LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122355.D

Acqg On : 17 Nov 2020 19:56
Operator : JU/CG

Sample : L4770-03

Misc :

ALS Vvial : 18 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 : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122355.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 5 10 16 rVB 1000819 1272228 17.32% 2.365%
2 3.322 207 210 225 rBV 52248 111120 1.51% 0.207%
3 5.481 571 577 580 rBV 5495342 6039887 82.24% 11.230%
4 6.487 742 748 751 rBV 5900723 6311657 85.94% 11.735%
5 6.687 779 782 792 rVB 316509 271280 3.69% 0.504%

6 6.863 809 812 816 rVB 1871202 1450844 19.75%
7 7.428 902 908 911 rBV 4335984 3970721 54.06%
8 8.151 1027 1031 1034 rBV 2079104 1895658 25.81%
9 9.228 1209 1214 1217 rBV 8103816 7010878 95.46% 13.

9.616 1276 1280 1291 rVB 1428505 1221200 16.63%

N W WNN
Ul
N
PN
R

11  9.904 1325 1329 1333 rBV 2778321 2247784 30.61%
12 10.692 1458 1463 1466 rBV 5434150 4930006 67.13%
13 11.386 1577 1581 1585 rBV 2484657 2314047 31.51%
14 11.916 1668 1671 1681 rBV 692320 787378 10.72%
15 12.374 1745 1749 1752 rBV 607638 489766 6.67%

O r h O
w
[}
N
R

16 12.427 1755 1758 1762 rVB 118808 102742 1.40%
17 12.704 1801 1805 1810 rBV 182892 216807 2.95% ©0.403%
18 12.980 1847 1852 1855 rBV 7592166 7344455 100.00% 13.655%

[\
Ay
o]
=
R

19 13.874 2000 2004 2018 rBV 948790 1058331 14.41% 1.968%
20 14.027 2026 2030 2034 rBV 2114121 1852701 25.23%  3.445%
21 14.510 2109 2112 2120 rBV 185966 223752 3.05% ©0.416%
22 15.498 2275 2280 2285 rBV 1560140 1888148 25.71%  3.511%
23 16.033 2367 2371 2378 rBV3 105566 192135 2.62% 0.357%
24 17.168 2559 2564 2575 rBV3 38377 109707 1.49% ©.204%
25 17.574 2627 2633 2641 rBV8 82529 197654 2.69% ©.367%
26 18.009 2702 2707 2717 rVB7 62597 168135 2.29% 0.313%

27 18.380 2766 2770 2780 rVB7 38664 106574 1.45% ©.198%

Sum of corrected areas: 53785595
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Nov 2020 19:56

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
BF122355.D

Ju/CaG
L4770-03

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

.146

TIC: BF122355.D\data.ms

6.487
5.481

7.428

6.863

3.322 6.687

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF122355.D\data.ms

9.228 12.980

10.692

9.904
11.386

8.151
9.616

11.916 12.374

0
Time-->

1%112712.704 L
e

e
12.50 13.00

10.00 10.50 11.00 11.50 12.00

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0=

TIC: BF122355.D\data.ms

14.027
15.498

13.874
14.510 16.033 17.168 17.574 18.009 18.380

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122355.D

Acqg On : 17 Nov 2020 19:56
Operator : JU/CG

Sample . L4770-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  17.54 ng 1272230 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# 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 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 10 (2.146 min): BF122355.D\data.ms (-5) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.0
‘ 91 2.202.302.402.502.60
Okt 22 L m/z 43.e5  38.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 IARRERRA R R
430 2.202.302.402.502.60
' 87.0 m/z 55.10  25.98%
29.
30 \‘\“ %90 ‘\
O \H‘HH‘HH‘HH‘HH‘HH“HH’HH‘HH‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
87.0 e e
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.05 24.74%
27.0
0 112.0 129.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1877: Acetamide, N-ethyl- R SaRanmaEamey
30.0 2.202.302.402.502.60
m/z 41.05 12.67%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122355.D

