LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS Vvial : 11 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 M\Methods\8270-BM100221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@32403.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.696 311 316 324 rBV 136941 190275  2.22%  0.296%
2 5.190 393 400 413 rBV 4954995 6967173 81.14% 10.831%
3 6.807 667 675 689 rBV 4430407 7110324 82.80% 11.054%
4 6.925 691 695 702 rVB 54382 89996 1.05% 0.140%
5 7.613 804 812 821 rBV 1425692 2171042 25.28% 3.375%

6 8.766 999 1008 1022 rBV 2871977 4637879 54.01%
7 10.178 1240 1248 1261 rBV 1186860 1722598 20.06%
8 10.401 1279 1286 1300 rBV 1838276 2963705 34.51%
9 12.877 1700 1707 1716 rBV 5810630 8587038 100.00% 13.
10 14.260 1933 1942 1951 rBV 2364765 3352828 39.05%
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11 14.519 1981 1986 1992 rVB2 53207 89834  1.05%
12 15.748 2188 2195 2205 rBV 3471281 4987866 58.09%
13 16.989 2398 2406 2412 rVV 2223546 3123388 36.37%
14 17.654 2515 2519 2527 rVB 120784 146548 1.71%
15 17.759 2532 2537 2543 rBV 107173 161183 1.88%
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16 17.883 2552 2558 2575 rBV 742658 1178372 13.72%
17 18.189 2607 2610 2619 rVB8 50928 89283 1.04%
18 19.154 2770 2774 2784 rBV 247200 438217 5.10%
19 19.601 2845 2850 2857 rBV 5183011 6414009 74.69%
20 20.248 2956 2960 2963 rBV2 96972 125484 1.46%
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21 20.859 3060 3064 3068 rBv2 433716 528095 6.15%
22 21.018 3089 3091 3096 rBV 83433 91855 1.07%
23 21.153 3109 3114 3119 rBV 2209576 2694621 31.38%
24 21.724 3208 3211 3215 rVB3 315538 354442  4.13%
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25 22.612 3359 3362 3366 rVB 366136 453559 5.28% 705%
26 23.294 3473 3478 3486 rVB2 1596139 2809222 32.71% 4.367%
27 23.806 3562 3565 3571 rVB 371183 612424 7.13% 0.952%

28 26.124 3953 3959 3974 rVB2 823202 2234362 26.02% 3.474%

Sum of corrected areas: 64325622
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM032403.D\data.ms
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Abundance TIC: BM032403.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.178 11.62 ng 1722600 Naphthalene-d8 10.401
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50

Abundance Scan 1248 (10.178 min): BM032403.D\data.ms (-1240) - m/z 57.05 100.00%

57.0
5000
—— —
‘ 87‘-1 L300 10.00 10.50
0 "w‘HJp‘lu‘MHH‘JMMHEL‘l‘O‘ul_mW_MWZ‘QT:? m/z 45.10  89.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T T T T T T
29.0 10.00 10.50
m/z 41.05 33.60%
‘87.0
O \\\‘\‘H“\‘\“‘H‘\\ H\\‘l‘\“\“\‘\f}‘\\\\‘]\_\3?\.‘0\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
—r— ——
10.00 10.50
5000 m/z 75.10  19.65%
29.0
‘ ‘87.0
N O T =TS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10091: Ethylene glycol monoisobutyl ether P —
57.0 10.00 10.50
m/z 56.05 16.00%
5000
29.0
‘ ‘87.0
o N N - — L
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.883 7.55 ng 1178370  Phenanthrene-d10 16.989
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2558 (17.883 min): BM032403.D\data.ms (-2552) (-  m/z 73.05 100.00%

