LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 3.840 293 298 305 rVB 31347 44186 1.35% 0.152%
2 5.422 562 567 570 rBVY 2675647 2543940 77.82% 8.727%
3 6.439 735 740 743 rBVY 2611465 2570346 78.63% 8.818%
4 6.639 771 774 780 rBV 81814 66651 2.04% 0.229%
5 6.816 800 804 807 rBY 1206188 973417 29.78% 3.339%
6 7.375 895 899 902 rBVY 2041507 1673066 51.18% 5.740%
7 8.098 1018 1022 1025 rBY 1695764 1296199 39.65% 4_447%
8 9.175 1201 1205 1208 rBV 3820727 3100127 94.84% 10.635%
9 9.563 1268 1271 1275 rBV 531935 455287 13.93% 1.562%
10 9.851 1316 1320 1323 rBvV 1837523 1483015 45.37% 5.088%

11 10.639 1449 1454 1457 rBV 2167666 2021583 61.84% 6.935%
12 11.333 1568 1572 1576 rBV 1874410 1515927 46.37% 5.201%

13 11.863 1659 1662 1666 rBV 93603 93201 2.85% 0.320%
14 11.980 1676 1682 1685 rVB3 54415 63699 1.95% 0.219%
15 12.157 1708 1712 1715 rBV 30471 38813 1.19% 0.133%
16 12.216 1719 1722 1725 rVB 58699 60014 1.84% 0.206%

17 12.280 1730 1733 1736 rVvV 177777 157833 4._.83% 0.541%
18 12.316 1736 1739 1742 rVB 289469 233334 7.14% 0.800%

19 12.568 1779 1782 1784 rBV 115646 96900 2.96% 0.332%
20 12.586 1784 1785 1792 rVB2 53413 49900 1.53% 0.171%
21 12.886 1833 1836 1838 rBV3 36618 43212 1.32% 0.148%

22 12.921 1838 1842 1845 rBV 3486252 3268865 100.00% 11.214%
23 13.057 1861 1865 1871 rVB 736934 627722 19.20% 2.153%
24 13.351 1912 1915 1917 rBV2 134830 111835 3.42% 0.384%
25 13.539 1944 1947 1950 rVB 38570 36510 1.12% 0.125%

26 13.615 1957 1960 1963 rVB3 38731 38563 1.18% 0.132%
27 13.815 1991 1994 2001 rBV 594968 630113 19.28% 2.162%
28 13.968 2016 2020 2024 rBV 1325701 1173684 35.90% 4.026%
29 14.145 2047 2050 2053 rBV2 35688 36364 1.11% 0.125%
30 14.451 2099 2102 2109 rBV 317913 338211 10.35% 1.160%

31 14.892 2174 2177 2183 rBV2 84651 88777 2.72% 0.305%
32 15.086 2206 2210 2213 rBV 160271 201086 6.15% 0.690%
33 15.415 2261 2266 2271 rBV 901831 1065011 32.58% 3.654%
34 15.656 2303 2307 2311 rBV 116231 162182 4._.96% 0.556%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 15.886 2342 2346 2350 rBV 77606 114779 3.51% 0.394%

36 15.933 2350 2354 2363 rVV 134440 230940 7.06% 0.792%
37 16.139 2387 2389 2397 rVB 96775 166657 5.10% 0.572%
38 16.668 2474 2479 2484 rBV2 88441 149056 4._.56% 0.511%
39 17.427 2601 2608 2618 rBV2 324839 827443 25.31% 2.839%
40 17.645 2641 2645 2649 rBV3 57937 88294 2.70% 0.303%

41 17.880 2681 2685 2694 rVB2 61398 127516 3.90% 0.437%
42 17.980 2695 2702 2713 rVB6 183709 530571 16.23% 1.820%
43 18.215 2738 2742 2745 rBV5 46355 86325 2.64% 0.296%
44 18.362 2762 2767 2773 rVV5 66160 139160 4.26% 0.477%
45 18.427 2773 2778 2791 rVB3 119972 328677 10.05% 1.128%

