LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc :

ALS vial : 4 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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9074.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.928 323 330 339 rBV 150737 228690 2.00% 0.378%
2 5.399 403 410 423 rBV 2542861 4008360 35.08% 6.620%
3 6.993 674 681 695 rBV 2485612 4262255 37.30% 7.039%
4 7.805 810 819 827 rBV 669485 1072494 9.39% 1.771%
5 8.969 1009 1017 1039 rVB 1608710 2760882 24.16% 4.560%

6 10.604 1287 1295 1302 rBV 898605 1542411 13.50% 2
7 13.069 1707 1714 1725 rBV 4532978 7090420 62.05% 11.
8 14.451 1942 1949 1965 rVB 1567654 2484604 21.74%  4.103%
9 15.269 2081 2088 2093 rBV2 107704 232849 2.04% o
10 15.734 2160 2167 2176 rBV2 83665 245186 2.15% o

11 15.945 2197 2203 2216 rVB 4379289 6494133 56.84% 10.725%
12 16.610 2312 2316 2325 rVB2 118523 216668 1.90%
13 17.204 2411 2417 2425 rBV 2163516 3138447 27.47%
14 17.881 2528 2532 2537 rVB2 92602 126898 1.11%

PO U
N
[y
]
S

15 18.104 2565 2570 2577 rBV 663198 1000691 8.76% 653%
16 18.375 2612 2616 2620 rBV 214017 325738 2.85% ©.538%
17 18.416 2620 2623 2634 rVB 282007 489017 4.28% ©0.808%
18 19.339 2776 2780 2792 rBV 507831 734765  6.43%  1.213%

19 19.769 2848 2853 2859 rBV 8835026 11426234 100.00% 18.870%
20 20.516 2975 2980 2990 rVB2 372836 834806
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21 20.651 2995 3003 3015 rVV 577902 1576337 13.80%
22 21.010 3060 3064 3072 rBV2 500027 753198 6.59%
23 21.304 3109 3114 3119 rBV 2809064 3637391 31.83%
24 21.369 3122 3125 3132 rVB5 185012 401071 3.51%
25 23.498 3482 3487 3499 rVB4 493066 1485599 13.00%

NOOERN
[
(]
~N
3R

26 23.704 3515 3522 3531 rVB2 1973709 3981653 34.85%
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B

Sum of corrected areas: 60550797
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP009074.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.928 4.26 ng 228690 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
3 DL-Lactamide, N,N-dimethyl-, met... 131 C6H13NO2 1000452-57-0 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 17

Abundance Scan 330 (4.928 min): BP009074.D\data.ms (-323) (-) m/z 43.00 100.00%
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43.0
5000 L L R R R
4.60 4.80 5.00 5.20
101.0 m/z 100.95 26.60%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.104 6.38 ng 1000690  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2570 (18.104 min): BP009074.D\data.ms (-2565) (- m/z 73.00 100.00%
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5000 m/z 55.00 59.96%
228.0
143.0
O i e e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 trans-Sinapaldehyde Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.375 2.08 ng 325738  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 97
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 91
3 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 60
4 Pyrene, 1,2,3,6,7,8-hexahydro- 208 C16H16 001732-13-4 47
5 6-Amino-2-(4-methylpiperidin-1-y... 208 C10H16N40 1000388-65-9 46

Abundance Scan 2616 (18.375 min): BP009074.D\data.ms (-2612) (- m/z 208.10 100.00%
208.1
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137.0
77.0 T T
HHH I H 2810 | 18.00 18.50
O bbb flaldd (| 2810 354.2 420.8489.1546.. ./, 165 00  49.82%
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Abundance #84448: trans-Sinapaldehyde
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5000 — Baes
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O \\A\N‘\“L“\'”“‘L‘\‘J\J\Jl\m“\\”\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
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208.0
— —r
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5000 m/z 180.00  28.08%
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T
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Abundance #84861: 1,2-Dimethoxy-4-(3-methoxy-1-propenyl)benzen — —
208.0 18.00 18.50
m/z 176.95 26.08%
5000
770 145.0
ol gkl et
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 trans-Sinapyl alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.416 3.12 ng 489017  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 94
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 90
3 Syringylacetone 210 C11H1404 019037-58-2 60
4 1-Butanone, 1-(2,4,6-trihydroxy-... 210 C11H1404 001509-06-4 49
5 2-Methyl-2,8-diazaspiro[5.5]unde... 210 C10H14N203 632298-56-7 43

