LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acqg On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc . UPS-01-032323

ALS vial : 8 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-BM@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39162.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.034 291 297 304 rVB 697600 966288 6.12% 1.111%
2 5.498 370 376 387 rBV 1940535 2810816 17.79% 3.232%
3 7.110 641 650 659 rBV 1017341 1624175 10.28% 1.867%
4 7.939 783 791 798 rBV 862470 1352056 8.56% 1.555%
5 9.110 980 990 1002 rBV 3142873 5146998 32.58% 5.918%

6 10.751 1262 1269 1277 rBV 1091139 1826676 11.56%
7 13.210 1680 1687 1694 rBV 7478161 10945873 69.28% 12.
8 14.439 1891 1896 1912 rVB2 110615 256930 1.63%
9 14.586 1914 1921 1930 rBV 1627797 2285413 14.47%
10 14.998 1979 1991 2003 rBV 241493 494014  3.13%
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11 15.939 2147 2151 2157 rVB2 109107 158620 1.00%
12 16.074 2168 2174 2180 rBV 5555114 7625128 48.26%
13 16.727 2279 2285 2295 rVB3 180942 339046 2.15%
14 17.333 2382 2388 2393 rBV 1924250 2645674 16.75%
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15 18.233 2527 2541 2549 rBV 5819517 9699124 61.39% 11.152%
16 18.298 2550 2552 2572 rVB 339764 712436 4.51% 0.819%
17 18.509 2583 2588 2591 rBV 259178 380763 2.41% 0.438%
18 18.550 2591 2595 2608 rVB 411309 651986 4.13% ©.750%
19 18.756 2627 2630 2642 rVB3 311062 697867 4.42%  0.802%
20 19.356 2728 2732 2734 rBV 217487 285309 1.81% 0.328%

21 19.380 2734 2736 2740 rVV2 229809 355748 2.25%
22 19.433 2741 2745 2751 rVV 318188 696525  4.41%
23 19.503 2752 2757 2777 rVB 3251522 4865297 30.80%
24 19.750 2796 2799 2805 rVB 156088 231949  1.47%
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25 19.956 2828 2834 2844 rBV 12406890 15798784 100.00% 18.165%
26 20.362 2898 2903 2909 rBV 466289 766366 4.85% ©0.881%
27 21.121 3027 3032 3037 rBV 435784 724594  4.59% ©0.833%
28 21.215 3044 3048 3054 rBV 482976 612471 3.88% 0.704%
29 21.421 3080 3083 3088 rVB 230010 263613 1.67% ©.303%
30 21.509 3094 3098 3103 rBV 2455343 3253943 20.60% 3.741%
31 21.786 3141 3145 3151 rBV 478164 753884 4.77% ©.867%
32 23.932 3505 3510 3518 rVB2 1751238 3523768 22.30% 4.052%

33 26.156 3881 3888 3901 rVB2 1301815 4219603 26.71% 4.852%

Sum of corrected areas: 86971737
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc . UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039162.D\data.ms
1.2e+07

1e+07
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4000000 9.110
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Abundance TIC: BM039162.D\data.ms
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Abundance TIC: BM039162.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc . UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T.
5.034 14.29 ng 966288 1,4-Dichlorobenzene-d4 7.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 9
Abundance Scan 297 (5.034 min): BM039162.D\data.ms (-291) (-) m/z 43.00 100.00%
5000
101.0 S | U
720 ‘ ‘ 4.80 5.00 5.20 5.40
Oberrprer et P29 1420 17902089 2670 /7 58.95  60.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L B BN B I
4.80 5.00 5.20 5.40
101.0 m/z 101.00 23.20%
()73.q
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #4529: 2,3-Butanedione, monooxime
43.0
A EAAE R
4.80 5.00 5.20 5.40
5000 m/z 57.95 15.54%
101.0
15.0 ‘
O bbb e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.48%
5000
m/z--> 20 40 60 80 100120140160180200220240260 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc . UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 .beta.-D-Glucopyranose, 1,6... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.439 2.25 ng 256930  Acenaphthene-di0 14.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 86
2 Heptanoic acid 130 C7H1402 000111-14-8 64
3 Pentanoic acid 102 C5H1002 000109-52-4 53
4 D-Allose 180 C6H1206 002595-97-3 53
5 Ethyl .beta.-d-riboside 178 C7H1405 1000126-95-4 45
Abundance Scan 1896 (14.439 min): BM039162.D\data.ms (-1891) (- | m/z 60.00 100.00%
60.0
5000 *J\\/l
1450
970 1510 :
ok, MH‘”“HM b 2071 26192808y 0 57 00 41.46%
miz--> 50 100 150 200 250
Abundance #38155: .beta.-D-Glucopyranose, 1,6-anhydro-
60.0
5000 LN
14.50
29.0 m/z 73.00  33.40%
SRS
O \H\ ‘\‘ ‘\“‘H“ ‘ \‘\ “‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #15393: Heptanoic acid
60.0
——
14.50
5000 ITI/Z 43.00 20.63%
27.0
ol I ‘“FO}-F’;@-Q‘ R
m/z--> 50 100 150 200 250
Abundance #4775: Pentanoic acid T
60.0 14.50
m/z 42.00 16.71%
5000
29.0
A ¥ .
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Tetradecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.727 2.56 ng 339046  Phenanthrene-die 17.333
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 38
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 30

