LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58 Instrument :

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

3?22Ie - Jarea-ia EP1-SUT-8USTS-W

ALS Vial : 39 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-BF090518 .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 4.937 437 442 452 rBV 156572 213002 3.94% 0.430%
2 5.348 507 512 515 rBVY 4822505 4928612 91.10% 9.947%
3 6.372 680 686 689 rBY 4993469 5175447 95.67% 10.445%
4 6.507 704 709 712 rBVY 5332672 5103015 94.33% 10.299%
5 6.737 743 748 751 rBVY 2161162 1708540 31.58% 3.448%
6 6.766 751 753 756 rVB 201099 168716 3.12% 0.340%
7 6.807 756 760 763 rBV2 67799 71362 1.32% 0.144%
8 6.895 768 775 778 rBVY 4693845 4076733 75.36% 8.228%
9 7.031 792 798 801 rBV2 104805 122288 2.26% 0.247%
10 7.095 806 809 812 rBV 75073 79032 1.46% 0.159%
11 7.295 834 843 846 rBVY 3575347 3269089 60.43% 6.598%
12 7.389 855 859 864 rVB5 52036 68141 1.26% 0.138%
13 7.466 864 872 876 rVB2 72330 121050 2.24% 0.244%
14 7.537 881 884 886 rBV2 90838 89370 1.65% 0.180%
15 7.678 904 908 910 rVvB2 55840 69729 1.29% 0.141%
16 7.719 910 915 918 rBV3 55077 91037 1.68% 0.184%
17 7.784 923 926 929 rBV 76080 75091 1.39% 0.152%
18 8.019 961 966 969 rBY 2459298 2093894 38.70% 4.226%
19 8.095 977 979 985 rVB2 90230 93650 1.73% 0.189%
20 9.095 1144 1149 1152 rBV 6234455 5409963 100.00% 10.918%
21 9.219 1167 1170 1178 rVB2 48897 61730 1.14% 0.125%
22 9.483 1211 1215 1218 rBVY 1655204 1307478 24.17% 2.639%
23 9.513 1218 1220 1226 rVB2 86504 80977 1.50% 0.163%

24 9.766 1259 1263 1267 rVB2 2477735 2107494 38.96% 4._.253%
25 10.548 1392 1396 1399 rBV 3076965 2596541 48.00% 5.240%

26 11.242 1510 1514 1517 rBV 2131711 1693572 31.30% 3.418%
27 11.783 1603 1606 1615 rBV2 261879 303622 5.61% 0.613%
28 12.824 1779 1783 1787 rBV 4049164 3630478 67.11% 7.327%
29 13.101 1828 1830 1832 rBV 82574 64295 1.19% 0.130%
30 13.730 1934 1937 1944 rBV 557866 593221 10.97% 1.197%

31 13.866 1957 1960 1964 rVB 2168074 1951481 36.07% 3.938%
32 14.724 2104 2106 2110 rVB 298349 303136 5.60% 0.612%
33 15.271 2195 2199 2203 rVB 1108975 1307423 24.17% 2.639%
34 15.742 2276 2279 2283 rVB 131811 154598 2.86% 0.312%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58

Operator : JU/SJ

3?22'6 i J4724-14 EP1-SUT-8USTS-W
ALS Vial : 39 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF090518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.112 2339 2342 2350 rVB7 108233 184187 3.40% 0.372%

36 16.212 2355 2359 2364 rBV2 111757 182031 3.36% 0.367%

Sum of corrected areas: 49550025
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58

Operator : JU/SJ

ﬁ?ggle i J4724-14 EP1-SUT-8USTS-W
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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: BF108821.D
6000000

6.51

5000000 5.35 6.37 6.90

4000000 730

3000000

6.74
2000000

1000000

4.94 | 7§L 7.030 ||7.395477878
T * I I i O e B o

T T T T T T
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: BF108821.D

6000000 9110

5000000
12.82

4000000

10.55
3000000

8.02 9.77
11.24

2000000 9.48

1000000

11.78 13.10

8.10 J |9.22 §51

-
13.00

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
Abundance TIC: BF108821.D

6000000

5000000

4000000

3000000

13.87

2000000

1000000
15.74

1616.21

O r———
Time--> 13.50

I
17.50

-
18.00

T
15.00

T I
15.50 16.00 16.50 17.00

T
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58

Operator : JU/SJ

ﬁ?ggle i J4724-14 EP1-SUT-8USTS-W
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 8