Abundance Scan 2623 (18.416 min): BP009074.D\data.ms (-2620) (- m/z 167.00 100.00%
167.0

N

5000
77.0
‘ ‘ 18.50
o_H\,‘HJ\R LA, | 26663271 42804871548 ) 516 16 98.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcohol
210.0
5000 T T
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77.0 7 m/z 154.00  39.61%
0\’“H“LlM“nl“lllehH| \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
210.0
—
18.50
77.0 m/z 149.00 30.77%
5000 149.0
0I.5.O
s
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Abundance #86874: Syringylacetone —
167.0 18.50
m/z 182.05 29.89%
5000
43.0 106. P ‘
o S —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.339 4.04 ng 734765  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62

Abundance Scan 2780 (19.339 min): BP009074.D\data.ms (-2776) (- m/z 73.00 100.00%
73.0
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241.2

-

“ }U ” 1711 19.00 19.50
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A UPY VR RBEN NN H“u"3““‘1‘9““90‘9”“‘7‘4‘7‘5‘3?‘5 m/z 43.60 82.06

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
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19.00 19.50
‘ 284.0 m/z 60.00  75.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
= —
19.00 19.50
5000 ITI/Z 57.00 72.60%
228.0
143.0
O e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92070: Tridecanoic acid — —
73.0 19.00 19.50
m/z 55.00 65.02%
5000
171.0
0L ‘M“'*m\,,‘ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Docosane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.516 4.59 ng 834806  Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2980 (20.516 min): BP009074.D\data.ms (-2975) (- m/z 57.05 100.00%
57.0
. \_\/A/\J
129.0 T T
| } ” ||, 2070 2811341.0 416.0476.0 549. 20.50
O A b e T m/z 71.05 80.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl-
57.0
5000 = :
20.50
m/z 43.00 57.59%
182.0
O TT ‘ \I}\ \”\JF-\E?.\?‘\ ‘\ \l\ ‘ \2\3\\9‘.(\)\ \:3\0"\9\.\0\ ‘?77\\9\.‘0\ TTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T \
20.50
5000 m/z 85.10 53.03%
o 127.0 1970 2670  365.0
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane T ‘
57.0 20.50
m/z 55.00 24.16%
B “//\/\——/\4/
0 ‘ \| I ”1\%17‘\0‘\ ! 12;‘]"0 29503520
e A e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Tetracosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.651 8.67 ng 1576340  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 97
2 Octacosyl acetate 452 (C30H6002 018206-97-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Nonacos-1-ene 406 C29H58 018835-35-3 94

Abundance Scan 3003 (20.651 min): BP009074.D\data.ms (-2995) (- m/z 57.05 100.00%

57.0
5000
125.1

—
2070 20.50 21.00
ob bbb 28103411 431.0489.2547. 1/, g3 09  95.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0

5000 T ——
20.50 21.00
125.0 m/z 97.10  93.23%
336.0
O\Hk”w “w*wdHH“M‘H\‘H‘\HJW“H\‘H‘M“W‘H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
2050 2£00
5000 111.0 m/z 43.05  83.94%
O b 250 2500 3200 9204520 M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol T —
57.0 20.50 21.00

m/z 69.05 80.78%

5000
125.0
J hLAaﬁ95D 264.0 378.0

IESRERE B ET RN NN ot n A L S — e
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1-Heneicosyl formate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.010 4.14 ng 753198  Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 97
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 3064 (21.010 min): BP009074.D\data.ms (-3060) (- m/z 83.05 100.00%
21,00 |
1%.01952 . :
bbb J}‘ [[P0196.2 2611 360.142914801546: ./, 57.65 96.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 —
21.00
125.0 m/z 69.00 92.18%
L } \‘ 182.0 294.0
O+ ‘\\l\\“‘H\\I\H”\‘\\‘\“\\\\‘\‘\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T \
21.00
5000 m/z 55.00 90.36%
125.0
0 182.0 292.0 364.0
R o R AR R e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T ‘
55.0 21.00
m/z 43.05 89.50%
5000
125.0
350.0
oL bl j‘}‘u\“w““‘19?-9‘?‘6‘4-9‘wym_ww_w —_—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 26-Nor-5-cholesten-3.beta.-...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.369 2.21 ng 401071  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 26-Nor-5-cholesten-3.beta.-0l1-25... 386 C26H4202