Abundance Scan 2285 (16.727 min): BM039162.D\data.ms (-2279) (- | m/z 73.00 100.00%

73.0 137.0
180.1
5000
s 1700
228.1 ' :
0 u‘“‘u“““i“w“‘ | ”J‘M LS80 395 /2 137.08 90.15%
m/z--> 50 100 150 200 250 300 350
Abundance #109282: Tetradecanoic acid
i73.0
5000 »g 129.0 228.0 L L
’ 16.50 17.00
185.0 m/z 66.60  78.13%
0! ‘H“H\‘ dm“\ {N‘\‘u} “ ‘ \‘m‘\ “\‘ \‘ — “ T T
m/z--> 50 100 150 200 250 300 350
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0
P e
180.0 16.50 17.00
m/z 55.00 67.30%
5000 91.0 /
51.0
0 “‘ H“ \“H W ‘d‘\‘u‘u‘ﬂ “M‘ / “\M“u‘\i\‘ | [ T
m/z--> 50 100 150 200 250 300 350
Abundance #92070: Tridecanoic acid T ——
73.0 16.50 17.00
m/z 43.05 64.007%
5000
129.0
29. 171.0 214.0
ol ‘\“ Ud‘u‘u i ‘m‘\” gl “\ ‘\‘ ‘ “\‘ T —— ——
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\

Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 n-Hexadecanoic acid Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
18.233 73.32 ng 9699120  Phenanthrene-d10 17.333
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 n-Hexadecanoic acid

2 Tetradecanoic acid

3 Tridecanoic acid

4 Pentadecanoic acid

5 8-Methylnhonanoic acid

256 C16H3202
228 (C14H2802
214 C13H2602
242 C15H3002
172 C10H2002

000057-10-3 99
000544-63-8 94
000638-53-9 92
001002-84-2 87
005963-14-4 60

Abundance Scan 2541 (18.233 min): BM039162.D\data.ms (-2527) (- | m/z 73.00 100.00%
5000
129.0
213.2 —— ——
‘ H‘ ‘ 1711 ‘ 256.1 18.00 18.50
o3 p“w 4 I ALl 310 ceee  82.96%
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 — —
129.0 18.00 18.50
3.0 213.0 m/z 43.05 76.30%
H ‘ 171.0 ‘
o ‘J w‘“‘\‘\‘\hh“\ \}‘H‘\CM}H‘M “‘ “‘ “‘u\‘ ‘\‘h‘ X “‘ R RERRE
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
— =
18.00 18.50
5000 m/z 57.10 65.85%
129.0
29. 185.0 228.0
oL ““ ‘uhh“ u‘“‘“ {ML‘H} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ R i
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid —— =
73.0 18.00 18.50
m/z 55.05 60.67%
5000 129.0
29. 171.0
‘ ‘ 214.0
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc . UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.509 2.88 ng 380763 Phenanthrene-d10 17.333
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 97
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 95
3 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 50
4 2-Propenoic acid, 3-(2,4-dimetho... 208 C11H1204 016909-09-4 50
5 .beta.-Asarone 208 C12H1603 005273-86-9 49
Abundance Scan 2588 (18.509 min): BM039162.D\data.ms (-2583) (- | m/z 208.00 100.00%
208.0
165.0
5000
77.0
RN \
39. 122. - 1850
0! ol 12520 3269 s 165.00  54.67%
m/z--> 50 100 150 200 250 300 350
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 s
165.0 18.50
65.0 m/z 137.00  46.34%
Ll
ol ‘\“u }H‘\H\‘u“‘w ‘\}‘u““\‘m‘ M\ “‘um‘ h‘ﬂi‘ pl by g | | .
miz--> 50 100 150 200 250 300 350
Abundance #84448: trans-Sinapaldehyde
208.0
RN \
18.50
5000 165.0 m/z 180.00 29.007%
77.0 122.
|
m/z--> 50 100 150 200 250 300 350
Abundance #84861: 1,2-Dimethoxy-4-(3-methoxy-1-propenyl)benzen — ‘
208.0 18.50
m/z 77.00  28.64%
5000
77.0 1450
oL ““MMN@‘MJN¢WwﬂhMﬂ\ﬂ‘M‘ S N
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\

Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 trans-Sinapyl alcohol Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
18.551 4.93 ng 651986  Phenanthrene-di0 17.333
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 trans-Sinapyl alcohol
2 cis-Sinapyl alcohol
3 Syringylacetone

210 C11H1404
210 C11H1404
210 C11H1404

4 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404

020675-96-1 99
104330-63-4 94
019037-58-2 53
1000116-22-3 50

5 9(10H)-Acridinone, 4-methoxy- 225 C14H11NO2 035308-00-0 43
Abundance Scan 2595 (18.550 min): BM039162.D\data.ms (-2591) (- | m/z 167.00 100.00%
167.0 210.1
5000
121.0 = :
;i \ M Ll
ol \ h‘m I HHW M il bl I N ,25‘3‘-9‘ 550 m/z 210.10  94.26%
m/z--> 50 100 150 200 250 300 350
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 — :
18.50
770 1510 m/z 154.00 40.47%
o) m— hcm‘\‘dr ‘“‘ \\HM H‘“\ e R
m/z--> 0 100 150 200 250 300 350
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
e
18.50
5000 77.0 ITI/Z 77 .00 32.98%
121.0
39.0
0! ‘LWN‘W“ T
m/z--> 50 100 150 200 250 300 350
Abundance #86874: Syringylacetone ——
167.0 18.50
m/z 149.00 32.92%
5000
210.0
43.0 123.0
ol b —
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc . UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 4,4'-(Hexafluoroisopropylid... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.756 5.28 ng 697867  Phenanthrene-di0 17.333
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,4'-(Hexafluoroisopropylidene)d... 336 C15H10F602 001478-61-1 92
2 Phthalic acid, 2-ethylhexyl isoh... 362 C22H3404 1000308-98-5 25
3 2-(Pentyloxycarbonyl)benzoic acid 236 C13H1604 024539-56-8 25
4 4,5-Dihydrobenzo[d]isoxazole, 4,... 267 C16H13NO3 1000303-42-1 22
5 Phthalic acid, cyclohexyl 2-pent... 318 C19H2604 1000315-55-3 22
Abundance Scan 2630 (18.756 min): BM039162.D\data.ms (-2627) (- | m/z 149.00 100.00%
149.0
267.0
5000
57.1 199.0 336.0
P —
‘ | 99.0 ‘ H 18.50 19.00
0 LM Mww‘w dtipech bl b Lol sz 267,00 74.05%
m/z--> 50 100 150 200 250 300 350
Abundance  #243325: 4,4'-(Hexafluoroisopropylidene)dipheno
267.0
336.0
5000 1850  19.00
199.0 : -
99.0 m/z 336.00 29.30%
39.0 ‘ 139.0 ‘ H
0b— \‘ \H““H‘H“‘HE‘\ “‘m‘\W\’“ . H\ “ b w ik ‘u‘ i uu‘ i N ‘ L “‘ —
miz--> 50 100 150 200 250 300 350
Abundance  #271865: Phthalic acid, 2-ethylhexyl isohexyl ester
149.0
P poy
18.50 19.00
5000 ITI/Z 57.10 27.52%
430 g50 251.0
obrdebsd e 38
m/z--> 50 100 150 200 250 300 350
Abundance #118152: 2-(Pentyloxycarbonyl)benzoic acid —— —
149.0 18.50 19.00
m/z 167.00 24.99%
5000 \J\/\\—"
01270 fﬁ'ﬁ 1‘?“5? 19302360 |
- e T e
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 9,12-Octadecadienoic acid (... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.356 2.16 ng 285309  Phenanthrene-die 17.333
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 99
3 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 98
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98
5 9-Octadecyne 250 C18H34 035365-59-4 93
Abundance Scan 2732 (19.356 min): BM039162.D\data.ms (-2728) (- | m/z 67.00 100.00%
67.0
. JJ\\/
09.0 ~ S
19.00 19.50
o“““h“ by 220223602901 35504000 " g1 69 go.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — ——
19.00 19.50
09.0 m/z 55.00 61.82%
280.0
s LLLL L0 10m 0230000
m/z--> 50 100 150 200 250 300 350 400
Abundance #173566: Linoelaidic acid
67.0
= ——
19.00 19.50
5000 ITI/Z 95.00 55.07%
09.0
280.0
o UL psroses 00
m/z--> 50 100 150 200 250 300 350 400
Abundance #173577: 10E,12Z-Octadecadienoic acid — ——
67.0 19.00 19.50
m/z 41.05 50.39%
5000
09.0
‘ 280.0
ol50 L L tsr0res0zare T s
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\

Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

Concentration Rank 13

9 Cyclododecane

R.T EstConc Area Relative to ISTD R.T.
19.380 2.69 ng 355748  Phenanthrene-di10 17.333
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclododecane 168 C12H24 000294-62-2 52
2 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 52
3 n-Tridecan-1-o0l 200 C13H280 000112-70-9 49
4 Cyclotetradecane 196 C14H28 000295-17-0 47
5 Cyclopentadecane 210 C15H3e 000295-48-7 43

Abundance Scan 2736 (19.380 min): BM039162.D\data.ms (-2734) (- | m/z 202.00 100.00%
58.0 202.0
97.1
5000 163.0 AAM
264.1 T PPN
“ ‘ L] | | s57 | 1900 19.50
ob— AL \\h“w“\\‘\u‘\ i, H‘ il \‘\‘ VN I e m/z 55.00 97.20%
m/z--> 50 100 150 200 250 300 350
Abundance #43467: Cyclododecane
55.0
5000 = —
19.00 19.50
J “ 168.0 m/z 83.00 96.04%
OL\!:_)\\‘\““‘ ‘\h\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #211361: Dichloroacetic acid, tridecyl ester
43.0
83.0 =4 e
19.00 19.50
5000 ITI/Z 69.05 93.85%
oL “\“ \\“‘hi\“\ “‘ Iy u“‘ “\ “h‘ " ‘ 18‘2‘0‘ T e e
m/z--> 50 100 150 200 250 300 350
Abundance #76025: n-Tridecan-1-ol — ‘
55.0 19.00 19.50
m/z 43.10 70.11%
5000
s
ol8:aL il L HH‘H_m_m_m_m_ = L
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM@30823.M Tue Mar 28 13:20:38 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc . UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.433 4.28 ng 696525  Chrysene-di12 21.509
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 87
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83

Abundance Scan 2745 (19.433 min): BM039162.D\data.ms (-2741) (+ ' m/z 57.10 100.00%

57.1
5000

m 1 19.50
‘h I

197.1 ‘
omw“ Ly, 971 2531 30033550 428! ., 7110 78.10%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0

5000 T
19.50
m/z 43.10 60.08%
0 H“‘“‘\\ﬂ“u‘?ﬁ?‘q‘““‘2‘??9_”‘_‘”_”‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
1950
5000 ITI/Z 85.10 56.70%
ol Ll 800 2250 ase0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158610: Octadecane, 2-methyl- ——
43.0 19.50
m/z 41.10 19.16%

5000
| %4550 2250

(IR 0 e —
miz--> 50 100 150 200 250 300 350 400 19.50
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Data Path :
Data File :
Acq On : 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
BM@39162.D

Mar 2023 16:10

Operator : CG/JU

Sample
Misc
ALS vial : 8

Quant Method :
Quant Title

TIC Library

. 02090-01

Sample Multiplier: 1

UPS-01-032323

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 Octadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
19.503  29.90 ng 4865300  Chrysene-di12 21.509
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87

4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403

029926-41-8 30
1000382-54-3 25

Abundance Scan 2757 (19.503 min): BM039162.D\data.ms (-2752) (- | m/z 73.00 100.00%
3.0

9.