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

4.94 2.49 ng 213002 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 443 (4.943 min): BF108821.D (-437) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 SRS SRR RARAS RARARE
4.60 4.80 5.00 5.20
o...,....,....,....','::.?,1'.0.':.,...6?-,0....,8.3'.0..,...:,|....,. m/z 59.00 53.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I R UL UL B
4.60 4.80 5.00 5.20
59.0 m/z 101.00 19.10%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
460 4.80 500 520
5000 57.0 m/z 58.10 15.57%
29.0
101.0
0 \“ L, “ 78.0 \
LRI PRI SRR SURL LR S SULELIL SURRLEL S SULELIL UL S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 4.60 4.80 5.00 5.20

m/z 41.00 8.52%

5000

101.0
150 310 80 690 86.0

O T L0 e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58

Operator : JU/SJ

ﬁ?ggle i J4724-14 EP1-SUT-8USTS-W
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.51 Concentration Rank 1

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

6.51 59.74 ng 5103020 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 709 (6.507 min): BF108821.D (-704) (-) m/z 131.95 100.00%
131.9
5000 68.1
00 510 || ho S o o5 o oko oo
N 1 R o Er | N m/z 68.10 44.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 I SRR N SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.96%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
620 640 6.60 680
5000 m/z 66.10 27 .81%
33.0 44.0 0.0 105.0
0'W'”W'“W”'W”“Wﬁqﬂ“'J”'“ﬁqﬂ”ﬂﬁ”hl”“l””l““P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole  EmEE e EERRM R AT
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.78%
5000
104.0
ol 140 270 300 510 660770 590 | ms0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58

Operator : JU/SJ

ﬁ?ggle i J4724-14 EP1-SUT-8USTS-W
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 3.59 ng 303622 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
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 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1605 (11.777 min): BF108821.D (-1603) (-) m/z 73.00 100.00%

431 730

5000

_?;:===———

11.40 11.60 11.80 12.00

0 m/z 43.10 91.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L L L L L

11.40 11.60 11.80 12.00

83.0 0
1570 1850 2130 256.0 m/z 60.00 85.69%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
e AR Eamas e
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 79.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R ma e AR
43.0 73.0 11.40 11.60 11.80 12.00
m/z 41.10 67.40%
h T “Mkw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58

Operator : JU/SJ

ﬁ?ggle i J4724-14 EP1-SUT-8USTS-W
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptafluorobutyric acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 6.08 ng 593221 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
3 E-14-Hexadecenal 238 C16H300 330207-53-9 92
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1937 (13.730 min): BF108821.D (-1934) (-) m/z 83.10 100.00%
431| 83.1
5000 WL%
tzs ! 13.40 13.60 13.80 14.00
ol L by 108219912821 271230323408 | nzz 57.10  96.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0
5000 SR AR AR SR UL
13,40 13.60 13.80 14.00
m/z 43.10 92 .38%
169.0 5100
oL 290 I L gLk #3§0 o 255.0 406.0
m/z--> §o 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.10 88.43%
0 260 | |‘xj ﬂ390 196.0 269.0  320.0 NMkWNﬁMMQWNAnMﬂ,wAJMan
mz-> 5'0 00 1% 200 2% a00 3% ado
Abundance #92510: E-14-Hexadecenal A REEREEEEE
43.0 13.40 13.60 13.80 14.00
83.0 m/z 97.10 84 .89%
5.0
o g \ P |, 16801990 2380
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58

Operator : JU/SJ

ﬁ?ggle i J4724-14 EP1-SUT-8USTS-W
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Squalene Concentration Rank 4

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

14.72 4.64 ng 303136 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 64

4 2.6.10-Dodecatrien-1-ol.
5 Trideca-1,3,7,11-tetraene-1,1-di...

264 C17H2802
268 C18H24N2

3.7.11-_ ..

004128-17-0 64
1000159-88-9 53

Abundance Scan 2105 (14.718 min): BF108821.D (-2104) (-) m/z 69.10 100.00%
69.1
1211 14.40 1460 14.80 15.00
. 173.1203.1 266.1 2 343.1 . : : :
Ok g 2220 2001 3032 3431 382  m/z 81.10 52.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LA L L L L L L L L LB
14.40 14.60 14.80 15.00
m/z 41.10 20.37%
137.0
0 4 197070 1910 231.0 273.0 341.0 410.0
i III|IIII|IIII|IIIIIIII|IIII|IIII|II
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
L o
14.40 14.60 14.80 15.00
5000 m/z 68.05 12.75%
137.0
0290 | 107.0 | 1910 231.0 273.0 341.0 410.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #16931: 1,5-Heptadiene, 3,3,6-trimethyl- B R o
69.0 14.40 14.60 14.80 15.00
m/z 93.10 11.48%
- waw/khnnfkﬂﬂj&wvwvmmVﬂvawv
270, | 1230
o T T T o
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58

