LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080122\
Data File : BF129474.D

Acqg On : 01 Aug 2022 15:30
Operator : CG\JU

Sample : N3977-01

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_ F\Methods\8270-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129474.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.099 475 478 486 rVB 56878 66721 1.25% 0.251%
2 5.510 544 548 562 rBV 2007770 1801221 33.61% 6.778%
3 6.522 716 720 729 rBV 1219748 1081747 20.19% 4.071%
4 6.875 776 780 783 rBV 1226267 1031467 19.25% 3.881%
5 7.440 871 876 879 rBV 3255687 3063344 57.16% 11.527%
6 8.157 994 998 1001 rBV 1677040 1347100 25.14% 5.069%
7 8.681 1083 1087 1089 rBV 67193 76922 1.44%  0.289%
8 8.916 1125 1127 1130 rVB 86016 64276  1.20%  0.242%
9 9.234 1176 1181 1184 rBV 6005181 5358816 100.00% 20.165%
10 9.475 1220 1222 1225 rBV 70061 66241 1.24% 0.249%

11 9.587 1236 1241 1245 rBV6 70024 133647 2.49%
12 9.910 1293 1296 1302 rVB 1544246 1458177 27.21%
13 10.134 1331 1334 1338 rBV 248124 249152  4.65%
14 10.710 1427 1432 1435 rBV 3182256 3003564 56.05% 1
15 11.081 1492 1495 1499 rVB4 118124 137012 2.56%
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16 11.404 1547 1550 1553 rVB 1469786 1162815 21.70%
17 11.933 1637 1640 1650 rVB2 342255 402625 7.51%
18 12.710 1770 1772 1778 rVB 129136 148276 2.77%
19 12.986 1815 1819 1823 rBV 3795103 3687628 68.81% 13.
20 13.874 1968 1970 1981 rVvB2 131289 172945 3.23%
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21 14.045 1996 1999 2003 rVB 1091278 938647 17.52%  3.532%
22 15.533 2247 2252 2261 rVB 857174 1122134 20.94%
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Sum of corrected areas: 26574477
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 01 Aug 2022 15:30
: CG\JU
: N3977-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080122\
BF129474.D

: 11 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080122\
Data File : BF129474.D

Acq On : 01 Aug 2022 15:30

Operator : CG\JU

Sample : N3977-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 1 Dodecanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
10.134 3.42 ng 249152  Acenaphthene-di0 9.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Dodecanoic acid
2 Undecanoic acid
3 n-Decanoic acid
4 Nonanoic acid

5 Heptanoic acid

200 C12H2402
186 C11H2202
172 C10H2002
158 C9H1802
130 C7H1402

000143-07-7 98
000112-37-8 80
000334-48-5 74
000112-05-0 58
000111-14-8 46

Abundance Scan 1334 (10.134 min): BF129474.D\data.ms (-1331) (- m/z 73.00 100.00%
43.1
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129.0
157.1 T 1 7
a1 10.00 10.50
LA L, 2002
OF o e b b gl g b b 55T m/z 60,000 95.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75716: Dodecanoic acid
60.0
5000 T —
650 129.0 1570 10.00 10.50
29.0 ’ ' m/z 43.10 67.43%
200.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60689: Undecanoic acid
60.0
—— —
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5000 ITI/Z 41.10 66.44%
29.0 85.0 129.0
186.0
157.0
Obrrrrrtere bl ol EO7.9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46963: n-Decanoic acid T ——
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29.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080122\
Data File : BF129474.D

Acq On : 01 Aug 2022 15:30
Operator : CG\JU

Sample : N3977-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.081 2.36 ng 137012  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 n-Decanoic acid 172 C10H2002 000334-48-5 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Undecanoic acid 186 C11H2202 000112-37-8 46
Abundance Scan 1495 (11.081 min): BF129474.D\data.ms (-1492) (- 73.00 100.00%
73.0
43.1
129.0
5000
185.1
‘ M m ‘ 214.1 11,00
Ol ‘MH”“MM“‘M Al wﬁwm‘ e 60.00  85.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109282: Tetradecanoic acid
43.0 | 73.0
5000 129.0 228.0
11 00
185.0 m/z 43.10 62.59%
0 18. 9.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46966: n-Decanoic acid
73.0
T \
129.0 11.00
5000 m/z 57.10 60.71%
43.0
| Jjj Jjox0 172.0
SRS 15 | | T O Wt iR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92063: Tridecanoic acid T ‘
430 730 11.00
m/z 55.10 57.70%
5000 129.0
171.0
98.0 214.0
0/15.0
——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080122\
Data File : BF129474.D

