LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137052.D

Acqg On : 12 Jan 2024 16:57
Operator : CG\JU

Sample : P1118-01

Misc :

ALS Vvial : 10 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137052.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 8 11 19 rVB 9213 14419 1.40% 0.186%
2 5.016 494 498 509 rVB 56785 66704 6.49% 0.862%
3 5.428 565 568 583 rBV 914194 854442 83.18% 11.039%
4 6.434 735 739 757 rBV 1011632 886855 86.33% 11.458%
5 6.781 795 798 802 rBV 414179 342486 33.34% 4.425%

6 7.345 890 894 897 rBV 670077 535218 52.10%
7 8.057 1012 1015 1019 rBV 515754 429263 41.79%
8 8.386 1066 1071 1082 rBV3 7898 18627 1.81%
9 9.133 1194 1198 1209 rBV 1182481 1027252 100.00% 13.

9.816 1310 1314 1323 rBV 579384 473865 46.13%
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11 9.916 1327 1331 1336 rVB2 10799 14346 1.40%
12 10.610 1446 1449 1459 rBV 639500 564895 54.99%
13 11.310 1564 1568 1571 rBV 512196 430768 41.93%
14 11.333 1571 1572 1579 rVB 27897 17310 1.69%
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15 11.839 1655 1658 1670 rBV2 132670 141814 13.81% 832%
16 12.533 1772 1776 1779 rBV 47720 43002 4.19% ©0.556%
17 12.633 1789 1793 1799 rBV 26941 37191 3.62% 0.481%
18 12.763 1809 1815 1819 rVB 38016 39613 3.86% ©.512%
19 12.904 1835 1839 1842 rBV 865561 721023 70.19% 9.316%
20 13.886 2000 2006 2012 rBV9S 17658 52436 5.10% 0.677%
21 13.968 2016 2020 2023 rVV 354536 348112 33.89%  4.498%
22 13.992 2023 2024 2030 rVB 27624 23525 2.29% 0.304%
23 14.433 2096 2099 2102 rBV3 14256 13414 1.31% 0.173%
24 14.645 2133 2135 2139 rBV3 11908 14880 1.45% ©.192%
25 14.727 2146 2149 2156 rVB2 20996 31806 3.10% ©0.411%
26 14.815 2161 2164 2168 rVB2 19247 19044 1.85% 0.246%
27 15.021 2195 2199 2202 rBV 25094 38433 3.74%  ©.497%
28 15.086 2207 2210 2215 rVB2 11868 14762 1.44% ©.191%
29 15.227 2230 2234 2239 rBV7 6674 13306 1.30% 0.172%
30 15.327 2249 2251 2254 rBV 14177 15203 1.48% 0.196%
31 15.392 2259 2262 2268 rVB 23035 29169 2.84% ©.377%
32 15.457 2268 2273 2285 rBV 300610 400064 38.95% 5.169%
33 15.921 2348 2352 2355 rBv4 12359 15691 1.53% 0.203%
34 16.986 2528 2533 2540 rVB3 13261 29198 2.84% ©.377%
35 17.062 2540 2546 2552 rVB3 9890 21885 2.13% ©.283%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137052.D

Acqg On : 12 Jan 2024 16:57
Operator : CG\JU

Sample : P1118-01

Misc

ALS Vvial : 10 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 7740021
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Jan 2024 16:57
: CG\JU
: P1118-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
BF137052.D

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

TIC Library

: 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\BF011224\
Data File : BF137052.D

Acqg On : 12 Jan 2024 16:57
Operator : CG\JU

Sample : P1118-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.016 3.90 ng 66704 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 498 (5.016 min): BF137052.D\data.ms (-494) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0 o et S
‘ 83.0 4.60 4.80 5.00 5.20 5.40
b e e S m/z 59.10 61.42%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | L I LA B R
4.60 4.80 5.00 5.20 5.40
590 m/z 101.00  21.24%
101.
27.0 ‘ H 83.0 0‘ 0
O\\\\‘\“\H\\““\\\‘i‘\r\\[‘\\r\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R e RRRRERE
4.60 4.80 5.00 5.20 5.40
5000 59.0 m/z 58.10 15.70%
101.0
0+ ‘1‘5“.?“1“‘ ““\ N ‘8‘3"0“ e
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester Y
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.00%
5000 41.0
0 \H \‘ \‘ 1l 12\6'0 142.0
e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137052.D

Acqg On : 12 Jan 2024 16:57
Operator : CG\JU

Sample : P1118-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 6.58 ng 141814  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Octanoic acid 144 C8H1602 000124-07-2 43
Abundance Scan 1658 (11.839 min): BF137052.D\data.ms (-1655) (- m/z 73.10 100.00%
430 731
5000 1291 k
— s
H‘ 157.1185.2213.2 256.1 11.50 12.00
oww‘i‘:‘u All “HJ‘H‘:‘:W‘MHMH_‘m‘m“_uww‘_ m/z 43.05 97.05%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 o R
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 89.81%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ooty
11.50 12.00
5000 129.0 m/z 55.05 79.12%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid et Py
73.0 11.50 12.00
43.0 m/z 41.05 78.03%
5000 129.0
185.0
|
0;§Rw‘wuwyhhWkﬁLﬂWMNHM‘Hwﬂuw‘uw‘uwluw‘H“ S e
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\BF011224\
Data File : BF137052.D

Acqg On : 12 Jan 2024 16:57
Operator : CG\JU

Sample : P1118-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 4 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 3.01 ng 52436  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 62
2 Triacontan-15-o0l 438 C30H620 031849-26-0 58
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 58

4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 53
5 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 53

Abundance Scan 2006 (13.886 min): BF137052.D\data.ms (-2000) (- m/z 55.00 100.00%
55.0
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5000
233.9 — ——
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ol LRI L 3020 w/z s7.1@ 85.19%
miz--> 50 100 150 200 250 300 350 400
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
5000 11.0 — ——
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252.
OJ%ZWOS%WO%N
m/z--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-0
57.0
— ——
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5000 m/z 41.08  57.92%
‘ 241.0
ol ki Lhiigaero L 00 aszo s
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Abundance #292190: Trichloroacetic acid, hexadecyl ester — —
43.0 13.50 14.00
m/z 111.05 57.19%
7.0
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UL o0 i
0 i\\ "”\“HwH\‘HH‘HH,HH‘HH‘\H ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 13.50 1400
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137052.D

Acqg On : 12 Jan 2024 16:57
Operator : CG\JU

Sample : P1118-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-... 5.016 3.9 ng 66704 1 6.781 342486 20.0
n-Hexadecanoic ... 11.839 6.6 ng 141814 4 11.310 430768 20.0
Pentafluoroprop... 13.886 3.0 ng 52436 5 13.969 348112 20.0
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