LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041118\

Data File : BF104431.D

Aca On : 11 Apr 2018 12:10 Instrument :

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

3?2?:'6 - J2310-01 P004-S003-0001-01

ALS Vial : 8 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 5.016 494 498 506 rvB 104022 133065 4 .36% 0.468%
2 5.422 561 567 570 rBVY 2307157 2489620 81.53% 8.750%
3 6.439 734 740 743 rBVY 2457818 2561118 83.87% 9.001%
4 6.575 758 763 766 rBVY 2758657 2601322 85.19% 9.143%
5 6.804 799 802 806 rVB 988303 810293 26.54% 2.848%
6 6.963 825 829 832 rBVY 2370529 2027730 66.41% 7.127%
7 7.369 893 898 901 rBVY 1683479 1630230 53.39% 5.730%
8 8.086 1016 1020 1024 rBvV 1222011 1103334 36.13% 3.878%
9 9.169 1199 1204 1207 rBvV 3266138 3053519 100.00% 10.732%
10 9.228 1210 1214 1219 rVB3 53768 56886 1.86% 0.200%
11 9.557 1264 1270 1274 rBV 205024 214690 7.03% 0.755%
12 9.757 1300 1304 1305 rBV 56124 49942 1.64% 0.176%
13 9.775 1305 1307 1310 rVB 81011 56866 1.86% 0.200%
14 9.845 1315 1319 1322 rVVvV2 1352578 1161885 38.05% 4.084%
15 9.869 1322 1323 1329 rVB2 45584 44310 1.45% 0.156%
16 9.963 1335 1339 1343 rBV2 76961 85104 2.79% 0.299%
17 10.004 1343 1346 1349 rvv2 41033 38211 1.25% 0.134%
18 10.063 1353 1356 1359 rVB 58928 58081 1.90% 0.204%
19 10.275 1389 1392 1395 rVB 106035 79285 2.60% 0.279%
20 10.363 1404 1407 1412 rBV6 29405 37325 1.22% 0.131%
21 10.492 1426 1429 1434 rVB2 59885 72737 2.38% 0.256%
22 10.633 1445 1453 1457 rBV 1691782 1747667 57.23% 6.142%
23 10.669 1457 1459 1464 rVB4 49058 57704 1.89% 0.203%
24 10.751 1470 1473 1478 rBvV2 187657 254478 8.33% 0.894%
25 11.198 1546 1549 1551 rBV 90172 73225 2.40% 0.257%
26 11.227 1551 1554 1560 rVB 123887 119509 3.91% 0.420%
27 11.280 1560 1563 1566 rBV2 62414 63506 2.08% 0.223%
28 11.333 1568 1572 1575 rVvV 1139421 958612 31.39% 3.369%
29 11.363 1575 1577 1579 rVB 69804 50478 1.65% 0.177%
30 11.557 1606 1610 1611 rBV2 36897 46719 1.53% 0.164%
31 11.580 1611 1614 1617 rVB 50667 55201 1.81% 0.194%
32 11.827 1653 1656 1658 rBV3 47150 48951 1.60% 0.172%
33 11.863 1658 1662 1666 rBV 534650 563223 18.45% 1.979%
34 12.033 1689 1691 1695 rBV 61169 64437 2.11% 0.226%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041118\

Data File : BF104431.D

Aca On 11 Apor 2018 12:10

Operator : JU/SJ

3?22'6 i J2310-01 P004-S003-0001-01
ALS Vial : 8 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 12.316 1737 1739 1741 rBV2 56281 50519 1.65% 0.178%
36 12.651 1794 1796 1798 rBV 99080 85708 2.81% 0.301%

37 12.927 1838 1843 1846 rBV 2314108 2322159 76.05% 8.161%
38 13.821 1993 1995 1999 rVB 392792 359014 11.76% 1.262%
39 13.963 2017 2019 2021 rBV 460606 487549 15.97% 1.714%
40 13.986 2021 2023 2026 rVB 806286 629987 20.63% 2.214%

41 15.462 2271 2274 2283 rVB 602266 829499 27.17% 2.915%
42 17.086 2546 2550 2559 rVB6 266477 622514 20.39% 2.188%
43 17.498 2616 2620 2630 rVB3 306307 596580 19.54% 2.097%

Sum of corrected areas: 28452792
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041118\

Data File : BF104431.D

Aca On 11 Apr 2018 12:10

Operator : JU/SJ

ﬁ?ggle i J2310-01 P004-S003-0001-01
ALS Vial : 8 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: BF104431.D

3000000
6.57

2500000 540 6.44 6.96

2000000
7.37

1500000

1000000 6.80

500000

5.02
O L e e o e T B s L e e o e e L o e e L s e e e e
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: BF104431.D
9|17

3000000

2500000

2000000
10.63

1500000
8.09 9.85 11.33

1000000

500000

O e A Rt i e R e S S A [ e e S A

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: BF104431.D

3000000

2500000

13.99

2000000

1500000

1000000

500000

e

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\BF041118\

Data File : BF104431.D

Aca On 11 Apr 2018 12:10

Operator : JU/SJ

ﬁ?ggle i J2310-01 P004-S003-0001-01
ALS Vial : 8 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 unknown5.02 Concentration Rank 8

