LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132713.D

Acqg On : 09 Mar 2023 12:24
Operator : CG\JU

Sample : 01829-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF132713.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.604 340 343 348 rBV 97765 100656 2.29% 0.290%
2 5.210 441 446 456 rVB 1532289 1941243 44.18% 5.597%
3 5.610 510 514 518 rBV 3857001 3838286 87.35% 11.067%
4 6.610 680 684 694 rBV 3689729 3851314 87.65% 11.104%
5 6.981 743 747 750 rBV 1303429 1104899 25.15% 3.186%
6 7.545 838 843 846 rBV 3013968 2545399 57.93% 7.339%
7 8.263 962 965 968 rBV 1752145 1425340 32.44% 4.110%
8 9.339 1144 1148 1151 rBV 5268068 4394100 100.00% 12.669%
9 9.604 1189 1193 1196 rBV 226975 182462 4.15% 0.526%
10 9.922 1243 1247 1249 rBV 80466 78285 1.78% 0.226%

11 10.027 1261 1265 1268 rBV 1921236 1651389 37.58%
12 10.739 1381 1386 1391 rVB 602290 496697 11.30%
13 10.822 1395 1400 1403 rBV 3197847 2784084 63.36%
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14 11.110 1446 1449 1453 rBV 99836 92237 2.10% 266%
15 11.369 1490 1493 1496 rVB 112466 91896 2.09% 265%
16 11.410 1496 1500 1502 rBV2 95178 79534  1.81% 229%

17 11.521 1515 1519 1522 rBV 1908355 1578322 35.92%
18 12.033 1601 1606 1620 rBV2 840669 930955 21.19%
19 12.745 1722 1727 1735 rBV 178263 240115 5.46%
20 12.821 1737 1746 1751 rVW 316635 384028 8.74%
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21 12.974 1760 1766 1773 rBV 215811 290382 6.61% ©.837%
22 13.039 1774 1777 1779 rVB 116010 99689 2.27% 0.287%
23 13.110 1785 1789 1793 rBV 3994225 3564024 81.11% 10.276%
24 13.998 1937 1946 1953 rVB2 304152 433869 9.87% 1.251%
25 14.180 1967 1971 1974 rBV 1277572 1176078 26.76%  3.391%

26 14.204 1974 1975 1980 rVB2 101009 81168 1.85% 0.234%
27 14.768 2068 2071 2073 rBV 81084 86545 1.97% ©0.250%
28 15.262 2152 2155 2158 rBV 77563 100267 2.28% ©.289%
29 15.721 2229 2233 2240 rVB2 799924 1059351 24.11% 3.054%

Sum of corrected areas: 34682614

8270-BF022223.M Fri Mar 10 12:35:45 2023 Pag 1



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 09 Mar 2023 12:24
: CG\JU
: 01829-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30923\
BF132713.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF132713.D\data.ms
5000000
4000000 5.610 6.610
3000000 7.545
2000000
5.210
6.981
1000000
4.604
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
Time--> 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80
Abundance TIC: BF132713.D\data.ms
5000000 9.339
13.110
4000000
10.822
3000000
. 11.521
2000000{ g 963 10.027
1000000
10.739
| ML |_uiottges
: —— —r— T —_— e e — — e
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF132713.D\data.ms
5000000
4000000
3000000
2000000
14.180
15.721
1000000
13.998 |04 14.768 15.262
e
0 T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T ‘ T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132713.D

Acq On : 09 Mar 2023 12:24
Operator : CG\JU

Sample : 01829-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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.
5.210 35.14 ng 1941240  1,4-Dichlorobenzene-d4 6.981

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
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 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 446 (5.210 min): BF132713.D\data.ms (-441) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 NSSRNNEN | G
4.80 5.00 5.20 5.40 5.60
L 83.0 .
O b bl e e e m/z 58.95 64.10%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L B R R
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.00  23.13%
1) m‘ 83\ 0
OH‘HH‘\\H‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
s A maR o
4.80 5.00 5.20 5.40 5.60
5000 ITI z 58.00 16.52%
41.0
27.0 101.0
oH_m“h"“‘“m_ul:;”ﬁ?c?_mw“‘w‘w_wmww
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester \““\“‘w““v“‘w“
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.61%
5000 41.0
o A=Y 1260 1420
H‘HH_‘H_‘H_H‘_H‘_Hw‘HWH‘WHH‘HH‘HH_‘H_H“ BRARRREEEEEEEE SRR
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132713.D