007494-34-0 95

2 Cholesterol 386 C27H460 000057-88-5 62
3 Cholest-5-en-3-0l, (3.alpha.)- 386 C27H460 000474-77-1 58
4 Propanoic acid, 3,3,3-trifluoro-... 386 C17H17F3N205 1000362-46-1 45
5 Cholest-8-en-3-0l, (3.beta.)- 386 C27H460 007199-91-9 44
Abundance Scan 3125 (21.369 min): BP009074.D\data.ms (-3122) (- m/z 275.30 100.00%
43.0 213.1275.3
145.0
386.3
5000
w ZLOO 2150
462.8
0l “*H 5349 w/z 43.5  94.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
5000 — ——
21.00 21.50
105.0 %
213.0 75 o 386.0 m/z 213.10 90.92
O \\\\‘“\\\\‘\\‘\m\“l‘\\\“”\”\J‘ \’\j\‘\“‘\\‘l\\‘\\\\‘l\\\l\‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
107.0
— ——
275.0 21.00 21.50
5000 213.0 386.0 m/Z 145.00 83.29%
(I L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292915: Cholest-5-en-3-ol, (3.alpha.)- P ——
57.0 386.0 21.00 21.50
m/z 105.00 81.79%
5000 275.0
145.0
11T M
0 "1“ j1—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr T L —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0G@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.498 7.46 ng 1485600  Perylene-di12 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 90
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 11
4 5.alpha.-Stigmast-9(11)-en-3.bet... 414 C29H500 077794-81-1 10
5 cis-4-Acetoxy-trans-1-(m-methoxy... 273 C16H19NO3 1000241-10-4 10
Abundance Scan 3487 (23.498 min): BP009074.D\data.ms (-3482) (] ' m/z 43.00 100.00%
43.0
145.1 2131
5000 3293 4144
——
\lh | ‘
0l LK 4780 549 'm/z 145.05  69.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 U
414.0 23.50
’ } 2130 303.0 m/z 213.10  67.66%
0 \}‘\ ! ‘ lJ”{“““““ |"H‘“\““l‘”l‘ \‘l\‘l\“‘ T \ T ‘ T \ T ‘ T \}\M‘ T \ TT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
——
23.50
5000 m/z 107.00 64.83%
107.0 414.0
213.0 303.0
R e ama
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 —
43.0 23.50
m/z 55.00 59.51%
5000 145.0 382.0 W“M]\/\/\/\N
H 2130 ,g90
o HM —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9074.D

Acqg On : 09 Feb 2022 13:02
Operator : CG/JU

Sample : N1421-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.928 4.3 ng 228690 1 7.805 1072490 20.0
n-Hexadecanoic ... 18.104 6.4 ng 1000690 4 17.204 3138450 20.0
trans-Sinapalde... 18.375 2.1 ng 325738 4 17.204 3138450 20.0
trans-Sinapyl a... 18.416 3.1 ng 489017 4 17.204 3138450 20.0
Octadecanoic acid 19.339 4.0 ng 734765 5 21.304 3637390 20.0
Docosane, 7-hexyl- 20.516 4.6 ng 834806 5 21.304 3637390 20.0
1-Tetracosene 20.651 8.7 ng 1576340 5 21.304 3637390 20.0
1-Heneicosyl fo... 21.010 4.1 ng 753198 5 21.304 3637390 20.0
26-Nor-5-choles... 21.369 2.2 ng 401071 5 21.304 3637390 20.0
.gamma.-Sitosterol 23.498 7.5 ng 1485600 6 23.704 3981650 20.0

8270E-BP020722.M Thu Feb 10 15:46:06 2022
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