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

5.02 3.28 ng 133065 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 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 499 (5.022 min): BF104431.D (-494) (-) m/z 43.00 100.00%
48
59
5000
101 IS SR,
51 83 460 4.80 5.00 5.20 5.40
01 m/z 59.10 61.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S L UL RULE I
460 4.80 5.00 5.20 5.40
m/z 101.00 24 .46%
15 4 101
0 N 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 16.68%
29 101
ol 1° 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8—methy|— LA LN NI N BN
59 460 4.80 5.00 5.20 5.40
m/z 41.10 10.61%
5000
43
0 L 8 8 o 123 141 159
m/z--> 1'0 2'0 3'0 4'0 50 6|0 7'0 8|0 9'0 1(')0 11'0 150 13'0 14'10 1&1,0 1('30 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041118\

Data File : BF104431.D

Aca On 11 Apr 2018 12:10

Operator : JU/SJ

ﬁ?ggle i J2310-01 P004-S003-0001-01
ALS Vial : 8 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 2 unknown6.57 Concentration Rank 1

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

6.57 64.21 ng 2601320 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF104431.D (-758) (-) m/z 132.00 100.00%
5000 68
© s gl| S g T 550 60 6k 6bo 70
B T R m/z 68.10 42 .50%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LR R R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 31.92%
38 44
0”'Wh”wﬁl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“”I”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26.63%
33 44 g7 105
51 60 70 78 g 115
o e e e e e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine e e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.46%
5000 104
0'"'I"'l“""it"'l'Hw'l'"MM""I%%"I""' '}}7I""I""I" AR R SRR
m/z--> 30 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\BF041118\

Data File : BF104431.D

Aca On 11 Apr 2018 12:10

Operator : JU/SJ

ﬁ?ggle i J2310-01 P004-S003-0001-01
ALS Vial : 8 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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.75 5.31 ng 254478 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1473 (10.751 min): BF104431.D (-1470) (-) m/z 57.05 100.00%
57
3 | 71
5000
99 UL SUNLIN BN SN
113 157 169183 10.40 10.60 10.80 11.00
o il 198 m/z 71.05 71.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57
43
71
5000 85 DR AU SR
mmmmmmnm
29 m/z 43.10 66.76%
oﬁd ‘MM?mwmmm m
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250 250
Abundance
57
43 NN UL SN
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.05 52.00%
29 99
. 113127141155169183197211225239254
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 220 250
Abundance #140552: Dodecane, 1-iodo- T
57 10.40 10.60 10.80 11.00
71 m/z 41.05 32.36%
5000 43 85
29 99
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 15';0 200 250 24'10 ' 10 40 10. 60 10 80 11. oo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041118\
Data File : BF104431.D

Aca On : 11 Apr 2018 12:10

Operator : JU/SJ

Sample : J2310-01

Misc :

ALS Vial : 8 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 5 Tridecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.23 2.49 ng 119509 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
4 Tetradecane 198 C14H30 000629-59-4 78
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 64

Abundance Scan 1554 (11.227 min): BF104431.D (-1551) (-) m/z 57.05 100.00%
57
5000
4 AshdinAhunu e
183 11.00 11.20 11.40 11.60
0,,\ - 120 1087, 198 m/z 71.05 86.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57
5000 LR UL SRS UL I
85 nmnmnmnm
4 m/z 85.10 49.60%
ol 20, ‘L [ “ 113 141156 184
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 200 250 250 2éo 2éo 300
Abundance
57
"' 11.00 1120 11.40 11.60
5000 85 m/z 43.10 44 .16%
41
0 U3 141156 183 211 239 267 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane R o o o AEME
57 11.00 11.20 11.40 11.60
m/z 41.05 23.95%
5000 4 8
113
ol 26 | | A W = 197
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 200 250 250 2éo 2éo 300 11.00 1120 1140 1160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041118\

Data File : BF104431.D

Aca On 11 Apr 2018 12:10

Operator : JU/SJ

ﬁ?ggle i J2310-01 P004-S003-0001-01
ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 11.75 ng 563223 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 38
Abundance Scan 1662 (11.863 min): BF104431.D (-1658) (-) m/z 73.00 100.00%
43 60
5000 129
97 213 L B AU B I UL
115 143157171185 19 227 256 11%0 1f80 1250 1250
(o} m/z 43.10 81.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LI L B SULRLLN UL
nmnmnmnm
m/z 60.00 80.70%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11feo 11!80 12)00 12)20
5000 29 m/z 57.10 65.23%
129
87 115 171 214
o 101 143157 | 1854
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e  RRRaE Bam s
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 61.30%
5000 129
29
199
L4u 143157171185 242
015 R REEmEmEm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041118\

