LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc :

ALS vial : 6 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-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38728.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.987 296 306 320 rBV 441171 621151 6.92% 2.086%
2 5.463 380 387 395 rBV 1229006 1736858 19.35% 5.831%
3 7.075 652 661 672 rBV 766532 1179598 13.14% 3.960%
4 7.898 792 801 807 rBV 184885 281446  3.13% 0.945%
5 9.081 994 1002 1010 rBV 1088513 1723645 19.20% 5.787%

6 10.710 1270 1279 1285 rBV 202830 335022 3.73% 1.125%
7 13.169 1690 1697 1703 rBV 3426635 4674253 52.06% 15.694%
8 14.539 1924 1930 1938 rBV 326360 456872 5.09% 1.534%
9 16.033 2177 2184 2194 rBV 2894279 3745493 41.72% 12.575%
10 17.286 2391 2397 2402 rBV 381395 520939 5.80% 1.749%

11 17.662 2448 2461 2479 rVB6 29284 135787 1.51% 0.456%
12 18.174 2534 2548 2557 rBV 615416 935550 10.42% 3.141%
13 18.462 2592 2597 2601 rBV 81058 118622 1.32% 0.398%
14 18.509 2601 2605 2615 rVB2 91969 167289 1.86% 0.562%
15 19.327 2734 2744 2755 rBV2 85695 248167 2.76% 0.833%
16 19.445 2759 2764 2775 rBV 380533 524168 5.84% 1.760%
17 19.909 2837 2843 2847 rBV 8652696 8978111 100.00% 30.144%
18 20.380 2917 2923 2929 rVB2 71059 156561 1.74% 0.526%
19 21.203 3058 3063 3071 rBV 102638 192285 2.14% 0.646%
20 21.462 3103 3107 3116 rVB 516767 613123 6.83% 2.059%
21 21.933 3182 3187 3194 rBV 103382 168942 1.88% 0.567%
22 22.721 3317 3321 3328 rVB3 75535 150555 1.68% 0.505%
23 22.980 3361 3365 3371 rVB7 86724 166777 1.86% 0.560%
24 23.844 3506 3512 3520 rVB2 414142 803973 8.95% 2.699%
25 25.521 3788 3797 3816 rVB3 318832 1148901 12.80% 3.857%
Sum of corrected areas: 29784088
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

: 14 Feb 2023 13:48
: CG/JU
: 01442-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21423\
BM@38728.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM038728.D\data.ms

5.463 9.081

7.075

4.987 7.898 10.710

N
L e B Ly I B L B Y L B

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Time-->

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM038728.D\data.ms
19.009

13.169
16.033

18.174
. 19,44
14.539 17.286 198 Y 5 L

17662 | 1BED 20.380

0
1

2.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

et N
L R R

Time-->

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM038728.D\data.ms

21.462 23.844
21203] 21988 22722080 | 25,521

N
L e L L I L B I Iy L ) L O B BB

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.987 44.14 ng 621151 1,4-Dichlorobenzene-d4 7.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
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 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 306 (4.987 min): BM038728.D\data.ms (-296) (-) m/z 43.00 100.00%
3.0
5000
101.0
R EEE B
4.60 4.80 5.00 5.20 5.40
Ot B 2089 /7 s9.10 61.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LA B I
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  29.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime
43.0
s Eaaa BRI
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.51%
101.0
15.0
0 ! il ‘ 69.0 I
e A A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.72%
5000
0 37\ \‘H 12§0
et Pt A
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 2 Tritetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.662 5.21 ng 135787  Phenanthrene-di0 17.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tetratetracontane 619 C44H99 007098-22-8 90
4 9-methylheptadecane 254 C18H38 026741-18-4 90
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 90
Abundance Scan 2461 (17.662 min): BM038728.D\data.ms (-2448) (- | m/z 57.05 100.00%
57.0
5000
o P
} . M 17.50 18.00
obhlidLliia909 2810 wm/z 71.e5 82.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 J\W P
17.50 18.00
m/z 43.05 75.72%
0 [ l fp7.0 ;97 0267.0337.0  463.0 533.0 604.0
\\‘HT TYWH‘HH 1\H‘HH‘1\H[\Hf‘\HWHH‘HH’HH’\H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262013: Pentacosane
57.0
= -
17.50 18.00
5000 m/z 85.05 61.27%
H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘V“
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 j\\NWA
Abundance #347240: Tetratetracontane R e
57.0 17.50 18.00
m/z 40.95 29.12%
5000
0 ‘l | 127-0197.0 267.0337.0 4630 561.0
A A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.174 35.92 ng 935550  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2548 (18.174 min): BM038728.D\data.ms (-2534) (- | m/z 73.00 100.00%

