LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104752.D

Aca On : 24 Apr 2018 13:26 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2493-01 RS-RO-RT-27438

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.016 493 498 506 rvB 73422 95758 3.27% 0.375%
2 5.434 564 569 579 rBVY 1980325 1944948 66.46% 7.627%
3 6.451 737 742 760 rBVY 1939143 2034024 69.51% 7.976%
4 6.581 760 764 767 rBVY 2400048 2027904 69.30% 7.952%
5 6.804 799 802 806 rBV 746258 622592 21.28% 2.441%
6 6.963 825 829 832 rBVY 1668052 1362946 46.58% 5.345%
7 7.375 894 899 902 rBVY 1305581 1229310 42.01% 4.821%
8 8.092 1017 1021 1024 rBV 964470 825578 28.21% 3.237%
9 8.516 1088 1093 1097 rVB7 13493 29341 1.00% 0.115%
10 9.163 1199 1203 1207 rBvV 1769815 1612067 55.09% 6.321%
11 9.239 1213 1216 1219 rVB 48614 43660 1.49% 0.171%
12 9.392 1238 1242 1243 rBV3 23262 29817 1.02% 0.117%
13 9.557 1266 1270 1273 rBV 228988 251478 8.59% 0.986%
14 9.710 1293 1296 1298 rBV3 37313 37368 1.28% 0.147%
15 9.751 1300 1303 1304 rvv2 51068 40906 1.40% 0.160%
16 9.769 1304 1306 1308 rVB 65814 45494 1.55% 0.178%
17 9.851 1316 1320 1323 rVB 956025 901703 30.81% 3.536%
18 10.092 1359 1361 1365 rBVvV4 53181 73246 2.50% 0.287%

19 10.257 1385 1389 1394 rBV 694946 917541 31.35% 3.598%
20 10.492 1426 1429 1434 rVB 116592 125905 4 _30% 0.494%

21 10.645 1451 1455 1458 rBV 1448515 1346235 46.00% 5.279%
22 10.757 1470 1474 1477 rBV 310074 363165 12.41% 1.424%
23 11.222 1550 1553 1560 rVB 342159 365409 12.49% 1.433%
24 11.339 1570 1573 1579 rBV 1086679 1054102 36.02% 4_.133%
25 11.575 1610 1613 1617 rBV 163901 165810 5.67% 0.650%

26 12.557 1777 1780 1784 rVB 140521 141644 4.84% 0.555%
27 12.786 1816 1819 1823 rBV 138692 134714 4.60% 0.528%
28 12.927 1838 1843 1847 rVB 2478591 2926332 100.00% 11.475%
29 13.398 1920 1923 1926 rVB 237382 205361 7.02% 0.805%
30 13.457 1930 1933 1935 rBV 155680 127052 4._.34% 0.498%

31 13.816 1991 1994 1997 rVB 191801 182566 6.24% 0.716%
32 13.951 2014 2017 2020 rBV 272127 322011 11.00% 1.263%
33 13.992 2020 2024 2026 rVV2 1162547 1293073 44.19% 5.071%
34 14.016 2026 2028 2033 rVB 303062 252983 8.65% 0.992%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104752.D

Aca On : 24 Apr 2018 13:26

Operator : JU/SJ

3?22'6 i J2493-01 RS-RO-RT-27438
ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.545 2115 2118 2121 rBV2 61016 71314 2.44% 0.280%

36 14.580 2121 2124 2128 rBV 142623 143571 4.91% 0.563%
37 14.886 2172 2176 2191 rVB10 110682 338245 11.56% 1.326%
38 15.033 2197 2201 2203 rBV 167035 195769 6.69% 0.768%
39 15.063 2203 2206 2208 rVV 123102 128949 4.41% 0.506%
40 15.092 2208 2211 2221 rVB2 105540 214431 7.33% 0.841%

41 15.398 2260 2263 2269 rVB 102206 119729 4._.09% 0.469%
42 15.463 2269 2274 2282 rBVY 696141 879751 30.06% 3.450%
43 16.151 2385 2391 2398 rBV5 126173 277862 9.50% 1.090%

Sum of corrected areas: 25501664
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104752.D

Aca On - 24 Apr 2018 13:26

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: BF104752.D

2500000 6.58

2000000 5.43 6.45

6.96

1500000
7.37

1000000
6.80

500000

5.02

Sy NS | G S s | S | S —

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF104752.D

2500000

2000000
9.16 10.65

11.34

1500000

1000000

12.5612.79

500000

O T T T T T T T

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104752.D

2500000

2000000

1500000 13.99

1000000

500000

e N

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104752.D

Aca On - 24 Apr 2018 13:26

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.02 3.08 ng 95758 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Dimethvloxirane-2-carboxvlic... 130 C6H1003 1000306-64-4 23
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 17
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF104752.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101 P T ST
49 | 83 460 4.80 5.00 5.20 5.40
A 1 U 4| N SN m/z 59.00 62.23%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S LS SR
59 460 4.80 5.00 5.20 5.40
m/z 101.00 26 .85%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 59
460 480 500 520 5.40
5000 m/z 58.00 17.30%
29 53 71 83 99
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59 460 4.80 5.00 5.20 5.40
m/z 41.10 10.42%
5000 43
31
]75 m‘ [ N 69 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104752.D