5000 129.0 JL
213.2 — T
171.1 ‘ 256.3 17.50 18.00
038 L cd bl 88 se.ee 81.15%
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 T LA
213.0 17.50 18.00
o 171.0 m/z 43.10 79.15%
0 ”}‘H“\HM ‘\‘M“\ \“ \“\““ \‘\ ‘\ T |‘\ L B e
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
= —
17.50 18.00
5000 m/z 57.10 69.15%
129.0
29. 185.0 228.0
0 ;M‘\‘u} ‘\ | \‘m‘\ “\‘ \‘ i e
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid = —7
73.0 17.50 18.00
m/z 55.10 67.46%
5000 129.0
29. 171.0
‘ 214.0
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.154 3.25 ng 438217 Chrysene-d12 21.153
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 2774 (19.154 min): BM032403.D\data.ms (-2770) (- m/z 73.05 100.00%
3.0

%

5000 129.0
185.1 241.2
‘ ‘ ‘ 284.3 19.00 19.50
0l ‘ 4 “”w““‘ bbb L b 3830 s 43,10 96.05%
m/z--> 100 150 200 250 300 350

Abundance #179093: Octadecanoic acid

5000 0 284.0 —— ——
1850 2410 19.00 19.50
m/z 57.10 90.86%
0! HM\ I “‘\‘ ‘L AL “ ‘\“‘ | ‘\‘ : “‘ T
10

—

miz--> 0 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
e e
19.00 19.50
5000 129.0 ITI/Z 60.05 84.96%
29.0
‘ 199.0 242 0
oL il H \\H“wh\\\ u‘\‘u} ‘ \‘ L ““ L ‘ S
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es = 5
43.0 19.00 19.50
m/z 55.10 84.94%
5000 284.0
3.0 129 0
1850 2410
U Y i s S —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 G5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.859 3.92 ng 528095 Chrysene-d12 21.153
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Heptacos-1-ene 378 C27H54 015306-27-1 91

Abundance Scan 3064 (20.859 min): BM032403.D\data.ms (-3060) (- m/z 57.05 100.00%

57.0
5000
111.1
— —
20.50 21.00
ou‘Jl “u'm‘2‘??‘1‘“2?‘2“1“3‘4‘2‘1‘49?“1‘““‘5‘0‘3'3 m/z 43.10  79.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — —
20.50 21.00
111.0 m/z 55.10 78.69%
O "J‘l"\‘“"”‘L‘I"J\‘I‘:L‘G‘?‘()“z‘z‘%‘o‘z“g‘o‘?““““““““““‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
— —r
20.50 21.00
5000 ITI/Z 83.10 77 .32%
111.0
169.0
o) ‘Mu‘238°4340
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosanol T T
55.0 20.50 21.00
m/z 97.10 73.92%
5000 111.0 WJLM
o\lllululm%ﬁo ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.724 2.63 ng 354442 Chrysene-d12 21.153
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 Fumaric acid, 2-chloroethyl hept... 416 C23H41Cl04 1000330-62-3 86
5 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 58

Abundance Scan 3211 (21.724 min): BM032403.D\data.ms (-3208) (-

83.1
5000
{ 1% 1 207.1
ob o MLLERE, 1 2838 357.1417.1476.1535.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcoho

83.0

m/z 83.10 100.00%

-

— —
21.50 22.00
m/z 97.10 91.67%

-

5000 — —
21.50 22.00
m/z 55.10 85.02%
Ozal}111“J}I%E.IOIWWZJ-P.OWZSE)OW
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
— —
21.50 22.00
5000 m/z 69.10 79.83%
{ 125.0
o"M‘Wﬁ??‘-?"‘?E‘?-‘?_ww_ww_w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1 —— —
83.0 21.50 22.00
m/z 111.10 52.61%
- MiA
140.0
0 2@“ { ‘\ I I%‘Pl A 2380
T e R R R R R R AR

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentadecane, 8-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.612 3.23 ng 453559 Perylene-di2 23.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Nonacosane 408 C29H60 000630-03-5 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3362 (22.612 min): BM032403.D\data.ms (-3359) (- m/z 57.10 100.00%