Sum of corrected areas: 29148991
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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\

BF120909.D

17 Jul 2020 2:48

JU/CG

L3308-17

25 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF120909.D

5.42

3.84

6.44

7.37

6.82

O
Time-->

T T
4.00 4.50 5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0——

TIC: BF120909.D

10.64

9.85 11.33

8.10

9.56

13.06

118698438 % 12 13

Time-->

T
10.00 10.50

9.50 11.00 11.50

12.00 12.50 13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

1318462

TIC: BF120909.D

13.97

13.82

15.66 15%8316.14 16.67

17.43
17.64 178398 15 49843

Time-->

™1
13.50

16.50

17.00

14.00 14.50

15.00

15.50 16.00

I T
17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.28 2.08 ng 157833 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-i1sopropvilphenant... 256 C19H28 1000197-14-1 99
2 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 47
3 Naphthalene. 6-ethvl-1.2.3.4-tet... 256 C19H28 301643-35-6 30
4 Ethanone. 1-(1.2.3.5.6.7-hexahvd... 256 C18H240 056298-80-7 27
5 (1,3-Dioxoindan-2-yl)acetic acid... 218 C12H1004 1000186-44-1 22
Abundance Scan 1733 (12.280 min): BF120909.D (-1730) (-) m/z 159.05 100.00%
1%9
241
5000 185
117 143 e B L
s 9 o N (172 | 1992 13 ZTG 12100 1220 12.40 12.60
o} .ﬂ..”.“.”,”.w.“:“ m/z 241.20 63.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241
159
5000 LI SR SN LN B
256 12.00 12.20 12,40 12.60
o3 185 o3 m/z 185.10 37.98%
43
oo P o uSNE | 197 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
241
12.00 12.20 12.40 12.60
5000 m/z 117.00 22 .30%
185 256
o 1529 43 g5 77 a1 115128142157179 | 199, oog
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107707: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4-t...
241 12.00 12.20 12.40 12.60
m/z 143.00 20.91%
5000
143
o1 15129 256
0 \‘ ) 77\ I ‘\ \HM M\ 212225
m/z--> 20 40 60 80 160 120 150 160 180 200 220 240 2éo 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 : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 unknownl2.32 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.32 3.08 ng 233334 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 43
2 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 38
3 (1-Propoxv-pentvl)-cvclopropane 170 C11H220 094883-97-3 27
4 Pvrazole. 3-nitro- 113 C3H3N302 026621-44-3 25
5 Vardenafil 488 C23H32N604S 224785-90-4 22
Abundance Scan 1740 (12.321 min): BF120909.D (-1736) (-) m/z 57.10 100.00%
57
| /\/\g\,A“_‘M
97
5000
6 83 ottt el W et e
169 12.00 12.20 12.40 12.60
o....,....,...|!,..l-..,.'..-.-~,..:'.,1.2.6.1.?9.1??,....,.1.9.2.,2]97..,.?.3?, m/z 113.10 62.67%
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
12.00 12.20 12.40 12.60
83 97 113 m/z 97.10 53.14%
. M‘\ % % || 16139153 168
m/z--> 20 40 éo 85 100 120 140 160 180 200 220
Abundance
57
43 1 U IR BN
12.00 12.20 12.40 12.60
5000 o7 113 m/z 55.00 25.33%
83
oL 15 101 | 129 143
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38269: (1-Propoxy-pentyl)-cyclopropane R B B
7 113 12.00 12.20 12.40 12.60
m/z 83.05 21.61%
5000
43
o LB e 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1200 12.20 1240 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 Retene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.06 10.70 ng 627722 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 99
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 94
3 1-Phenvl-4-(3.5-dimethviphenvl)b... 234 C18H18 1000202-15-0 86
4 Phenanthrene. 2.4.5.7-tetramethvl- 234 C18H18 007396-38-5 68
5 2,5-Diphenyl-2,4-hexadiene 234 C18H18 016819-47-9 64
Abundance Scan 1866 (13.063 min): BF120909.D (-1861) (-) m/z 219.10 100.00%
219
234
5000
204
189 '12.80 13.00 13.20 13140
101 165 . . . .
0 =BT B0 28l Tn/z 234.10 60.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89260: Retene
219
234
5000 U AU NN SUNBN B
204 12.80 13.00 13.20 13.40
189 m/z 204.10 30.82%
102
0 27 41 63 8\8‘ H\ ‘Ml]‘-? 1371511§5 i “H\ “ LIl
m/z--> ﬁo Jo éo éo 160 150 110 160 1éo 260 220 210 2éo 2éo
Abundance
219234
12.80 13.00 13.20 13.40
5000 m/z 203.10 24 .60%
204
189