Operator : JU/SJ

ﬁ?ggle i J4724-14 EP1-SUT-8USTS-W
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.74 2.36 ng 154598 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 2279 (15.742 min): BF108821.D (-2276) (-) m/z 57.10 100.00%

5000

15.40 15.60 15.80 16.00
m/z 71.10 73.38%

141.1 191.1 240.2 285.1 329.2368.2
miz--> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #71393: Pentadecane
57.0
5000 T[T I T[T rr[rrrrprrror
15.40 15.60 15.80 16.00
m/z 43.10 56.15%
0 18.9 91'0 141.0  212.0
e e et e e e
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
57.0
R e e  Emaa
15.40 15.60 15.80 16.00
5000 m/z 85.10 44 .61%
9.0
ok | 14101830 239051 93230
...,....“...,”..,..” A B I o e
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane R R RaEEE L

15.40 15.60 15.80 16.00
m/z 55.10 22.09%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
B e EEEmem)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.40 15 60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58

Operator : JU/SJ

ﬁ?ggle i J4724-14 EP1-SUT-8USTS-W
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Cholesterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.82 ng 184187 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 95
2 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 94
3 Preanenolone 316 C21H3202 000145-13-1 42
4 (3E.5E.7E)-6-Methvl-8-(2.6.6-tri... 258 C18H260 017974-57-1 30
5 Cholest-4-en-3-ol 386 C27H460 014597-42-3 15

Abundance Scan 2342 (16.112 min): BF108821.D (-2339) (-) m/z 43.10 100.00%

1

5000

15.80 16.00 16.20 16.40
m/z 107.05  76.57%

04
m/z--> 50 100 150 200 250 300 350
Abundance #205849: Cholesterol

107.0

145.0 275.0

15.80 16.00 16.20 16.40
m/z 79.00 69.58%

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance #205838: 26-Nor-5-cholesten-3.beta.-o0l-25-one
43.0
s A
15.80 16.00 16.20 16.40
5000 m/z 95.10 69.21%
105.0
&? ‘ 145.0 213 0 2750 3520 386.0
ol ,\ b \H \u A \\L FR0 | 260 | 10 PO |
m/z--> 150 200 250 300 350
Abundance #158286: Pregnenolone e  EammEEmETT
43.0 15.80 16.00 16.20 16.40

m/z 105.05 60.93%

5000

15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108821.D

Aca On : 6 Sep 2018 12:58

Operator : JU/SJ

ﬁ?ggle i J4724-14 EP1-SUT-8USTS-W
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.78 ng 182031 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2359 (16.212 min): BF108821.D (-2355) (-) m/z 57.10 100.00%
57.1
85.1
5000
13.1 0 1600 1690 1640 1660
155.2184 1 1 2772 15. 80 16. oo 16. 20 16 40 16. 60
ob kLA [, 5021801 2351 2772 3112 3493 m/z 71.10 75.16%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 85.0 e AREE e

15.80 16.00 16.20 16.40 16.60
m/z 43.10 57.63%

o 29.0 ‘ lll 141 0169 0197. 0226 0

it [ =1
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane

57.0
15.80 16.00 16,20 16.40 16.60
5000 85.0 m/z 85.10 57.04%
29.0 13.
ol i [ L 14} 0169 0197.0225.0253.0 295.0323.0  367.0 m
v R S
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e B B
57.0 15.80 16.00 16,20 16.40 16.60
m/z 55.10 20.46%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
— b A .
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090518\

Data File : BF108821.D

Acq On : 6 Sep 2018 12:58

Operator : JU/SJ

3?22'6 i J4r24-14 EP1-SUT-8USTS-W
ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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... 4.94 2.5 ng 213002 1 6.74 1708540 20.0
unknown6 .51 6.51 59.7 ng 5103020 1 6.74 1708540 20.0
n-Hexadecanoic acid 11.78 3.6 ng 303622 4 11.24 1693570 20.0
Heptafluorobutyri... 13.73 6.1 ng 593221 5 13.87 1951480 20.0
Squalene 14.72 4.6 ng 303136 6 15.27 1307420 20.0
Pentadecane 15.74 2.4 ng 154598 6 15.27 1307420 20.0
Cholesterol 16.11 2.8 ng 184187 6 15.27 1307420 20.0
Hexadecane 16.21 2.8 ng 182031 6 15.27 1307420 20.0
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