Acq On : 01 Aug 2022 15:30
Operator : CG\JU

Sample : N3977-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.933 6.93 ng 402625 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1640 (11.933 min): BF129474.D\data.ms (-1637) (- m/z 73.05 100.00%

43.1 73.0
5000
129.0

213.2 L —
‘ m ? 157.1185.1 ‘ o561 1200
0 ww‘;‘:“w“J‘c“ﬂ‘lu‘u‘“ “HMmwu‘m‘m‘m_Hu_hwH!w m/z 43.10 91.57%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT T

’ 157.01g5,213.0  256.0 : :
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92068: Tridecanoic acid
73.0
43.0

e
12.00
5000 m/z 57.05 71.04%
129.0
H ‘ 171.0 2140
0“WmuﬂMNM‘Wﬂwuﬂhuu‘m‘mwwww‘ﬂu‘wu‘_‘uw‘uw‘u
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 69.02%
5000 129.0
199.0
0 O
SETI IR 1 vt O O .
m/z--> 20 40 60 80 100120140160 180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080122\
Data File : BF129474.D

Acq On : 01 Aug 2022 15:30
Operator : CG\JU

Sample : N3977-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.710 2.55 ng 148276  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 Tridecane 184 C13H28 000629-50-5 44
5 Oxalic acid, pentadecyl propyl e... 342 C20H3804 1000309-26-8 35
Abundance Scan 1772 (12.710 min): BF129474.D\data.ms (-1770) () ' m/z 55.05 100.00%
N WMW\N/\A’VWMH
5000
129.0
—— —
12.50 13.00
0 m/z 73.00 93.54%
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — —
53.0 12.50 13.00
1850 5410 22M0  m/z 60.00  90.95%
ol— \“ ‘\‘“‘[ I w‘\‘\\h‘u\ul \“‘ ‘ I, ‘L “\‘ \‘ . \‘ “\ ‘\‘ . |
miz--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
73.0
41.0 e —
12.50 13.00
5000 129.0 m/z 57.10 87.34%
199.0 2420
ok H\\‘H‘u M M H‘\‘\\‘\‘mw} \“‘ ‘1'§31‘0:‘u i SN
miz--> 50 100 150 200 250
Abundance #46961: n-Decanoic acid T —
60.0 12.50 13.00
m/z 43.10 78.99%
5000
129.0
29.0
172.0
ol H L u‘!u\h??;‘ow i R
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\BF080122\
Data File : BF129474.D

Acq On : 01 Aug 2022 15:30
Operator : CG\JU

Sample : N3977-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 5 1-Docosene Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
13.874 .68 ng 172945  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Docosene se8 CooHa4 001599-67-3 93

2 n-Tetracosanol-1

3 Octadecyl trifluoroacetate
4 17-Pentatriacontene

5 1-Tricosene

354 C24H500
366 C20H37F302
491 C35H70
322 C23H46

000506-51-4 91
079392-43-1 87
006971-40-0 83
018835-32-0 83

Abundance Scan 1970 (13.874 min): BF129474.D\data.ms (-1968) (- m/z 57.10 100.00%
57.1
5000
1350  14.00
167.1 228.1 298.0 . | : .
0l 355.9 400. m/z 55.05 98.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
558.0
97.0
5000 — ——
13.50 14.00
‘ m/z 43.10  91.08Y%
0 \“\“ “\‘“\‘ ‘\‘H‘\‘H“ U‘ %??9\1\8\1\0‘ T T \??gp\ L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
— ——
13.50 14.00
5000 111.0 m/z 83.10  81.00%
53.0
oL LiLiL] 11580002080 3080
m/z--> 50 100 150 200 250 300 350 400
Abundance #275085: Octadecyl trifluoroacetate — T
57.0 13.50 14.00
m/z 97.10 78.02%
5000 11.0
ol LU stosse0 asp0amo s
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080122\
Data File : BF129474.D

Acqg On : 01 Aug 2022 15:30
Operator : CG\JU

Sample : N3977-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
Dodecanoic acid 10.134 3.4 ng 249152 3 9.910 1458180 20.0
Tetradecanoic acid 11.e81 2.4 ng 137012 4 11.404 1162820 20.0
n-Hexadecanoic ... 11.933 6.9 ng 402625 4 11.404 1162820 20.0
Octadecanoic acid 12.710 2.5 ng 148276 4 11.404 1162820 20.0
1-Docosene 13.874 3.7 ng 172945 5 14.045 938647 20.0
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