39 63 88102117 139 165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89293: 1-Phenyl-4-(3,5-dimethylphenyl)buta-1,3-diene  RBERE RS e
219234 12.80 13.00 13.20 13.40
128 m/z 202.05 19.09%
5000 o1
204
7 143157
41 178 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.82 10.74 ng 630113 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1l-Heneicosanol 312 C21H440 015594-90-8 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 1995 (13.821 min): BF120909.D (-1991) (-) m/z 57.10 100.00%

5000

-

13.60 13.80 14.00 14.20

167182

210 231 249

281

0 m/z 43.05 92.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55
83
4
5000 LA B L L L L L L LB
13. 60 13 80 14. OO 14. 20
m/z 83.05 91.99%
0 26 AL 126 153168 106 223 252 280
RARRIBaRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
ERE R e e S
M 13.60 13.80 14.00 14.20
5000 111 m/z 55.05 88.23%
0 26 139154 182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester B L m o
4 13.60 13.80 14.00 14.20

69 m/z 97.05 82 .00%

5000

125

5

153168

196

224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .45 5.76 ng 338211 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate
2 l1-Heneicosanol

3 Tetracosvl trifluoroacetate

4 Nonadecvl pentafluoropropionate

452 C21H35F702
312 C21H440

450 C26H49F302
430 C22H39F502

5 Pentafluoropropionic acid, hepta... 402 C20H35F502

959085-66-6 94
015594-90-8 93
1000351-76-4 91
1000351-88-8 91
959218-78-1 91

Abundance Scan 2102 (14.451 min): BF120909.D (-2099) (-) m/z 57.05 100.00%
51
83
5000 111
l l ' 14.20 14:40 14,60 14.80
139 168 211 . . . .
ol d AL ) [5P 268, 211 240262 205 37 m/z 43.10 80.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LA L L L L L LB
111 14.20 14.40 14.60 14.80
29 m/z 55.05 72.17%
0 1) . “‘ H ‘\ \‘\ \‘\ i 210 238 283 434
i ....,.... T T T T
m/z--> 50 200 250 300 350 400
Abundance
55 83
A N Eanmama
14.20 14.40 14.60 14.80
5000 111 m/z 83.10 71.70%
29
. 139 167 196 233 266 204
B L e e e e [ i e o B o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #227109: Tetracosy! trifluoroacetate R L m
57 14.20 14.40 14.60 14.80
97 m/z 97.05 66.10%
5000
125
0 UL J h1§3 181 210236 264 308 336 381 432
L e e o B L T e o e o e I R T I R B S
m/z--> 50 100 150 200 250 300 350 400 14.20 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 : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.09 3.78 ng 201086 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2211 (15.092 min): BF120909.D (-2206) (-) m/z 57.05 100.00%
g7
85
5000
168145 207 259 14.80 15.00 15.20 15.40
B - ,}. 'l .'1 A 0018 207224 Trora 296 3% njz 71.10  73.37%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 LN BRI DU SULILE U
mmmmmmmm
29 m/z 85.05 57.27%
‘ ‘ 13 149 169 197 268
0..‘.‘.|‘.‘l.H‘.“‘lu“.“.. ——r— |2|2|5| —
m/z--> 50 100 150 200 250 300 350
Abundance
57
g5 14.80 15.00 15,20 15.40
5000 m/z 43.00 56.98%
29
. 113 141 169 197 240 MM]\/\IW—L\
m/z--> o 'go" ' 160" "150" "200" "250" "360" "350
Abundance #129491: Eicosane I AEEREE TS
57 14.80 15.00 15.20 15.40
m/z 55.00 23.72%
5000 85
29
o \‘ ‘ ‘ | g tf%, 141 169 107 225 253 282
m/z--> §o 160 150 200 250 300 3éo 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.66 3.05 ng 162182 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Heptadecanal 254 C17H340 1000376-70-0 90
3 Hexadecanal 240 C16H320 000629-80-1 86
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 81
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 81
Abundance Scan 2308 (15.662 min): BF120909.D (-2303) (-) m/z 57.10 100.00%
5 o
5000
11 LI IR DU SURRURN SR
3 137 162 197218 253 ,g; 341 365 15.40 15.60 15.80 16.00
0 e = m/z 43.05 87 .03%
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
4 8
5000 L UL SRR SULBULN I
15.40 15.60 15.80 16.00
110 250 m/z 82.00 80.13%
138 222
ol s 166 194 " R
m/z--> 50 100 150 200 250 300 350
Abundance
i 82 LI IR BN SURIURN BN
15.40 15.60 15.80 16.00
5000 m/z 96.05 66 .65%
109
0 137155 180 208 236754
m/z--> " 50 100 150 200 250 300 350
Abundance #94312: Hexadecanal B EERR Bam e L
7 8 15.40 15.60 15.80 16.00
m/z 83.05 59.98%
5000
29 109
ol I |\ 1237 186 196 222040
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00