Acq On : 09 Mar 2023 12:24
Operator : CG\JU

Sample : 01829-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 3H-3a,7-Methanoazulene, 2,4... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

o604 2.21ng 182462 Acenaphthene-d10 10.028

Hit# of 5 Tentative ID MW MolForm CAS# Qual

H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 96
H-Cyclopropa[a]naphthalene, 1la,... 204 C15H24 000489-29-2 93
,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 87
aphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 76
H-1,3-Oxazine, 2-[(2,6-dimethyl... 204 C12H16N20 054708-09-7 76

uih wNneE
NZFPPEFPW

Abundance Scan 1193 (9.604 min): BF132713.D\data.ms (-1189) () | m/z 204.10 100.00%
204.1

5000 105.0 161.1
133.0

a0 e —
LT I AP
el Ml Mt L L L2888 7 189,10 85.97%

miz—> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #80483: 3H-3a,7-Methanoazulene, 2,4,5,6,7,8-hexahydra

o

204.0
41.0 105.0 A
5000 "t P
133016L0 9.50 10.00
‘ m/z 105.00 48.44%
O‘H\\“HH‘\“\‘H\\“‘\H“\“\‘U\‘M“WMHW M‘H‘HH‘HH“H\‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80539: 1H-Cyclopropa[a]naphthalene, 1a,2,3,3a,4,5,6,7

189.

161.0 8p.0
‘ ‘ R
a1 105.0 9.50 10.00
so00] 44° 133.0 m/z 118.95  47.81%

04
m/z--> 20 40 60 80 100120140160180200220240260 MA

Abundance #80265: 1,2,4,8-Tetramethylbicyclo[6.3.0]Jundeca-2,4-dier e : w/““‘ 1
204.0 9.50 10.00

m/z 161.10  44.21%

5000

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132713.D

Acq On : 09 Mar 2023 12:24
Operator : CG\JU

Sample : 01829-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.739 6.02 ng 496697  Acenaphthene-d10 10.028
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 47
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1386 (10.739 min): BF132713.D\data.ms (-1381) (- m/z 104.95 100.00%
105.0
77.0
5000 182.0
51.0 — s
10.50 11.00
152.0
b it e 228070 L2181 7 77.00 64.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000 — —t
182.0 10.50 11.00
51.0 m/z 182.00  50.83%
P L D IR N 1520 )
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘1\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38965: Benzoyl isothiocyanate
105.0
77.0 —— —
10.50 11.00
5000 m/z 51.00 20.58%
51.0
ou‘?ppw‘ﬁ“HMM“H‘ﬁ“ﬁs%q‘u‘_“w‘u‘_‘u“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32008: Acetophenone, 2-chloro- —— r—
105.0 10.50 11.00
m/z 181.00 8.23%
77.0
5000
51.0
0270 154.0
L B R EmmmE o s P —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132713.D

Acq On : 09 Mar 2023 12:24

Operator : CG\JU

Sample : 01829-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 4 n-Hexadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
12.033 11.80 ng 930955 Phenanthrene-d10 11.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1606 (12.033 min): BF132713.D\data.ms (-1601) (- m/z 73.00 100.00%
73.0
43.0
5000
129.1
213.2 —1 ‘
‘ ‘ ‘ ‘ 171.1 ‘ 256.1 12.00
oLk W‘w w”‘“ bl ] “u\ by b m/z 59.95 77.72%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 1
129.0 12.00
213.0 m/z 43.00 68.73%
H ‘ 171.0 ‘
01‘4‘0 ‘\\ w“\‘\‘\‘\hh“\ \‘\‘H‘\ i H‘w\ | “‘ “‘ “‘u\‘ A h‘ . “ N
m/z--> 50 100 150 200 250
Abundance #109283: Tetradecanoic acid
73.0
— T T
12.00
5000 43.0 129.0 m/z 57.10  60.72%
185.0
228.0
ol ‘M ‘u‘n‘ ‘H“H“ ‘\h\“‘ “M‘\‘ wl “ | L, “‘ s \‘ — ‘\‘ —
miz--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid = ‘
43.0 73.0 12.00
m/z 55.00 56.51%
5000 129.0
199.0 2420
ok H\\‘u‘u‘ ‘ H‘\‘\\‘\“m} “\1‘5?(3 ;“‘ A1 : =
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132713.D

