LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF101518_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 height area % max. total
1 2.134 3 8 14 rVB 1074848 1728800 29.83% 3.408%
2 2.340 36 43 49 rVB 2554584 3417561 58.97% 6.737%
3 5.204 526 530 538 rvB 129440 140097 2.42% 0.276%
4 5.587 591 595 598 rBV 2519695 2218818 38.28% 4.374%
5 6.581 759 764 769 rBV2 1680438 1630006 28.12% 3.213%
6 6.734 785 790 794 rBV 4018985 4120458 71.10% 8.122%
7 6.969 826 830 833 rBvY 1760033 1491826 25.74% 2.941%
8 7.128 852 857 860 rBvV 4129084 3956315 68.26% 7.799%
9 7.534 919 926 929 rBV 3101326 3286730 56.71% 6.479%
10 7.698 950 954 957 rBV2 80265 84903 1.46% 0.167%
11 8.051 1006 1014 1019 rBvV2 48796 64704 1.12% 0.128%

12 8.251 1043 1048 1051 rBV 2313155 1946297 33.58% 3.837%
13 9.328 1225 1231 1234 rBV 6041227 5795677 100.00% 11.425%
14 9.716 1292 1297 1300 rBV 507617 398427 6.87% 0.785%
15 10.010 1342 1347 1351 rBV2 2402244 2178844 37.59% 4._.295%

16 10.545 1431 1438 1442 rBV2 93649 94140 1.62% 0.186%
17 10.804 1476 1482 1485 rBV 3405851 3410944 58.85% 6.724%
18 11.504 1596 1601 1604 rBV 2385994 2105238 36.32% 4 _.150%
19 12.010 1683 1687 1691 rBV 351696 324815 5.60% 0.640%
20 12.051 1691 1694 1697 rVB 53171 63625 1.10% 0.125%

21 12.798 1817 1821 1829 rBV2 84139 106151 1.83% 0.209%
22 13.086 1865 1870 1874 rBV 4818344 4928826 85.04% 9.716%
23 13.963 2016 2019 2024 rBV 560269 525935 9.07% 1.037%
24 14.145 2046 2050 2053 rBV 1893545 1616380 27.89% 3.186%
25 14.286 2071 2074 2080 rVB 137972 123173 2.13% 0.243%

26 14.592 2122 2126 2135 rBV 263958 259058 4_47% 0.511%
27 14.915 2175 2181 2190 rBV 355181 400421 6.91% 0.789%
28 14.998 2190 2195 2200 rVB 492441 521550 9.00% 1.028%
29 15.268 2236 2241 2252 rBV 446328 526860 9.09% 1.039%
30 15.668 2303 2309 2318 rBV2 1253307 1740999 30.04% 3.432%

31 16.133 2382 2388 2394 rBV 332218 512105 8.84% 1.009%
32 16.668 2473 2479 2487 rBV 184265 323384 5.58% 0.637%
33 17.304 2581 2587 2595 rBV2 66209 145470 2.51% 0.287%
34 17.398 2595 2603 2614 rBV2 209065 467810 8.07% 0.922%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 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-BF101518_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.056 2709 2715 2722 rVB6 32410 73206 1.26% 0.144%

Sum of corrected areas: 50729553
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110005.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Cyclohexane Concentration Rank 4

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

2.13 23.18 ng 1728800 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78
3 1-Hexene 84 C6H12 000592-41-6 59
4 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 56
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 53

Abundance Scan 7 (2.128 min): BF110005.D (-3) (-) m/z 56.10 100.00%
56
84
41
5000 //\
69 U R U UL U
Al s o | - 220 2.30 2.40 2.50
0““mwmwmwmwmwmwmwmwmewmw“hmew“wmwmw“H“W“M m/z 84.10 66.18%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1458: Cyclohexane
56
84
5000 4 U R U UL UL
2.20 2.30 2.40 2.50
69 m/z 41.10 57.38%

15 \\ 37“ 51“ 65 ‘ 7
Ol e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 56

2.20 2.30 2.40 2.50

5000 27 6 m/z 55.10 37.14%
84
15
o 31 51 ' 6165 77
mz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1453: 1-Hexene ... s L A
a4 56 220 2.30 2.40 2.50
27 m/z 69.10 25.18%
5000
84
69
2 15 51
‘ Al 3337|l|la5 21| 6165 | 7377
O T T T T e P e e e e e e e T —
mz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.34 45.82 ng 3417560 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 43 (2.340 min): BF110005.D (-36) (-) m/z 73.05 100.00%
7B
5000 43
55 87
A
220 240  2.60
o.,....,..??',':.'.‘.‘?..‘..??.‘??,'..-..,....,....,....,....,....,.... m/z 43.05 41.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 A L N
43 220 240  2.60
55 87 m/z 55.05 29.50%
L Ps alw
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73 j\
87 AL I R
220 240  2.60
5000 a1 55 m/z 87.10 26.58%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- A
73 220 240  2.60

m/z 41.05 13.52%
5000 43

29 87

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60

58

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown6.73 Concentration Rank 1