8270-BF071620-M Fri Jul 17 07:28:56 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.16 ng 114779 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 86
Abundance Scan 2347 (15.892 min): BF120909.D (-2342) (-) m/z 57.05 100.00%
57
85
5000
113 15,60 15.80 16.00 16.20
1414641 183 266
oLl .n'.“, LA 0 s | m/z 71.10 75.85%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 L N SR SO B
15.60 15.80 16.00 16.20
113 m/z 43.10 55.18%
ol,35 LT 1 160 107 225 553 201 g9 398
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 54 _.33%
oL, 38 U3 141 182 517 .55 281 308 337
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #209566: Octacosane AR BEREE RS
57 15.60 15.80 16.00 16.20
m/z 99.05 21.64%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 15.60 15.80 16.00 16.20

8270-BF071620-M Fri Jul 17 07:28:58 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.93 4.34 ng 230940 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 64
2 Behenic alcohol 326 C22H460 000661-19-8 64
3 Octacosvl acetate 452 C30H6002 018206-97-8 64
4 Octacosanol 410 C28H580 000557-61-9 64
5 1-Heptacosanol 396 C27H560 002004-39-9 64
Abundance Scan 2354 (15.933 min): BF120909.D (-2350) (-) m/z 83.10 100.00%
57
5000 l
111
157 15,207 297 15,60 15.80 16.00 16.20
182 231
0 ...-.,..\-..,.l.i?.,....,'....,.2.7?.,...3‘.‘1,....,....,. m/z 97.10 79.39%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57 8
5000 i R AR AR SRR R
15.60 15.80 16.00 16.20
m/z 57.05 74 ._.42%
29
ol | ‘ ‘\ | ‘ 207 195 222 280 280 308 336
m/z--> éo 100 150 260 2%0 360 3%0 460 4éo
Abundance
55 83
15.60 15.80 16.00 16.20
5000 11 m/z 69.05 64.02%
29
0 139 167 196 224 252 280 308 /waWw}\»mAuwfj\\vaMwwmfﬁ,A“
m/z--> éo 160 1éo 260 2%0 360 3%0 460 4éo
Abundance #227661: Octacosyl acetate R R mEEE
43 97 15.60 15.80 16.00 16.20
m/z 55.00 63.01%
69
5000
125
NELS ‘ ;‘L 1193181 209 250 278 306 334 364 392 437
m/z--> éo 160 1éo 260 2%0 360 3%0 460 4éo 15%0 1580 1600 1650