Acq On : 09 Mar 2023 12:24
Operator : CG\JU

Sample : 01829-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.745 3.04 ng 240115 Phenanthrene-d10 11.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fluoranthene 202 C16H1e 000206-44-0 94
2 Pyrene 202 CleH1ie 000129-00-0 90
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 68
4 1-Leucyl-1-leucine, N,N'-dimethy... 528 C29H56N206 1000328-59-7 50
5 1-Leucine, N-methyl-N-(2-methoxy... 499 C29H57NO5 1000328-55-2 50

Abundance Scan 1727 (12.745 min): BF132713.D\data.ms (-1722) (- m/z 202.00 100.00%
0

202.
5000

101.0 12.50 13.00
55.0 149.9 ‘
S e PN R i“w“d“?324q2§?9 —  m/z 200.16  19.85%
miz--> 50 100 150 200 250
Abundance #78088: Fluoranthene
202.0

5000 el e
12.50 13.00

m/z 201.10  14.90%

101.0
0 630 | 1500 |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #78086: Pyrene
202.0

ey e
12.50 13.00

5000 m/z 203.05  14.89%
101.0
o so | a0 L
miz--> 50 100 150 200 250
Abundance  #78093: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- P “
202.0 12.50 13.00

m/z 100.95 8.78%

5000
@0 010 00
L L ll \i " L . A

T L "
L L B I B B BN LB I T

m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132713.D

Acq On : 09 Mar 2023 12:24
Operator : CG\JU

Sample : 01829-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 6 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.821 4.87 ng 384028 Phenanthrene-die 11.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Heneicosanoic acid 326 C21H4202 002363-71-5 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 89
Abundance Scan 1740 (12.821 min): BF132713.D\data.ms (-1737) (-) ' m/z 72.95 100.00%
73.0
5000 1291 J\N
185.1 241.1 - —
‘ ‘ 284.1 12.50 13.00
ol 3 bbb b b 173258 s epee 77.97%
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 = ——
’ 284.0 o
185.0 5410 ‘ m/z 43.00 77.79%
0 H\““h\”‘”l ‘\“ T by \“ \“\ “ T ‘\ \“ “\ T \‘\ L
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
— ——
129.0 256.0 12.50 13.00
m/z 57.10 75.02%
5000 213.0
29.0 ‘ :T.71.0
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid — —
43.0 12.50 13.00
m/z 55.00 61.18%
5000
20 129.0 242.0
: 199.0
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132713.D

Acq On : 09 Mar 2023 12:24
Operator : CG\JU

Sample : 01829-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.998 7.38 ng 433869  Chrysene-d12 14.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Hexacosene 364 C26H52 018835-33-1 91
Abundance Scan 1940 (13.998 min): BF132713.D\data.ms (-1937) (- m/z 57.10 100.00%
7.1
5000
111.1 //JL\J\»‘
——
2291 14.00
53.0 :
ol ALLLL H e b 27323153 398y 55,00 88.98%
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0
111.0
5000 T
14.00
m/z 83.10 85.06%
O T \“\‘ ‘\““ T ‘\‘ T ‘ ‘H‘ ]W “h\ h\ 1\-9\5‘\0\2\3\8 P\ T \3‘0§ \()\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
——
14.00
s000]  44Y m/z 97.10  81.54%
25.0
0 \h \‘\ Il i ‘ \‘ L\ \h ]H6\7 0210 O 280'0
i et
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol T
57.0 14.00
m/z 43.00 78.93%
111.0
5000
ol L L 111 11%80195.0237.0280,03220 3780
iy “‘ A e e e ——
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132713.D

Acqg On : 09 Mar 2023 12:24
Operator : CG\JU

Sample : 01829-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-... 5.210 35.1 ng 1941240 1 6.981 1104900 20.0
3H-3a,7-Methano... 9.604 2.2 ng 182462 3 10.028 1651390 20.0
Benzophenone 10.739 6.0 ng 496697 3 10.028 1651390 20.0
n-Hexadecanoic ... 12.033 11.8 ng 930955 4 11.522 1578320 20.0
Benzene, 1,1'-(... 12.745 3.0 ng 240115 4 11.522 1578320 20.0
Octadecanoic acid 12.821 4.9 ng 384028 4 11.522 1578320 20.0
n-Tetracosanol-1 13.998 7.4 ng 433869 5 14.180 1176080 20.0
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