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

6.73 55.24 ng 4120460 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 789 (6.728 min): BF110005.D (-785) (-) m/z 132.00 100.00%
5000 68
‘ 75 6 640 6.60 6.80 7.00
104 - - - -
0 ..,....,....,...:,“.'.‘.‘?,:!..61'.-.| BIOSREN :7 A W . [ N m/z 68.10 43.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR SRS SRR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.11%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 28.26%
104
oL 14 27 37 4451 58 % 77 g9 97 | us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T ./,\ )
132 6.40 6.60 6.80 7.00
m/z 69.10 17.29%
117
5000
39 91
51
M AN P 730 A BN N PR 0 | IS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Tridecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.09 ng 324815 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1687 (12.010 min): BF110005.D (-1683) (-) m/z 73.00 100.00%
60 73
5000
129
o7 115 213 VAR AR AR B
143157171185199 | 2907 256 11.60 11.80 12.00 12.20 12.40
0 m/z 43.00 96.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
5000 129 R e e e
29 nmumnmnmnm

m/z 60.00 87.920
143157 214 1

0
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 12.40
5000 129 m/z 57.05 80.47%
9 115 1571711g5 213 256
143 199 | 227941
Ol it Wl L e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R L B R s mEe e
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 72.56%
5000 129
29
199
143 157171185 242
oL 15 mwwmmmnj
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 6.51 ng 525935 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 2019 (13.963 min): BF110005.D (-2016) (-) m/z 57.05 100.00%
87 g3
5000 111
139 13.60 13.80 14.00 14.20
oLk, ‘|‘, J-.‘l.h. 816 80 m/z 55.05 89.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111
13.60 13.80 14.00 14.20
m/z 43.05 88.32%
29 139
oL I\‘I‘ \I‘II\I‘I I‘ "H‘l ‘l‘\ I\‘\I \‘} |“]|-6|7|]|-9|6| ||23|8| 2|6|6|2|9?| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69 PN U AU S
97 13.60 13.80 14.00 14.20
5000 m/z 83.05 83.49%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate R e
57 13.60 13.80 14.00 14.20
m/z 97.05 73.55%
83
5000
111
29
JL LA ‘ |, 1190 1% 210238 283 434
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF101518.M Mon Oct 22 16:33:58 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M

Quant Title

TIC Library
TIC Integratio

- C:\DATABASE\NIST11.L
n Parameters: LSCINT.P

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.59 3.21 ng 259058 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 2126 (14.592 min): BF110005.D (-2122) (-) m/z 57.10 100.00%
57
5000 85 h
113 mmmmmmmmmm
141 324
- | s 1] L 109 197215 | 28430298% m/z 43.05 61.96%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR BRI BRI DR BN
mmmmmmmmmm
m/z 71.05 60.86%
29 113
0 \‘ Al h “\ ‘h h‘ u‘ l 1?1 | 169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance
57
85 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.05 48 .43%
113
. 29 141 169 197 225 953 282
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57 14.20 14.40 14.60 14.80 15.00
m/z 55.05 22.19%
5000 85
29 113
oL T j b, lfl 169 197 225 253 295 323 367
m/z--> % @ m ﬁ 250 ﬁ m mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .92 4.60 ng 400421 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2182 (14.921 min): BF110005.D (-2175) (-) m/z 57.10 100.00%
57
5000 85

113 141 14.60 14.80 15.00 15.20
183
) — .|', » .‘-.115)0.-1.-1. T 2 e e O . — m/z 71.10 65.50%

m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.60 14.80 15.00 15.20
m/z 43.05 55.98%
29 13 14
0 \‘ Al h “\ L h‘ u‘ l 4 169 197 225 253 296
— et e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R BARREEE R R
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 48.31%
29
. U3 141 160 107 225 253 205 323 367
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 14.60 14.80 15.00 15.20
m/z 55.05 21.23%
5000 85
29 113
0 | I | 770,141 169 197 225 253 281 309 338
— ettt R e e e R RRAS
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.00 5.99 ng 521550 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 80
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 47
Abundance Scan 2195 (14.998 min): BF110005.D (-2190) (-) m/z 69.10 100.00%
6o
5000
41 o
137 14.60 14.80 15.00 15.20 15.40
ol i 319 1 161 189200231 273200 341367 | 175 81.05  52.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LU U UL B
14,60 14.80 15.00 15.20 15.40
41 o 137 m/z 41.05 25.00%
0 \ L paag ) 163 101 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14:60 14.80 15.00 15.20 15.40
s000] 4 m/z 95.10 14 .15%
9 137
ol b gl A7y J61 191217 273 299 S 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- T T T
69 14.60 14.80 15.00 15.20 15.40
a1 m/z 68.05 12.23%
5000
95 123
LB
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.27 6.05 ng 526860 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane 310 C22H46 000629-97-0 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2241 (15.268 min): BF110005.D (-2236) (-) m/z 57.10 100.00%
g7
5000 85
3 | 1113 141 169 107 239 267 355 15.00 15.20 15.40 15.60
ol b LA 4 7 169 107 239 267 3k m/z 71.10 63.46%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
15.00 15.20 15.40 15.60
m/z 43.05 59.48%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ il 1?1 | 169 197 225 253 296
m/z--> §o 160 1éo 260 2%0 360 3%0
Abundance
57
15,00 15.20 1540 15.60
5000 85 m/z 85.10 48.07%
113
o 39 141 183 211 239 067 310
m/z--> §o 160 150 200 250 300 3%0
Abundance #185533: Pentacosane
57 15.00 15.20 15.40 15.60
m/z 55.05 21 .54%
5000 85
113
oL 2 LT M 169189211 230 267 205 323 352
m/z--> §o 160 150 200 250 300 350 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.13 5.88 ng 512105 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2387 (16.127 min): BF110005.D (-2382) (-) m/z 57.05 100.00%