Data File : BF104431.D

Aca On 11 Apr 2018 12:10

Operator : JU/SJ

ﬁ?ggle i J2310-01 P004-S003-0001-01
ALS Vial : 8 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 7 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.82 11.40 ng 359014 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 l1-Hexadecanol 242 C16H340 036653-82-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Cyclopentadecane 210 C15H30 000295-48-7 87

Abundance Scan 1995 (13.821 min): BF104431.D (-1993) (-) m/z 83.10 100.00%

565 83
5000 11

13.60 13.80 14.00 14.20

| 140 168 195213 240 265283 308326 358

Ob—— L E L e e B o e P m/z 55.05 95.35%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 111 LA B L L L L L L LB
13. 60 13 80 14. OO 14. 20
m/z 97.10 92.22%
29 139
ol Ll T 167 195 222 250 280 308 336
— e e
m/z--> 50 100 150 200 250 300 350
Abundance
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 13.60 13.80 14.00 14.20
5000 m/z 69.10 91.01%
121
139
. 181 224 250 297
— e A
m/z--> 50 100 150 200 250 300 350
Abundance #95987: 1-Hexadecanol RS EmmEs o L
83 13.60 13.80 14.00 14.20
m/z 43.10 88.37%
5000 111
o ’ ‘\ | |20 208 198 o0
m/z--> 50 100 150 200 250 300 350 13. 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041118\

Data File : BF104431.D

Aca On 11 Apr 2018 12:10

Operator : JU/SJ

ﬁ?ggle i J2310-01 P004-S003-0001-01
ALS Vial : 8 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 8 Stigmasterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.09 15.01 ng 622514 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol 412 C29H480 000083-48-7 99
2 Cholesta-22.24-dien-5-0l. 4.4-di... 412 C29H480 1000128-66-1 62
3 Chondrillasterol 412 C29H480 000481-17-4 52
4 Stiagmastan-6.22-dien. 3.5-dedihv... 394 C29H46 107304-12-1 49
5 Ergost-5,8(14)-dien-3-ol 398 C28H460 177962-83-3 47
Abundance Scan 2551 (17.092 min): BF104431.D (-2546) (-) m/z 83.10 100.00%

5000
412

16.80 17.00 17.20 17.40

0 m/z 55.10 92.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216702: Stigmasterol
55
83
5000 105 133 159 LI B

16.80 17.00 17.20 17.40
m/z 69.10 91.36%

29 ‘
O
m/z--> 50
Abundance
55
s M
16.80 17.00 17.20 17.40
5000 83 m/z 81.10 85.51%
121 255
159 300 412
o 187 2135, 320521 379
T T T e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #216706: Chondrillasterol I AEEREE TS
55 16.80 17.00 17.20 17.40
81 271 m/z 97.10 65 .55%
5000 107
147 24 412
TR YA Bl
oLt L] | I RN .
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041118\
Data File : BF104431.D

Aca On : 11 Apr 2018 12:10

Operator : JU/SJ

Sample : J2310-01

Misc :

ALS Vial : 8 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 9 _beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.50 14.38 ng 596580 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 93
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 25
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 11
5 Benzofuran-2-carboxylic acid, (2... 303 C16H11F2NO3 1000311-07-8 10
Abundance Scan 2620 (17.498 min): BF104431.D (-2616) (-) m/z 43.10 100.00%
i AﬂL“NNMM/memewvm
5000
17.20 17.40 17.60 17.80
oLyl m/z 57.10 69.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 L LS B B SUL
107 414 ﬂ%ﬂ%ﬂmﬂ%
‘ ‘ am:ng m/z 105.00 66.37%
255
ob—— m HH H‘\\ ‘M\\mm “H\ \Hflm ly n ‘ 2?’ 2?5 354 381 ‘\ ‘L.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
17.20 17.40 17.60 17.80
5000 81 107 m/z 55.10 63.34%
145 414
13 213 303 59 a1
o 103 | 234 | 275 354
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- LIS I B L B
43 17.20 17.40 17.60 17.80
m/z 107 .05 62.19%
5000 268
81 107
145 329 414
ol M “m‘hﬁhux h}Z3193213 247 275 T T e
m/z--> m m Jm 2m 2m 300 350 400 ﬂ%ﬂ%ﬂmﬂ%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF041118\

Data File : BF104431.D

Acq On : 11 Apr 2018 12:10

Operator : JU/SJ

3?22'6 i J2310-01 P004-S003-0001-01
ALS Vial : 8 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]
unknown5.02 5.02 3.3 ng 133065 1 6.80 810293 20.0
unknown6 .57 6.57 64.2 ng 2601320 1 6.80 810293 20.0
Tetradecane 10.75 5.3 ng 254478 4 11.33 958612 20.0
Tridecane 11.23 2.5 ng 119509 4 11.33 958612 20.0
n-Hexadecanoic acid 11.86 11.8 ng 563223 4 11.33 958612 20.0
n-Tetracosanol-1 13.82 11.4 ng 359014 5 13.99 629987 20.0
Stigmasterol 17.09 15.0 ng 622514 6 15.46 829499 20.0
-beta.-Sitosterol 17.50 14.4 ng 596580 6 15.46 829499 20.0
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