8270-BF071620-M Fri Jul 17 07:28:59 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 9
R.T. EstConc Area Relative to ISTD R.T.
16.14 3.13 ng 166657 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 94
2 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 91
3 (H)-.agamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 91
4 _alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007 1000156-68-2 83
5 7-Methyl-8-0x0-1,2,3,4-tetrahydr... 165 C8H11N30 026955-10-2 40
Abundance Scan 2389 (16.139 min): BF120909.D (-2387) (-) m/z 165.00 100.00%
165
5000
430 UV AR IR
o1 121, 205 241 567288 206 | 15.80 16.00 16.20 16.40
o — .ll,l. MO .20 N O L o A N B m/z 164.00 35.17%
m/z--> 100 150 200 250 300 350 400
Abundance #222349: Vitamin E
165
5000 430
15.80 16.00 16.20 16.40
43 m/z 430.30 22.25%
o |71 95 P2lyys 2 46 288316344 387 |
m/z--> ' 160 1éo 260 250 360 3éo 460
Abundance
165
15,80 16.00 16.20 16.40
5000 m/z 166.05 17.69%
43 430
18 | 69 g1 112136 205
113 246 288 316 344
m/z--> éo 160 1éo 260 250 300 350 460
Abundance #222360: (+)-.gamma.-Tocopherol, O-methyl-
165 15.80 16.00 16.20 16.40
430 m/z 43.10 15.70%
5000
137 205
ol .:‘,u?l.;ﬁo?.. bl 231 260 288 316 344 372 ) B —
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. oo 16 20 16. 40

8270-BF071620-M Fri Jul 17 07:29:01 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.67 2.80 ng 149056 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 1.19-Eicosadiene 278 C20H38 014811-95-1 83
3 Olevl alcohol. methvl ether 282 C19H380 1000352-68-0 58
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 49
5 Dodecane, 4-cyclohexyl- 252 C18H36 013151-84-3 46
Abundance Scan 2479 (16.668 min): BF120909.D (-2474) (-) m/z 57.00 100.00%

7 8

5000
3 166185 207 227246 278 340 16.40 16.60 16.80 17.00
0! m/z 82.00 90.25%
m/z--> 50 100 150 200 250 300 350
Abundance #117616: Oxirane, hexadecyl-
55 |8
5000 LA L L L L L L
109 16. 40 16. 60 16. 80 17. OO
29 m/z 43.10 83.07%
o h mh 1 H7 166 194 222 250268
- I T I T T T T I T
m/z--> 50 200 250 300 350
Abundance
55
AR EEEEE RS
16.40 16.60 16.80 17.00
5000 82 m/z 96.00 59.96%
29
109
0 138157 180 208228 250 278
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #129469: Oleyl alcohol, methyl ether AR EEEEE RS
8 16.40 16.60 16.80 17.00
55 m/z 55.00 59.07%
5000
o2 l H 166 104 222 250 g
- IIII IIIIIIIIIIIIII T 1 17T IIIIIIIIIIIIIIIIIII
m/z--> 50 150 200 250 300 350 16. 40 16. 60 16. 80 17. 00

8270-BF071620-M Fri Jul 17 07:29:03 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 15.54 ng 827443 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 98
3 5-Cholestene-3-0l. 24-methvl- 400 C28H480 1000214-17-4 53
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 46
5 Campesterol 400 C28H480 000474-62-4 43

Abundance Scan 2609 (17.433 min): BF120909.D (-2601) (-) m/z 43.05 100.00%
43
81 107 145
5000
17.20 17.40 17.60 17.80
0 m/z 55.00 58.51%
m/z--> 0 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 a4y m/z 145.10 58.41%
L LU AENNE NS
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
A e mmm mEEES B
17.20 17.40 17.60 17.80
0
5000 81 105 m/z 107 .05 57.24%
18 145 " 414
173 255__ 303329
0 234" 276 354 381
N meaw s e L L e T e s
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212397: 5-Cholestene-3-ol, 24-methyl-  EEREREEES L
43 17.20 17.40 17.60 17.80
m/z 57.05 56.17%
5000
\ 81 107 s 400
213 289 315
73 255
Oyl m&h. o 340 307 SN
m/z--> 0 50 100 150 200 250 300 350 400 17.20 17. 40 17. 60 17. 80

