LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\
Data File : BF135730.D

Acqg On : 12 Oct 2023 12:49

Operator : CG\JU

Sample : 04685-09 :
Misc : PP-20230928-B13-0-7.5

ALS vial : 7 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135730.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 15 18 24 rVvB2 27423 36544 1.88% 0.281%
2 2.775 112 117 125 rBV2 40101 72252 3.73% 0.556%
3 4.981 489 492 500 rBV2 12623 22225 1.15% 0.171%
4 5.375 556 559 583 rBV 1776534 1938768 100.00% 14.923%
5 6.392 728 732 749 rBV 1762479 1919034 98.98% 14.772%

6 6.739 787 791 801 rVB 580501 522581 26.95%

7 7.304 884 887 900 rBV 1283365 1186237 61.19%

8 8.016 1005 1008 1021 rBV 667724 612547 31.59%

9 9.098 1187 1192 1195 rBV 1879154 1790101 92.33% 1
9.216 1208 1212 1217 rBV2 26302 33448 1.73%
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11 9.775 1303 1307 1314 rBV 755698 619232 31.94%
12 10.569 1439 1442 1458 rBV 924620 954793 49.25%
13 11.269 1558 1561 1568 rBV 637616 565803 29.18%
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14 11.804 1649 1652 1664 rBV2 99822 137105 7.07% 055%
15 12.598 1784 1787 1793 rBV3 20807 35880 1.85% 276%
16 12.863 1828 1832 1836 rBV 1440078 1358230 70.06% 10.455%
17 13.351 1911 1915 1918 rBV3 19969 22767 1.17% 0.175%
18 13.439 1924 1930 1932 rBV3 21117 24838 1.28% ©0.191%
19 13.892 1996 2007 2011 rBVS 30912 112119 5.78% 0.863%
20 13.933 2011 2014 2022 rVB 435302 457099 23.58% 3.518%
21 14.086 2037 2040 2043 rBV2 22206 21254 1.10% 0.164%
22 14.398 2090 2093 2095 rVB 22797 20997 1.08% 0.162%
23 14.686 2139 2142 2150 rBvV4 40601 67484 3.48% 0.519%
24 15.033 2197 2201 2205 rVB 29999 37140 1.92% 0.286%
25 15.409 2260 2265 2272 rBV 282020 396768 20.46% 3.054%
26 15.845 2335 2339 2343 rVB2 20207 26147 1.35% 0.201%
Sum of corrected areas: 12991393
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\

BF135730.D
: 12 Oct 2023 12:49
: CG\JU
: 04685-09 .
PP-20230928-B13-0-7.5
7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF135730.D\data.ms
5.375 6.392
1500000
7.304
1000000
6.739
500000
2.193 2.775 4.981
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 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
Abundance TIC: BF135730.D\data.ms
9.098
1500000 12.863
1000000 10.569
9.775
8.016 11.269
500000
11.804
9.216 12.598 13
0 T T T T 7 T T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF135730.D\data.ms
1500000
1000000
500000 13.933
15.409
3.439 086 14.308 14.686 15033 15845
O T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T T T T T T T T T ‘ T T T T
Time--> 13.50 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\BF101223\
Data File : BF135730.D

Acqg On : 12 Oct 2023 12:49

Operator : CG\JU

Sample : 04685-09 :
Misc : PP-20230928-B13-0-7.5

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.775 2.77 ng 72252  1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 86
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 50
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
4 1-Methoxy-2-propyl acetate 132 C6H1203 000108-65-6 12
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 10
Abundance Scan 117 (2.775 min): BF135730.D\data.ms (-112) (-) m/z 43.00 100.00%
43.0
5000 101.1
72.0
H‘ 58.0 ‘ 2.40 2.60 2.80 3.00
Obrerrrrrprerrrerli el 899 L m/z 101.10  44.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9276: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 L L LA BN B R B
101.0 2.40 2.60 2.80 3.00
72.0 m/z 42.00 25.03%
27.0 58.0
0 Lol 860 | 1150
H\‘\H\‘HH‘\H\‘H\\‘HH‘\\1\’\1\\‘\\\\‘\\\\’\\\\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4800: 1,3-Dioxane, 4-methyl-
43.0
101.0 2.40 2.60 2.80 3.00
5000 29.0 m/z 41.05 18.92%
72.0
57.0
150 H 87.0
0 HwH‘H‘H1‘l‘H1“”‘“mmuH,meH_m,lmwuw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4529: 2,3-Butanedione, monooxime
43.0 2.40 2.60 2.80 3.00
m/z 40.00 17.08%
5000
101.0
15.0 58.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\
Data File : BF135730.D