57
5000

15.80 16.00 16.20 16.40

J J [13341 160 211 253 282

Oty ...,....,....,....,.”.,....,....,...., m/z 71.05 64.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
15.80 16.00 16.20 16.40
m/z 43.05 58.54%
29‘ ‘ 13 14
o “‘w h‘h H X ‘169 197 225 253 295 323 367
i L e e e o e B S o |
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
L e RS
85 15.80 16.00 16.20 16.40
5000 m/z 85.10 47 .99%
29 113
o 141 169 197 225 253 296
B L e o o e e o A AL N o o o o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
517 15.80 16.00 16.20 16.40
m/z 55.00 25.41%
5000
85
29 113 141 169
oL_2 |7y, 1,169 197 225 253 280 309 351 379 407 436
L w2 L e R ! T T
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16 20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.67 3.71 ng 323384 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2479 (16.668 min): BF110005.D (-2473) (-) m/z 57.05 100.00%
57
5000 f\~\~,A,A~«_H/\N_u,,___“,‘,\
AR SUNILR SRR B
141 16.40 16.60 16.80 17.00
I Jl, iy M8 225240 281 m/z 71.10 65.37%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LR B BRI LRI B
mmmmmmﬂm
m/z 43.10 54 _.99Y%
29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance
57
16.40 16.60 16.80 17.00
5000 g5 m/z 85.05 49 .49%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane A RN EanE s e e
57 16.40 16.60 16.80 17.00
m/z 55.00 21.38%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> % 1m ﬁo @ 250 ﬁo ﬁ)4& 1mmmmmmmo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Stigmasterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.40 5.37 ng 467810 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stigmasterol 412 C29H480 000083-48-7 99
2 Stigmastan-6,22-dien, 3,5-dedihy... 394 C29H46 107304-12-1 52
3 Chondrillasterol 412 C29H480 000481-17-4 50
4 Cholesta-22,24-dien-5-o0l, 4,4-di... 412 C29H480 1000128-66-1 49
5 Cholesta-6,22,24-triene, 4,4-dim... 394 C29H46 1000128-66-9 16
Abundance Scan 2603 (17.398 min): BF110005.D (-2595) (-) m/z 55.00 100.00%

5000

:

17.00 17.20 17.40 17.60 17.80
m/z 83.10 64.14%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #216702: Stigmasterol

83

:

5000 105 133 LA e
159 17.00 17.20 17.40 17.60 17.80

m/z 69.10 60.20%

29 ‘
oL L4
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
o
17.00 17.20 17.40 17.60 17.80
5000 83 m/z 81.05 52.03%
105 145 255 394
o 173 213 205 351
el b e
m/z--> 50 100 150 200 250 300 350 400
Abundance #216706: Chondrillasterol B R e b S
55 17.00 17.20 17.40 17.60 17.80
81 271 m/z 97.05 42 .66%
5000 107
147 24 412
Wiz il
oL LA P I IR ielsctie it
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110005.D

Acq On : 19 Oct 2018 16:28

Operator : JU/SJ

Sample - J5590-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
Quant Title : 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]
Cyclohexane 2.13 23.2 ng 1728800 1 6.97 1491830 20.0
Butane, 2-methoxy... 2.34 45.8 ng 3417560 1 6.97 1491830 20.0
unknown6.73 6.73 55.2 ng 4120460 1 6.97 1491830 20.0
Tridecanoic acid 12.01 3.1 ng 324815 4 11.50 2105240 20.0
1-Heneicosanol 13.96 6.5 ng 525935 5 14.14 1616380 20.0
Eicosane 14.59 3.2 ng 259058 5 14.14 1616380 20.0
Heneicosane 14.92 4.6 ng 400421 6 15.67 1741000 20.0
Supraene 15.00 6.0 ng 521550 6 15.67 1741000 20.0
Docosane 15.27 6.0 ng 526860 6 15.67 1741000 20.0
Hexacosane 16.13 5.9 ng 512105 6 15.67 1741000 20.0
Octacosane 16.67 3.7 ng 323384 6 15.67 1741000 20.0
Stigmasterol 17 .40 5.4 ng 467810 6 15.67 1741000 20.0
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