Aca On : 24 Apr 2018 13:26

Operator : JU/SJ

Sample : J2493-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 2 unknown6.58 Concentration Rank 1

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

6.58 65.14 ng 2027900 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 764 (6.581 min): BF104752.D (-760) (-) m/z 132.00 100.00%
5000 68
% B R N N AR
40 ,- 54 61 || 75 g7 104 e 6.20 6.40 6.60 6.80 7.00
o} SN 1Mo M2 01NN O LSS MO/~ N | . m/z 68.05 39.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 B e o o B )
M 97 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.65%
e B SO T B s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R e )
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 24.85%
104
51 66 77
14 27 37 44 9. 58 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14144: 5-Fluoro-2-chloropyrimidine e e e R ma
132 6.20 6.40 6.60 6.80 7.00

m/z 69.05 15.79%

5000
33 44 o g7 105
78
RAEa B R ARASRa s B E e o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104752.D

Aca On - 24 Apr 2018 13:26

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.49 2.79 ng 125905 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 59
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 58
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 53
4 Undecane 156 C11H24 001120-21-4 50
5 Tritetracontane 605 C43H88 007098-21-7 50

Abundance Scan 1429 (10.492 min): BF104752.D (-1426) (-) m/z 57.10 100.00%

5000

23

10.20 10.40 10.60 10.80
m/z 71.10 52.57%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57
5000 LA L L L L LB LB
10. 20 10 40 10. 60 10 80
m/z 43.10 33.87%
26| WJ\\MJ “§9 211 253 309 351 407 446477 533 575 618
T T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
112
R N REEE SRS RS
10.20 10.40 10.60 10.80
5000 m/z 85.10 26.80%

145 191 245 312342

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl- R R B

57 10.20 10.40 10.60 10.80

m/z 41.10 22 .54%
5000
113
169

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10. 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104752.D

Aca On : 24 Apr 2018 13:26

Operator : JU/SJ

Sample : J2493-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 Octadecane, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.76 6.89 ng 363165 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2.6-dimethvl- 282 C20H42 075163-97-2 80
2 Hexadecane 226 C16H34 000544-76-3 80
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 74
4 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 72
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 70
Abundance Scan 1475 (10.763 min): BF104752.D (-1470) (-) m/z 57.10 100.00%
g7
5000
85
s 163 10.40 10,60 10.80 11.00
3 133 . . . .
e b L L L R85 ) g0 244261079 332 | gt G g7 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129505: Octadecane, 2,6-dimethyl-
57
5000 3 DAV AR AR
10,40 10,60 10.80 11.00
85 113 m/z 43.10 46.20%
L LT 141 168 %0 239 267
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10.40 10,60 10.80 11.00
5000 85 m/z 85.10 33.15%
29 13 . 160 197 226
TWWTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester B R
57 10.40 10.60 10.80 11.00
m/z 41.10 23 .59%
5000
85 113
29 ‘ | \ \‘ 15\5
W 'ésd"'s'd"io&i 120 140 160 180 200 220 240 260 280 300 320 | | 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104752.D

Aca On - 24 Apr 2018 13:26

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.22 6.93 ng 365409 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1553 (11.222 min): BF104752.D (-1550) (-) m/z 57.10 100.00%
g7
5000

11.00 11.20 11.40 11.60

141157 183198 224 248264

Ot m/z 71.10 86.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane
57
5000 85 L L B L
11.00 11.20 11.40 11.60
4 m/z 85.05 50.22%
113
B ML 10 T 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
N S N EREEE
11.00 11.20 11.40 11.60
5000 M 85 m/z 43.10 47 .76%
15 13 141 169 197 205 253068 296
mmwmmq‘wwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane BEEmEEEs
57 11.00 11.20 11.40 11.60
m/z 41.05 25.66%
5000 85
4
2% ‘ L M8 141 160 197 g5 254
e e b e e e e e e e e N S N EREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104752.D