Acqg On : 12 Oct 2023 12:49

Operator : CG\JU

Sample : 04685-09 :
Misc : PP-20230928-B13-0-7.5

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Pentadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.804 4.85 ng 137105 Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1652 (11.804 min): BF135730.D\data.ms (-1649) (- m/z 43.05 100.00%
43.0
73.0
5000
129.1
213.2 - T
| H‘ cr 157 11852 256.1 11.50 12.00
] mm—— J‘!H Al W‘WM b huw‘w“‘ bbb m/z 60.00  80.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T 1
11.50 12.00
199.0 m/z 41.05 77.09%
e ) e TR
OJ\-\\I:_)\.R‘}HM }‘HH\H \HU\‘H\‘}\‘\““H}“M\H\‘\\‘\H\“\\‘H‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
VMM‘ T T ‘ T
11.50 12.00
5000 129.0 m/Z 73.00 75.93%
157.01850 213.0 256.0
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid — PRy
73.0 11.50 12.00
43.0 m/z 57.05 74.35%
5000 129.0
185.0
|
Oj"ﬁ'm‘u‘i‘i““‘N“M”“u?‘“m‘l‘l‘Mwm“H‘H‘mwmwlu‘uu“ Tnctt Ay T
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\
Data File : BF135730.D

Acqg On : 12 Oct 2023 12:49

Operator : CG\JU

Sample : 04685-09 :
Misc PP-20230928-B13-0-7.5

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.686 3.40 ng 67484  Perylene-di12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Octadecanamide 283 C18H37NO 000124-26-5 76
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 9-Octadecenamide 281 C18H35NO 003322-62-1 52
5 Octanamide 143 C8H17NO 000629-01-6 25

Abundance Scan 2142 (14.686 min): BF135730.D\data.ms (-2139) (- m/z 59.00 100.00%
59.0

5000 /k
98.0 A‘ A f /\ ‘ A A /W ! /\A‘ A s
155.2191.9 255.1 355 14.50 15.00
0! “H\Mu‘mﬂ i ‘Hu‘\ i Ly ‘m‘ e R " ITI/Z 55.00 63.15%
50 100

miz--> 150 200 250 300 350

Abundance #174775: 9-Octadecenamide, (Z)-
59.0

=

3

5000 — e
14.50 15.00

m/z 72.05 55.22%

0718‘ ?ﬁ‘.(?d“ \%\4:}0.(‘)\ ]\-8\4\.0 T \2\38\.0 \2\8\‘]"\0 L T
m/z--> 50 160 1%0 260 2%0 360 3%0
Abundance #177477: Octadecanamide
59.0
i ‘h : ' ‘/\ i\
14.50 15.00
5000 ITI/Z 43.05 40.21%

1280 1850 240.0 284.0

r

0 P per e
m/z--> 50 100 150 200 250 300 350
Abundance #142060: Hexadecanamide —— —
59.0 14.50 15.00
m/z 41.00 32.59%
o MMMW
0 . H‘ H Wl i, ]‘\-2‘80 1700 2129 25\50
e P P
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library

Tentatively Identified Compound (LSC)

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\

BF135730.D

: 12 Oct 2023 12:49
: CG\JU
: 04685-09

: 7 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

summary

PP-20230928-B13-0-7.5

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1,3-Dioxolane, 2.775 2.8 ng 72252 1 6.739 522581 20.0
Pentadecanoic acid 11.804 4.8 ng 137105 4 11.269 565803 20.0
9-Octadecenamid... 14.686 3.4 ng 67484 6 15.410 396768 20.0
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