73.0
43.0
5000 129.0
2131 — —
1 17l 256.1 18.00 1850
Ol Al m/z 59.95 80.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T IR
18.00 18.50
1710 2130 2560 m/z 43.05 67.45%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
73.0
43.0
e =
18.00 18.50
5000 m/z 41.00 62.34%
129.0
171.0 214.0
0 m‘\‘m‘i‘\‘u”!” ol
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid — ==
43.0 73.0 18.00 18.50
m/z 55.00 59.14%
5000 129.0
‘ 199.0 2420
O‘H‘AHWMmM 18, P Bt
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 4 trans-Sinapaldehyde Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.462 4.55 ng 118622  Phenanthrene-di0 17.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 90
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 76
3 N-(7-Amino-2,3-dihydro-benzo[1,4... 208 C10H12N203 1000318-06-1 53
4 Phenanthrene, 9-methoxy- 208 C15H120 005085-74-5 50
5 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 46
Abundance Scan 2597 (18.462 min): BM038728.D\data.ms (-2592) (- 208.00 100.00%
208.0
164.9
5000 '

( 1850
ol 280.¢ 164.95  62.60%

m/z--> 20 40 60 80 100120 140160180200 220240260280
Abundance #84448: trans-Sinapaldehyde
208.0
5000 165.0

137.0777" 18.50
137.00  51.94%

0 105.0
‘ T \ T \“‘ ‘\ \‘H‘\ ““\“‘\‘ \‘h“‘i‘ \‘ \‘M\ \H\H\ \w‘\ T \‘H\ ‘ \W”\ T “‘\‘\ T TT \ T ‘ T ‘\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100 120140160180200 220240260280
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0

o

18.50
5000 165.0 177.00 34.78%
50 137.0 ‘
o ‘L‘H»\m\uM YRR O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84326: N-(7-Amino-2,3-dihydro-benzo[1,4]dioxin-6-yl)-a
165.0 208.0 18.50

m/z 180.00  33.32%

5000 1100
43.0
82.0
0 L“TW'TW”TW”TW WYY LA AN

m/z--> 20 40 60 80 100120140160180200 220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48

Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 trans-Sinapyl alcohol Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
18.509 6.42 ng 167289  Phenanthrene-di0 17.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 87
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 86
3 6-Methyl-3-pyridazinol 182 C8H14N20Si 1010484-85-4 43
4 benzaldehyde, 2-hydroxy-4-nitro- 167 C7H5NO4 1000404-52-2 38
5 4'-(.beta.-Chloroethyl)acetophenone 182 C10H11Cl0 069614-95-5 38

Abundance Scan 2605 (18.509 min): BM038728.D\data.ms (-2601) (- | m/z 167.00 100.00%
167.0
210.1
5000
77.0
‘ 121.0 1850 f
39.0 ‘ :
oL \‘hWWMMNMMWMWMMWHM“WMM”N‘ “ — ‘?QL} m/z 210.05 67.67%
miz--> 50 100 150 200 250
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 g :
18.50
70 1510 m/z 154.80 37.10%
39.0 ‘ ‘
o) mm— . i\‘\““\“\\“ ‘\H;\‘\}‘H\L‘““Hu“ ”Hl“‘” ‘hhm‘ \w”u‘\m“ “‘i“ - “ ———
miz--> 50 100 150 200 250
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
18.50
5000 77.0 m/z 149.00  29.047%
121.0
39.0
0! \‘\H“u MH;\‘M ‘M\M M‘u‘\\h“ [ .
m/z--> 50 100 150 200 250
Abundance #57406: 6-Methyl-3-pyridazinol =
167.0 18.50
m/z 77.00 27.05%
5000
73.0
oL 430 | 10s01370 | |
e S — ——
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : 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 6 1-Octadecanesulphonyl chloride Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.327 9.53 ng 248167  Phenanthrene-di0 17.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 87
2 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 86
3 Tritetracontane 605 C43H88 007098-21-7 83
4 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 83
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 74