Aca On - 24 Apr 2018 13:26

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

= 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 3-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.82 2.82 ng 182566 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 1995 (13.821 min): BF104752.D (-1991) (-) m/z 83.05 100.00%
57 83
5000 ’““ﬁ\*wf“vv“vAum}\ﬂwﬂvxp¢wx
140163 234 26 1360 13.80 14.00 14.20
ﬁﬁ-uL.JJM 186 213 m/z 57.05  96.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 LR SRR BRI SULBULE I
29 11 13.60 13.80 14.00 14.20
m/z 55.00 86 .49%
\‘ Ll “ ‘M‘ ‘ \\1?9 167 196 224 252 280
m/z--> 50 200 250 300 350 400
Abundance
55 83
1360 13.80 14.00 14.20
5000 111 m/z 97.05 85.45%
29
Y 167 196 238 266 294 W\AJL/\N
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester L L
57 13.60 13.80 14.00 14.20
83 m/z 43.10 73.54%
- T MJU\M
29 169
LA ‘klhl?g. |, 20 285 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF040618.
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF042418\

BF104752.D

24 Apr 2018 13:26

Jus/sJ

J2493-01 RS-RO-RT-27438
3 Sample Multiplier: 1

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

= 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 26-Nor-5-cholesten-3.beta.-... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.89 7.69 ng 338245 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 26-Nor-5-cholesten-3.beta.-o0l-25...
2 Cholesterol

3 Methvl cholate

4 Cholestane. 4.5-epoxv-. (4.alpha...
5 Cholest-5-en-3-0l (3.beta.)-, pr...

386 C26H4202
386 C27H460
422 C25H4205
386 C27H460
442 C30H5002

007494-34-0 95
000057-88-5 93
001448-36-8 40
006079-19-2 38
000633-31-8 22

Abundance Scan 2177 (14.892 min): BF104752.D (-2172) (-) m/z 57.05 100.00%
g7
105
83
5000 145 213
14.60 14.80 15.00 15.20
m/z 43.10 61.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43
5000 LA L L L L LB
14.60 14.80 15.00 15.20
81 105 0
‘ ‘ ‘ 145 17 213 075 o1 s 386 m/z 105.10 56.57%
L ‘\,H,H‘I M?ﬁw,mi |lags | 233> SUs26 %93 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
105 III|IIIIIIIIIIII|IIII
81 145 386 14.60 14.80 15.00 15.20
5000 275 451 m/z 95.05 56.11%
173 255
12 193 | 233 326
i A A A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219728: Methyl cholate T
55 14.60 14.80 15.00 15.20
m/z 107.10 56.02%
5000 81
107 271
145 386
\\\Mh 171 199 226547 | 205314 357
1 il
i s o A A
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF040618.M Wed Apr 25 15:22:23 2018

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104752.D

Aca On - 24 Apr 2018 13:26

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 _gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.15 6.32 ng 277862 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .oamma.-Sitosterol 414 C29H500 000083-47-6 91
2 _beta.-Sitosterol 414 C29H500 000083-46-5 86
3 Stiamastan-3-en-6-ol 414 C29H500 1000214-19-7 10
4 5.alpha.-Stiamast-9(11)-en-3.bet... 414 C29H500 077794-81-1 10
5 2,20-Cyclo-8,9-secoaspidospermid... 396 C24H32N203 056145-37-0 10
Abundance Scan 2391 (16.151 min): BF104752.D (-2385) (-) m/z 43.10 100.00%
43
95 145
5000 69 213
303 329
31 414 N
15.80 16.00 16.20 16.40
_— m/z 95.10 64.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 R DR UL UL LS
145 414 15,80 16.00 16.20 16.40
‘ o B s MW gy m/z 145.05  64.55%
: \‘I ‘:‘lhu"i M\HI ‘?“l“u%K?| \L 354 M
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
15:80 16.00 16,20 16.40
5000 m/z 107 .05 61.23%
81 107 414
s 213 255 . 303 329
173 2337275 354 381
mz-> 50 100 150 200 250 300 350 400
Abundance #217436: Stigmastan-3-en-6-ol R B .
43 15.80 16.00 16.20 16.40
m/z 105.00 53.63%
5000
‘ 69 95 123 350 399
Ayl J\n ol JO 101.213233255275 301 331, | ,LL L I
m/z--> 50 100 150 200 250 300 350 400 15.80 16,00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042418\

Data File : BF104752.D

Acg On : 24 Apr 2018 13:26

Operator : JU/SJ

3?22'6 i J2493-01 RS-RO-RT-27438
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 3.1 ng 95758 1 6.80 622592 20.0
unknown6 .58 6.58 65.1 ng 2027900 1 6.80 622592 20.0
Tetratetracontane 10.49 2.8 ng 125905 3 9.85 901703 20.0
Octadecane, 2,6-d... 10.76 6.9 ng 363165 4 11.34 1054100 20.0
Heptadecane 11.22 6.9 ng 365409 4 11.34 1054100 20.0
3-Eicosene, (E)- 13.82 2.8 ng 182566 5 13.99 1293070 20.0
26-Nor-5-choleste... 14.89 7.7 ng 338245 6 15.46 879751 20.0
-gamma.-Sitosterol 16.15 6.3 ng 277862 6 15.46 879751 20.0
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