8270-BF071620-M Fri Jul 17 07:29:04 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 (1S,6R,95)-5,5,9,10-Tetrame... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.88 2.39 ng 127516 Perylene-di12 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 68
2 5(1HY)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 50
3 9.11-Dimethviltetracvclol7.3.1.0(... 218 C16H26 053263-99-3 49
4 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 47
5 4-Allyl-5-pyridin-3-yl-2,4-dihyd... 218 C10H10N4S 1000300-40-5 47
Abundance Scan 2685 (17.880 min): BF120909.D (-2681) (-) m/z 218.15 100.00%
218

5000
239 258 17.60 17.80 18.00 18.20
0 285 31 "m/z 203.10 64.85%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69&3u56R9S)55910nmammmmmydq73om1
108 218
162
136
5000 LA L L L L L LB L
41 17.60 17.80 18.00 18.20
189 m/z 95.00 26.06%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
218
s s o
17.60 17.80 18.00 18.20
176 m/z 55.05 24 .95%
50001 g9 o 133
65 117 159 | 200

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75985: 9,11-Dimethyltetracyclo[7.3.1.0(2.7).1(7.11)]tetra... A o Al BRRmsma
203 17.60 17.80 18.00 18.20

m/z 119.00 22.71%

5000

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

8270-BF071620-M Fri Jul 17 07:29:06 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 unknownl7.98 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.98 9.9 ng 530571  Perylene-diz 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 N-T2-T1-Piperazvllethvl1-N"-I2-t... 326 C11H27N403PS 062220-23-9 46
2 Phosphoric acid. 2-chlorocvclohe... 312 C13H26CI104P 1000309-01-9 43

3 1.4-Dioxaspnirol4.51decan-8-one 156 C8H1203 004746-97-8 38
4 3-Ureidopropionic acid. N-dimeth... 243 C11H21N303 1000375-52-0 38
5 D-Gulonic acid, .gamma.-lactone,... 254 C10H16B206 074128-60-2 35
Abundance Scan 2702 (17.980 min): BF120909.D (-2695) (-) m/z 99.00 100.00%
9%
5000

245 571 17.60 17.80 18.00 18.20

313 341 368

0 m/z 81.00 48_.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #165259: N-[2-[1-Piperazyllethyl]-N'-[2-thiophosphatoethyl...
99
44
5000 70 | ANLINLINLEN L L L L L L B B
17.60 17.80 18.00 18.20
Ler m/z 55.05 28.80%
o L AN LR 1L . N—
m/z--> 50 100 150 200 250 300 350 400
Abundance
99
R EAREEEE LSS
17.60 17.80 18.00 18.20
5000 141 183 m/z 109.10 27 .96%
41 6
’ 229 271
ol d ol e g
m/z--> 50 100 150 200 250 300 350 400
Abundance #28801: 1,4-Dioxaspiro[4.5]decan-8-one e EARRs RS
99 17.60 17.80 18.00 18.20
m/z 107 .00 24 _86%
5000
28 55 156
oLk WVL‘]ZA' = e o S L T o o o SENE e
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20