Acqg On : 17 Nov 2020 19:56
Operator : JU/CG

Sample . L4770-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.687 3.74 ng 271280 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 47
4 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 38
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
Abundance Scan 782 (6.687 min): BF122355.D\data.ms (-779) (-) m/z 45.05 100.00%
45.0
5000
72.1 R aa
6.40 6.60 6.80 7.00
b b | se00as :
Ottt e e e e e e m/z 59.05 35.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\\‘\/\\\\‘\\\\}\‘\\\\‘\\\\
6.40 6.60 6.80 7.00
290 72.0 m/z 72.10 21.61%
o140 801040 1350
H‘HH‘H\\‘H\\‘HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
45.0
ARRRREEA S
6.40 6.60 6.80 7.00
5000 72.0 m/z 73.10 13.69%
29.0
0L 14.0 87.0 103.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #2115: 2-Butanol, 3-methyl-
45.0 6.40 6.60 6.80 7.00
m/z 43.05 13.16%
5000
27.0 73.0
OlreprrrrpterrtMbe b e 889 e eree e S A N NS —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122355.D

Acqg On : 17 Nov 2020 19:56
Operator : JU/CG

Sample . L4770-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.916 6.81 ng 787378  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1671 (11.916 min): BF122355.D\data.ms (-1668) (- m/z 73.00 100.00%
43.0 73.0
5000
129.1
213.2 T
‘ 157.1185.1 256.3 12.00
Obrrrprrrale m/z 43.05 91.82%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 157015502130 2560 m/z 60.00 82.43%
O \H‘HH“}‘HH!H \H‘\\‘H\‘\\‘}‘h‘“\\”‘l‘\“\‘H‘HH‘HH‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
=
43.0 12.00
5000 129.0 m/z 57.10 73.56%
171.0
214.0
101.0
Ol el Al il e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #84452: Tetradecanoic acid Lo =
73.0 12.00
43.0 m/z 41.10 68.76%
5000 129.0
185.0
H 228.0
o?ﬁRWﬂMNwwﬁwkﬁqumuwuu_ﬂ‘_uwu‘wwu_u‘_ T
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122355.D

Acqg On : 17 Nov 2020 19:56
Operator : JU/CG

Sample . L4770-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl2.374 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.374 4.23 ng 489766  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 40
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
3 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 32
4 4,4-Dimethyl-3-oxopentanenitrile 125 C7H11NO 059997-51-2 25
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 22
Abundance Scan 1749 (12.374 min): BF122355.D\data.ms (-1745) (|  m/z 57.10 100.00%
57.1
113.1
5000 kawMA/pﬂAAAJMNM
‘ 83.1 T ]
12.00 12.50
169.2
oHH_‘m‘“‘H1“H‘m‘ummH“‘,“1‘37"‘2”wmmw m/z 113.05 51.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 113.0 T — Ao
27.0 12.00 12.50
83.0 m/z 97.10 47 .55%
0' ‘\‘\‘u\“}\\\“\\!‘\’\\\174‘.3\.\()\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
= e
12.00 12.50
5000] 280 m/z 55.85 25.97%
113.0
0 83.0 135.0 192.0
e o e e AR m R S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene P —
57.0 12.00 12.50
m/z 83.10 20.90%
5000
113.0
83.0
Ol et b 1370 1980 et o
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122355.D

Acqg On : 17 Nov 2020 19:56
Operator : JU/CG

Sample . L4770-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 G5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 11.42 ng 1058330 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 2004 (13.874 min): BF122355.D\data.ms (-2000) (- m/z 57.10 100.00%
5711 97.1
5000
P P
H % 182.1 2804 13.50 14.00
ol h UL LI, 18212222 2804 .. g3.65  98.51%
miz--> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 97.0 = —
13.50 14.00
m/z 55.05 96.00%
L \\“ | 1300 1820 2230 2800
\\\\‘\ \\\’\\\\ \‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
57.0 97.0
i CT
13.50 14.00
5000 m/z 43.10 95.69%
139.0
0 19.0 181.0 222.0 264.0 308.0
R T e o A
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol a T
55.0 13.50 14.00
97.0 .
m/z 97.10 85.96%
- R\A,A
s | LLLL 1B 000 L L
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122355.D