57.1
5000
—— —
H]]\ 169.2221.1 282.1 342.1 2250 2390
bl Juvmw‘_HwH_Wwﬁ“l‘r"‘}_f"?%?‘ m/z 71.10 73.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl-
43
5000 — —
22.50 23.00
m/z 43.10 55.13%
9.0 196.0
O\\J“\}\\i\J‘I‘T‘J\‘\Wl“\\\\“‘1\\\2\5‘2\(\)!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307031: Nonacosane
57.0
—— —
22.50 23.00
5000 ITI/Z 85.10 51.77%
H“‘H ‘H‘_“W‘H‘“‘W‘H‘,H‘W‘H“H‘w“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane T —
57.0 22.50 23.00
m/z 55.10 23.09%
w /\’\/«ANfJ\M/\A
R 1113:0169.0 225.0 281.0 337.0 394.0
‘“_““H“‘H“‘H“‘H““H“‘H“‘H““H“‘ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.806 4.36 ng 612424 Perylene-di2 23.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 68
2 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 64
3 17-Pentatriacontene 491 C35H70 006971-40-0 64
4 Docosyl trifluoroacetate 422 C24H45F302 1000351-75-5 60
5 Eicosyl heptafluorobutyrate 494 C24HA41F702 1000351-83-5 50

Abundance Scan 3565 (23.806 min): BM032403.D\data.ms (-3562) (- m/z 83.10 100.00%
83.1

5000

-

157.2

b bl 235001 7 3604 4238 490.1 s, 57.10  80.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209741: 1-Docosene

[é1]
[3:1
o

5000
23.50 24.00
m/z 97.10 76.55%
1p5.0
0 H .’ ‘H \ |1820 308.0
’\\f‘\11\‘1\\1‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #249112: 1-Docosanol, methyl ether
83.0
— —
23.50 24.00
5000 ITI/Z 69.10 65.68%
sllllipgzomos e MJ\M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #336402: 17-Pentatriacontene — —
43.0 23.50 24.00
m/z 43.10 59.50%
0 J 1\1680 267.0 490.0
,H""H‘H“_‘H“H‘_“W‘H“H‘w“u‘u“_‘u‘ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.124 15.91 ng 2234360 Perylene-di2 23.294
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 91
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 45
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 428 C30H520 020194-50-7 42
5 Stigmastan-3-en-6-0l 414 C29H500 1000214-19-7 22

Abundance Scan 3959 (26.124 min): BM032403.D\data.ms (-3953) (- m/z 43.10 100.00%

43.1
107.1
5000
—— —
H “ ‘ ‘\ 26.00 26.50
0 H‘,M\m‘ﬁuh m/z 57.10  79.44%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol
43.0
5000 —r ——
414.0 26.00 26.50
‘ ‘ 61. 02130 303.0 m/z 55.10 60.40%
0 ‘J‘r ‘ ‘ HHH“ |W j\u\\lq \n‘ ‘ﬂ“l‘u“ h‘ ‘ “ : Psﬁ‘o“\ ‘“‘ “‘ Vel
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310596: .beta.-Sitosterol
43.0
—— —
26.00 26.50
5000 ITI/Z 107.10 53.15%
1070 414.0
WLt 23
ol "U I ‘J“‘“‘”\‘M‘J“&“w“uuu“ N )5 Y
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310626: (3S,85,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- — —T—
43.0 26.00 26.50
m/z 145.05 48.87%
5000 145.0 382.0
I ' 213.0 2890
ol ’\‘ “ m |
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32403.D

Acqg On : 08 Oct 2021 21:08
Operator : CG/JU

Sample : M4135-02

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.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|
Ethanol, 2-(2-b... 10.178 11.6 ng 1722600 2 10.401 2963710 20.0
n-Hexadecanoic ... 17.883 7.5 ng 1178370 4 16.989 3123390 20.0
Octadecanoic acid 19.154 3.3 ng 438217 5 21.153 2694620 20.0
5-Eicosene, (E)- 20.859 3.9 ng 528095 5 21.153 2694620 20.0
Behenic alcohol 21.724 2.6 ng 354442 5 21.153 2694620 20.0
Pentadecane, 8-... 22.612 3.2 ng 453559 6 23.294 2809220 20.0
1-Docosene 23.806 4.4 ng 612424 6 23.294 2809220 20.0
.gamma.-Sitosterol 26.124 15.9 ng 2234360 6 23.294 2809220 20.0
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