8270-BF071620-M Fri Jul 17 07:29:08 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 D-Homoandrostane, (5.alpha.... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.61 ng 139160 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Homoandrostane. (5.alpha..l13.a... 274 C20H34 054482-31-4 86
2 10H-Phenoxaphosphine. 2-ethvl-10... 274 C15H1503P 036360-91-5 46
3 1.3-DIETHYL-2-HYDROXYBENZOTHIAZO... 274 C14H14N202S 1000227-15-3 43
4 7H-Furol3.2-allllbenzopvran-7-on... 274 C15H1405 054087-32-0 41
5 Propanamide, N-(1-ethyl-1,2,3,4-_... 274 C17H26N20 063134-09-8 41
Abundance Scan 2767 (18.362 min): BF120909.D (-2762) (-) m/z 259.15 100.00%
249
5000
43
|| 355 18.00 18.20 18.40 18.60
Ot m/z 274.20 60.86%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122979: D-Homoandrostane, (5.alpha.,13.alpha.)-
55
1
5000 UL BN SRR B
18.00 18.20 18.40 18.60
m/z 134.10 53.13%
Ot
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
259
18.00 18.20 18.40 18.60
5000 m/z 95.00 50.74%
105 o5
152 195 o1

miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122404: 1,3-DIETHYL-2-HYDROXYBENZOTHIAZOLO[3,2-a]PYRIMIDI... e
259 18.00 18.20 18.40 18.60
m/z 109.10 47 .40%

5000 231

69 o7
163 191 275
53 ‘ \‘ ?117 136 | ‘ ‘ | 215 - |

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

o

8270-BF071620-M Fri Jul 17 07:29:10 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120909.D

Aca On 17 Jul 2020 2:48

Operator : JU/CG

Sample : L3308-17

Misc :

ALS Vial : 25 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 unknownl18.43 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.43 6.17 ng 328677 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 45
2 Orcinol 124 C7H802 000504-15-4 38
3 Hexanethioic acid. (2-hexanethio... 288 C14H28N2S2 1000193-53-9 38
4 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 35
5 5-Ethylcyclopent-1l-enecarboxalde... 124 C8H120 036431-60-4 35

Abundance Scan 2779 (18.433 min): BF120909.D (-2773) (-) m/z 124.10 100.00%

124

5000

18.20 18.40 18.60 18.80

0 m/z 43.10 57.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000 LA L L L L LB
288 18.20 18.40 18.60 18.80
o 47 046 m/z 229.10 46.29%
203
Ly
0 L B e 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 31.79%
39 &7 95
O L B o L o e e L Ea
m/z--> 50 100 150 200 250 300 350 400
Abundance #134189: Hexanethioic acid, (2-hexanethioylaminoethyl)-amide L R s
124 18.20 18.40 18.60 18.80
m/z 57.05 27.57%
5000 101 || ¥
44 255 o2gg
79 221
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 : BF120909.D

Acq On 17 Jul 2020 2:48

Operator : JU/CG

Sample - L3308-17

Misc :

ALS Vial : 25 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]
4b,8-Dimethyl-2-i... 12.28 2.1 ng 157833 4 11.33 1515930 20.0
unknownl12 .32 12.32 3.1 ng 233334 4 11.33 1515930 20.0
Retene 13.06 10.7 ng 627722 5 13.97 1173680 20.0
5-Eicosene, (E)- 13.82 10.7 ng 630113 5 13.97 1173680 20.0
Heptadecyl heptaf... 14.45 5.8 ng 338211 5 13.97 1173680 20.0
Nonadecane 15.09 3.8 ng 201086 6 15.42 1065010 20.0
Octadecanal 15.66 3.0 ng 162182 6 15.42 1065010 20.0
Tetracosane 15.89 2.2 ng 114779 6 15.42 1065010 20.0
n-Tetracosanol-1 15.93 4.3 ng 230940 6 15.42 1065010 20.0
Vitamin E 16.14 3.1 ng 166657 6 15.42 1065010 20.0
Oxirane, hexadecyl- 16.67 2.8 ng 149056 6 15.42 1065010 20.0
-.gamma.-Sitosterol 17.43 15.5 ng 827443 6 15.42 1065010 20.0
(1s,6R,95)-5,5,9,... 17.88 2.4 ng 127516 6 15.42 1065010 20.0
unknownl17.98 17.98 10.0 ng 530571 6 15.42 1065010 20.0
D-Homoandrostane,... 18.36 2.6 ng 139160 6 15.42 1065010 20.0
unknownl18.43 18.43 6-2 ng 328677 6 15.42 1065010 20.0
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