Acqg On : 17 Nov 2020 19:56
Operator : JU/CG

Sample . L4770-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.510 2.42 ng 223752 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Docosene 308 C22H44 001599-67-3 91
3 Cyclotetracosane 336 C24H48 000297-03-0 91
4 Heneicosyl trifluoroacetate 408 C23H43F302 1000351-76-5 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
Abundance Scan 2112 (14.510 min): BF122355.D\data.ms (-2109) (- m/z 57.10 100.00%
57.1
5000
1 XMmﬂu»vawawuﬂth
T \
. 14.50
ol IS ‘\‘1‘5“31 SO0t 2670 354197, 4310 83.10%
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0
97.0
5000 —— :
14.50
m/z 83.05 75.59%
0 \“\‘ ‘\““ T \‘H‘ ‘M‘ \]‘L‘\Sﬁ‘?\l\S\Z\O‘Z\Z\Q(\)Z‘G\G\(\)\ BN B |
miz--> 50 100 150 200 250 300 350
Abundance
55.0
T \
97.0 14.50
5000 m/z 55.10 69.20%
0 139.0487 o 308.0
e e T T e e
miz--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane T ‘
43.0 14.50
m/z 97.10 68.80%
7.0
5000
39.0
o LLLL 90202200 90 w00 o
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122355.D

Acqg On : 17 Nov 2020 19:56
Operator : JU/CG

Sample . L4770-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Cyclopentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.033 2.04 ng 192135 Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 96
2 Octacosanol 410 C28H580 000557-61-9 93
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
Abundance Scan 2371 (16.033 min): BF122355.D\data.ms (-2367) (- m/z 57.10 100.00%
57.1
97.1
5000
RN \
“ ‘ “ 1891 2070550 30 16.00
ol \\‘\ ! “ ‘\‘\M ‘MMH; g u‘\‘u‘w T N - N I m/z 43.10 86.41%
miz--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55.0
5000 0 — :
16.00
m/z 97.10 73.65%
UL o =200
O\‘\ “\\\‘\“‘U\”\“}“\\\‘\‘1\\\’\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 - ‘
16.00
5000 m/z 55.10 73.09%
139.0
0 181.0222.0 292.0334.0 392.(
e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate —— ‘
57.0 16.00
m/z 69.10 70.77%
7.0
5000
169.0 238.0
ol LMLy P T 0 -
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122355.D

Acqg On : 17 Nov 2020 19:56
Operator : JU/CG

Sample . L4770-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl7.574 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.574 2.09 ng 197654 Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 46
2 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 27
3 Stigmastan-3-en-6-0l1 414 C29H500 1000214-19-7 12
4 I-22,23-Dihydrostigmasterol 414 C29H500 1000214-82-6 12
5 Stigmastane, 23,24-epoxy-, (5.al... 414 C29H500 054411-91-5 12
Abundance Scan 2633 (17.574 min): BF122355.D\data.ms (-2627) (- m/z 43.10 100.00%
| W
5000 91.0 611
213125513033 — ‘
‘ ‘ ‘ ‘ ‘ 17.50
ol i, ”““ i . “‘ H ‘ m/z 55.00 56.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 — :
368.0 17.50
m/z 91.00 40.98%
| T oo o |
ol ‘M’ \‘\H‘ Il h m\‘u‘m‘ ! ‘\‘ ‘ ‘H‘ St R ‘\“ i “L‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
T \
17.50
5000 107.0 2550 m/z 104.95  40.54%
161.0 342.0
. 213.0 301.0 MM
B T B e B o
miz--> 50 100 150 200 250 300 350 400
Abundance #217436: Stigmastan-3-en-6-ol T ‘
43.0 17.50
m/z 57.00 38.72%
5000
‘ 95.0 399.0
0 . wMH ‘u‘ lm H“\‘ ‘Hu\ \\“H “““:!‘-‘6”:‘[“0‘ ‘2"1‘3‘?2‘5"\5‘(‘) ‘3‘0‘1‘0‘ ‘34‘.? ?‘ v “h ‘\“ —
m/z--> 50 100 150 200 250 300 350 400 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122355.D

Acqg On : 17 Nov 2020 19:56
Operator : JU/CG

Sample : L4770-03

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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|
Butane, 2-metho... 2.146 17.5 ng 1272230 1 6.863 1450840 20.0
Ethanol, 2-(2-e... 6.687 3.7 ng 271280 1 6.863 1450840 20.0
n-Hexadecanoic ... 11.916 6.8 ng 787378 4 11.386 2314050 20.0
unknownl12.374 12.374 4.2 ng 489766 4 11.386 2314050 20.0
5-Eicosene, (E)- 13.874 11.4 ng 1058330 5 14.027 1852700 20.0
1-Heneicosanol 14.510 2.4 ng 223752 5 14.027 1852700 20.0
Cyclopentadecane 16.033 2.0 ng 192135 6 15.498 1888150 20.0
unknownl7.574 17.574 2.1 ng 197654 6 15.498 1888150 20.0
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