.

5000 129.1
1851 241.2
| |
fo] “h‘ﬂ‘\‘ ‘H ‘Hh“w \M\ ul ‘ L ‘ nE ‘ NI \ 285 3 . 354" ‘9‘4‘0‘1 .0 . m/z 43.10 85.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid

73.0

%

5000
29
242.0

Ml

0,

5000
125.0 19.50
bo. 1850 2840 m/z 60.00  80.90%
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid
73.0
T
19.50
129.0 m/z 57.10 74.23%

B

m/z--> 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid
73.0 19.50
m/z 55.10 66.46%
5000
129.0
29. 228.0
0 ‘l“ w\ " ,w% A
m/z--> 50 100 150 200 250 300 350 400 19.50
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Data Path

Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
BM@39162.D

: 27 Mar 2023 16:10

: CG/JU

: 02090-01

: 8 Sample Multiplier: 1

Quant Title

TIC Library

UPS-01-032323

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Eicosane Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
20.362 4.71 ng 766366  Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 2903 (20.362 min): BM039162.D\data.ms (-2898) (- | m/z 57.10 100.00%
57.1
5000 NWAVAML/\AWﬁAJv\J
2056 éo%d
207.0 . :
0 m‘_“”“‘ Litpofgl, 28203373 4301489 /7 71 .10 75.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 = -
20.00 20.50
m/z 43.05 59.77%
O \“\ l\ ‘ \u \h”" \l‘\d\ f]‘.ﬂ\e?\l(\) ‘2\2\5\ \()‘ \2\8\‘2\‘0\ TTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
— —
20.00 20.50
5000 m/z 85.05 52.84%
‘H“‘H‘ R e e AR AR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane T —
57.0 20.00 20.50
m/z 55.05 23.12%
. J\W/\,M
oLl L [ 9,169 0 225.0 281.0 337.0 394.0
o B — —
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.121 4.45 ng 724594  Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 87
5 Triacontane, 1-iodo- 548 C30H611 1000406-32-3 87

Abundance Scan 3032 (21.121 min): BM039162.D\data.ms (-3027) (- | m/z 57.10 100.00%
57.1

%

5000
‘ ‘ ‘ ‘131 2070 21.00 21.50
N L Lt brrr 28403410 3990 490 /7 7110 74.91%
m/z--> 0 50 1oo 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 —— ——

21.00 21.50
m/z 43.05 57.84%

O \\“\l\‘\\\“\“‘\l‘\“\{“A\e?\‘o\‘zYz\E\)\()‘\z\s\lz\?\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
— —
21.00 21.50
5000 ITI/Z 85.10 54.73%
0 \‘ 1‘ ‘\ “ I‘ 1‘ ‘\1\69 ‘O 225 O 296 O
H“‘ b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane T —
57.0 21.00 21.50
m/z 55.10 21.17%
- J\Jkﬂ
113.0
0 ‘ ‘ ‘\ n H | ‘\1\69 0225.0 295.0 367.0
L o B e A e R — —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\

Library Search Compound Report

Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10
Operator : CG/JU

Sample : 02090-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

UPS-01-032323

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 1-Heneicosyl formate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.215 3.76 ng 612471  Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 Cyclohexadecane 224 C16H32 000295-65-8 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 3048 (21.215 min): BM039162.D\data.ms (-3044) (- | m/z 57.10 100.00%
7.1

5
5000

—— —
{ 1%5'1 21.00 21.50
O l

L1, 2090 2810 3601 4621 549
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate

A A e S m/z 43.05 84.30%

I3:]
~Jl
o

5000 — —
21.00 21.50
125.0 m/z 83.10 82.86%
{ } } 182.0 294.0
O\\\‘\\‘\\“‘T‘\h\‘!‘”\‘\\‘\“\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
—— —
21.00 21.50
5000 m/z 55.00 79.72%
5.0
} 224.0
okl b e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326112: Heptadecyl heptafluorobutyrate —— —
57.0 21.00 21.50

m/z 69.10 70.12%

5000
1%50
J | 2380

434.0
0 ‘\|\m‘iw‘m\“‘u\\‘m\‘\‘u\\‘\u\‘HHWHWHWH‘\ “

T \
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_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc . UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Octacosane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.786 4.63 ng 753884  Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane, 1-iodo- 548 C30H61I 1000406-32-3 91
5 Octacosane, 1l-iodo- 520 C28H571 1000406-32-2 91
Abundance Scan 3145 (21.786 min): BM039162.D\data.ms (-3141) (- | m/z 57.10 100.00%
57.1
—— —
‘ " ﬁ 191.0 281.0 21.50 22.00
O rd i d L b ok 0 88514150 4761 1y ;71,05  74.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — ——
21.50 22.00
m/z 43.10 58.07%
N LT 289022500810 3650
\\11‘\\1\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
—— —
21.50 22.00
5000 m/z 85.05 56.01%
AR ‘H““w“u R e R RERE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane T —
57.0 21.50 22.00
m/z 55.00 22.07%
. i 16902250 2950
H“‘H“‘H“‘H“ R T e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acq On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc . UPS-01-032323

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.156  23.95 ng 4219600  Perylene-di2 23.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 99
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 86
4 Campesterol 400 C28H480 000474-62-4 62
5 Ergost-7-en-3-0l, (3.beta.)- 400 C28H480 026047-31-4 43

Abundance Scan 3888 (26.156 min): BM039162.D\data.ms (-3881) (- | m/z 43.10 100.00%

43.1
105.0
5000 :

——
yl 26.00 26.50
Ow‘\“”“w | m/z 55.10  67.96%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol
43.0

5000 — e
414.0 26.00 26.50

2130 303.0 m/z 105.00 61.51%

ol ‘J‘\ .“M \‘IJ‘MMMW ‘Mw \‘m‘ ‘IJ ‘u“‘ Ji‘ ‘ ‘ : ‘ e ‘} ‘M ‘ ‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310595: .beta.-Sitosterol
43.0

T
26.00 26.50
5000 m/z 107.00 60.43%

414.0
2550 329.0
I M I ﬁﬂ
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- T —
43.0 26.00 26.50

m/z 57.10 60.32%

5000 145.0 382.0
‘ 213.0 590
L J‘ “ ‘L

0l w‘uw — —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.00 26.50

O
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32723\
Data File : BM@39162.D

Acqg On : 27 Mar 2023 16:10

Operator : CG/JU

Sample : 02090-01

Misc . UPS-01-032323

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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-... 5.034 14.3 ng 966288 1  7.945 1352060 20.0
.beta.-D-Glucop... 14.439 2.3 ng 256930 3 14.586 2285410 20.0
Tetradecanoic acid 16.727 2.6 ng 339046 4 17.333 2645670 20.0
n-Hexadecanoic ... 18.233 73.3 ng 9699120 4 17.333 2645670 20.0
3,5-Dimethoxy-4... 18.509 2.9 ng 380763 4 17.333 2645670 20.0
trans-Sinapyl a... 18.551 4.9 ng 651986 4 17.333 2645670 20.0
4,4' - (Hexafluor... 18.756 5.3 ng 697867 4 17.333 2645670 20.0
9,12-Octadecadi... 19.356 2.2 ng 285309 4 17.333 2645670 20.0
Cyclododecane 19.380 2.7 ng 355748 4 17.333 2645670 20.0
Nonadecane 19.433 4.3 ng 696525 5 21.509 3253940 20.0
Octadecanoic acid 19.503 29.9 ng 4865300 5 21.509 3253940 20.0
Eicosane 20.362 4.7 ng 766366 5 21.509 3253940 20.0
Heneicosane 21.121 4.5 ng 724594 5 21.509 3253940 20.0
1-Heneicosyl fo... 21.215 3.8 ng 612471 5 21.509 3253940 20.0
Octacosane, 2-m... 21.786 4.6 ng 753884 5 21.509 3253940 20.0
.gamma.-Sitosterol 26.156 23.9 ng 4219600 6 23.933 3523770 20.0
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