Abundance Scan 2744 (19.327 min): BM038728.D\data.ms (-2734) (- | m/z 57.05 100.00%
57.0
J i 163.0 19.00 1950
' 266.8 : :
o‘u‘pme%WMJHuM‘H_uH‘H‘W‘HW‘H‘W‘H‘HH‘H‘W“ m/z 71.85 72.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 = s
19.00 19.50
m/z 43.00 64.87%
OHJ\ f\jh%sf.‘(?ZBSIO’
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #160987: Carbonic acid, tridecyl vinyl ester
57.0
= —
19.00 19.50
5000 m/z 85.10 56.72%
oollllgpe w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane = T
57.0 19.00 19.50
m/z 40.95 35.08%
- JJLM
b ‘ j 1270197.0 267.0337.0  463.0 533.0 604.
A e e e e e 7 F
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.445 17.10 ng 524168  Chrysene-d12 21.462
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 2764 (19.445 min): BM038728.D\data.ms (-2759) (- | m/z 73.00 100.00%
73.0
43.0
5000 129.1
1851 o410 —
‘ ‘ 284.1 19.50
oL ‘c“‘ ‘u‘u‘ W “H“‘ \ ‘M bl o “‘ s “ ol - ‘L‘ m/z 59.95 85.39%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.C =
1850 2410 19.50
‘ m/z 43.05 79.18%
oL— \“‘ ‘H‘H h!‘u‘u‘\‘w‘ Hh“m}‘\\“ ‘mM u‘\‘ “\‘ “\ ; \‘ “ - L‘ ‘\ ‘\‘ ; “‘
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
—
19.50
5000 129.0 m/z 57.05 64.35%
oL— ‘\‘ m ‘H‘M UH ‘\H‘HH Hhu\ M\‘ u} “‘ ‘1‘61‘0;“ ‘i SN— “\ — —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T
60.0 19.50
m/z 55.00 62.98%
5000 129.0
97.0 1710 2130 256.0
o) M— ‘M‘H‘H W “H“‘\‘ Hhu\ ;‘H‘\‘ ul ‘\ ‘ “‘ “ “‘ \‘ “‘ - - - —
m/z--> 50 100 150 200 250 19.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM021423\

Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS vial : 6

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 8 Tetratetracontane Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
20.380 5.11 ng 156561  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratetracontane 619 C44H909 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2923 (20.380 min): BM038728.D\data.ms (-2917) (- | m/z 57.10 100.00%
57.1

-

5000
411 20.00 20.50
210.0
o,‘%‘mwg‘r’59 m/z 71.05  73.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 - P
20.00 20.50
m/z 43.00  72.89%
0 [ ER7-0197.0 267.0337.0407.0 491.0562.0
‘\\\\’\H\‘\\\\‘\\\f1\\Y[\1T\‘T\\WI\\\\\\\\‘\\\\‘\\\\‘\\\\‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #275537: Hexacosane
57.0
20.00 20.50
5000 ITI/Z 85.10 56.01%
o L0 107.0267.0 367.0
_‘H,HH‘HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘MH‘_H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- — T
57.0 20.00 20.50
m/z 41.05 29.07%
B ﬂMWMWMJRﬂWﬂkAwﬂVWMwNW
L sz oo
_H‘VH‘_‘H_‘H_‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H P —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 9 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.203 6.27 ng 192285  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Heneicosane 296 (C21H44 000629-94-7 91
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3063 (21.203 min): BM038728.D\data.ms (-3058) (- | m/z 57.05 100.00%

57.0
5000

\ LN
207.0 21.00 21.50
0 W\WM M\Md\uu el 282.0 355.0 m/z 71.05 84 .88%

\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 = ==
21.00 21.50

m/z 43.10 67.31%

6 | 1] 114391830 2250 26703080367
T T ‘ L ‘ T T ‘ =TT T ‘ T T ‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane

57.0

T
21.00 21.50

5000 m/z 85.10 62.20%
9.0
oLl 70 141018302050 2820
A L A L e e I
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T T
57.0 21.00 21.50

m/z 54.95  25.86%

5000
9.0
150 ‘L || 11018302250 2960

T —
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Octacosane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.933 5.51 ng 168942  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 3187 (21.933 min): BM038728.D\data.ms (-3182) (- | m/z 57.10 100.00%
57.1
o Ju
‘ 22.00
9.1 283.0 .
ol hh M‘ [1q00.2250,2830 3420 4291 489. /0 1 o5 g1.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 1
22.00
m/z 85.05 65.57%
113.0
0 ‘ \‘\ u' h H M | ‘\1\69 0 225.0 295.0 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
—
22.00
5000 m/z 43.00 63.08%
ol } } | ﬁl 1109022502810 3650
R B A R m
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane —
57.0 22.00
m/z 55.00 25.33%
5000
oL A0 s0 w0 -
m/z--> 50 100 150 200 250 300 350 400 450 22.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21423\

BM@38728.D
: 14 Feb 2023 13:48
: CG/JU
: 01442-02
: 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Hexadecane, 7,9-dimethyl- Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
22.721 3.75 ng 150555 Perylene-d12 23.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 78
2 Heneicosane 296 C21H44 000629-94-7 74
3 Hentriacontane 437 C31H64 000630-04-6 74
4 Heptacosane 380 C27H56 000593-49-7 74
5 Octacosane 394 (C28H58 000630-02-4 74

Abundance Scan 3321 (22.721 min): BM038728.D\data.ms (-3317) (- | m/z 57.10 100.00%

