng 944612 5 13.97 1313590 20.0
Oxalic acid, isob... 14.45 4.7 ng 307878 5 13.97 1313590 20.0
unknownl14 .62 14.62 4.1 ng 267160 5 13.97 1313590 20.0
Octacosane 15.09 5.7 ng 303627 6 15.42 1065360 20.0
Tetratetracontane 15.89 3.3 ng 175231 6 15.42 1065360 20.0
Heptacosyl acetate 15.94 6.5 ng 347467 6 15.42 1065360 20.0
-.gamma.-Sitosterol 17.43 13.8 ng 732168 6 15.42 1065360 20.0
2H-Cyclopropaf[a]n... 17.64 2.8 ng 148626 6 15.42 1065360 20.0
1,1,4a-Trimethyl-__.. 17.75 4.0 ng 211023 6 15.42 1065360 20.0
Anthracene, 9-(2-... 17.87 3.4 ng 180479 6 15.42 1065360 20.0
(1s,6R,95)-5,5,9,... 17.99 6.7 ng 354283 6 15.42 1065360 20.0
Guaia-9,11-diene 18.22 2.5 ng 132784 6 15.42 1065360 20.0
unknown18.36 18.36 2.3 ng 120803 6 15.42 1065360 20.0
Stigmast-4-en-3-one 18.43 5.6 ng 295918 6 15.42 1065360 20.0
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