57.1
5000

— —
13.0 22.50 23.00
0Lt ““ ““ ]"w“” 88 “ L2880 SHL M5z 7110 81.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0
5000 e L
22.50 23.00

m/z 43.05 76.60%

155.0
ol d kb jio90, || 2390
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0

— T
22.50 23.00
5000 ITI/Z 85.10

| M‘ ! h “\ a 1690 2250 296.0

m/z--> 0 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane — T
57.0 22.50 23.00
m/z 55.05 32.60%

- /\WWAA/\/\/M
uhl \ 1] d 1 \690 225.0

309.0 365.0 437.
(RN I 10 1 N S W S s A s A — —

m/z--> 50 100 150 200 250 300 350 400 22.50 23.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 12 unknown22.980 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.980 4.15 ng 166777  Perylene-di12 23.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetamide, N-(4-oxothiazolidin-2... 158 C5H6N202S 037641-15-9 14
2 (S)-2-Cyclopentyl-3-phenylbut-3-... 211 C15H17N 1000482-81-2 14
3 Hydrocinnamamide, N-(2-naphthyl)- 275 C19H17NO 055685-46-6 11
4 2,3-Dihydro-1H-benzo[d]pyrrolo[1... 158 C10H1@N2 1000443-06-8 11
5 Succinic acid, naphth-2-ylmethyl... 342 C21H2604 1000389-62-2 11

Abundance Scan 3365 (22.980 min): BM038728.D\data.ms (-3361) (- | m/z 143.00 100.00%

43.0 143.0
5000 |
An A ™

ol

m/z--> 50 100 150 200 250 300 350 400
Abundance  #34831: Acetamide, N-(4-oxothiazolidin-2-ylidene)-
43.0 143.0

5000

—
23.00
m/z 129.00  68.34%

s
O‘Y_T‘Jm"w }H\H\‘\‘h\l\‘ ‘}\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #88807: (S)-2-Cyclopentyl-3-phenylbut-3-enenitrile

143.0

7
23.00

5000 m/z 119.00 62.90%
41.0
0 “Jﬂwﬁ%%$‘ktv““‘%¥%q N
m/z--> 50 100 150 200 250 300 350 400
Abundance #167525: Hydrocinnamamide, N-(2-naphthyl)- ——
143.0 23.00

m/z 135.00 61.22%

5000
91.0
275.0
0

39.
b gl 217.0 |

7
m/z--> 50 100 150 200 250 300 350 400 23.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acq On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 .beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.521  28.58 ng 1148900  Perylene-di12 23.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 96
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
3 (3S,85,9S,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 83
4 Ergost-7-en-3-0l, (3.beta.)- 400 C28H480 026047-31-4 25
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 25

Abundance Scan 3797 (25.521 min): BM038728.D\data.ms (-3788) (- | m/z 43.10 100.00%

9.

145.0
5000 oL 213.1
303.3
. T
‘ 25.50
0o Al m/z 145.80  65.26%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
5000 T — :
25.50
m/z 57.05 57.89%
O T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
LN T
25.50

5000 5.0 m/z 105.00 55.07%
)

2130  303.0
ol \\M iy | ‘\\“25‘M N ‘\35‘40‘\ ‘M 1
m/z-> 0 50 100 150 200 250 300 350 400

Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- — ‘
3.0 25.50

m/z 55.10  54.00%

5000 91.0 145.0 382.0

2130 ,g90
Ob iy 3{0 B
m/z—> 0 50 100 150 200 250 300 350 400 25.50

=
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38728.D

Acqg On : 14 Feb 2023 13:48
Operator : CG/JU

Sample : 01442-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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-... 4.987 44.1 ng 621151 1 7.898 281446 20.0
Tritetracontane 17.662 5.2 ng 135787 4 17.286 520939 20.0
n-Hexadecanoic ... 18.174 35.9 ng 935550 4 17.286 520939 20.0
trans-Sinapalde... 18.462 4.5 ng 118622 4 17.286 520939 20.0
trans-Sinapyl a... 18.509 6.4 ng 167289 4 17.286 520939 20.0
1-Octadecanesul... 19.327 9.5 ng 248167 4 17.286 520939 20.0
Octadecanoic acid  19.445 17.1 ng 524168 5 21.462 613123 20.0
Tetratetracontane 20.380 5.1 ng 156561 5 21.462 613123 20.0
Hexacosane 21.203 6.3 ng 192285 5 21.462 613123 20.0
Octacosane, 2-m... 21.933 5.5 ng 168942 5 21.462 613123 20.0
Hexadecane, 7,9... 22.721 3.8 ng 150555 6 23.844 803973 20.0
unknown22.980 22.980 4.2 ng 166777 6 23.844 803973 20.0
.beta.-Sitosterol  25.521 28.6 ng 1148900 6 23.844 803973 20.0
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