LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138374.D

Acqg On : 27 Jun 2024 19:09
Operator : CG\JU

Sample : P3076-04

Misc :

ALS Vvial : 14 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138374.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 9 15 21 rVB 2188053 2752768 66.39% 8.535%
2 3.404 221 224 231 rBV 36838 70149 1.69% 0.217%
3 5.098 508 512 521 rVB 248528 290208 7.00%  ©.900%
4 5.510 577 582 585 rBV 3742651 3493034 84.24% 10.830%
5 6.516 748 753 756 rBV 3823490 3410846 82.26% 10.575%

6 6.881 811 815 818 rBV 1657403 1339387 32.30%
7 7.439 905 910 913 rBV 2619847 2275841 54.88%
8 7.692 949 953 956 rBV 108857 81760 1.97%
9 8.157 1029 1032 1036 rBV 1981126 1707757 41.18%

8.469 1081 1085 1093 rVB 164100 147985 3.57%
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11 9.233 1210 1215 1218 rBV 5056126 4146647 100.00% 12.
12 9.910 1327 1330 1334 rBV 2090317 1721594 41.52%
13 10.010 1342 1347 1352 rVB2 108504 148274  3.58%
14 10.698 1460 1464 1477 rBV 2344209 2007938 48.42%

rooOouUuN
IS
o
o
R

15 11.398 1579 1583 1585 rBV 1628476 1384707 33.39% 293%
16 11.422 1585 1587 1590 rVV 221839 175983 4.24%  0.546%
17 11.469 1590 1595 1598 rVB 65211 67472 1.63% 0.209%
18 11.922 1669 1672 1679 rBvV2 149271 153507 3.70% ©.476%
19 12.610 1785 1789 1792 rBV 277653 260597 6.28%  0.808%
20 12.704 1802 1805 1812 rBV4 40760 56042 1.35% 0.174%
21 12.833 1822 1827 1833 rBV 235298 261514 6.31% 0.811%
22 12.980 1848 1852 1855 rBV 3839317 3115501 75.13% 9.659%
23 13.163 1876 1883 1886 rBV2 44841 58788 1.42% 0.182%
24 13.874 2001 2004 2012 rBV 180618 239420 5.77% ©.742%
25 14.033 2026 2031 2034 rBV 1549684 1460919 35.23% 4.529%
26 14.057 2034 2035 2038 rVB 123580 72019 1.74% 0.223%
27 14.504 2108 2111 2116 rBv4 39440 72397 1.75% 0.224%
28 15.074 2204 2208 2211 rBV 90531 136579 3.29% ©.423%
29 15.439 2267 2270 2276 rVB 73547 91750  2.21% 0.284%
30 15.504 2276 2281 2291 rVB 868041 1053015 25.39%  3.265%

Sum of corrected areas: 32254398
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 27 Jun 2024 19:09
¢ CG\JU
. P3076-04

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
BF138374.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138374.D

Acqg On : 27 Jun 2024 19:09
Operator : CG\JU

Sample : P3076-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.175 41.10 ng 2752770  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 15 (2.175 min): BF138374.D\data.ms (-9) (-) m/z 73.10 100.00%
3.1
5000
43.0
87.1
e RARARaEEY
91 2.202.302.402.502.60
Ol B2 2009wz 43.e5  35.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T [T T[T T 11T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  26.14%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
0\\‘\H\‘\H\‘H!\‘H!‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 24.89%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- A EARRREEEERELEEE
73.0 2.202.302.402.502.60
m/z 41.10 11.63%
5000
45.0
29.0
0‘wuﬂmuuﬁJHW‘E%QHWWMW‘H‘_H‘MM‘MH‘MH‘_‘H R R e RARRRRRARR O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138374.D

Acqg On : 27 Jun 2024 19:09
Operator : CG\JU

Sample : P3076-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.098 4.33 ng 290208 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 512 (5.098 min): BF138374.D\data.ms (-508) (-) m/z 43.05 100.00%

3.0
59.1
5000
101.0 R ARERERRE RS
| | 831 4.80 5.00 5.20 5.40 .
0 bl e m/z 59.18  58.47%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B I LA LA R
59.0 4.80 5.00 5.20 5.40
m/z 101.00 22.38%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A Ra e AR ERE T
4.80 5.00 5.20 5.40
5000 410 m/z 58.05 17.27%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate B ARNEEEE R
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.58%
5000
15.0 72.0 100.0
o
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138374.D

Acqg On : 27 Jun 2024 19:09
Operator : CG\JU

Sample : P3076-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.922 2.22 ng 153507  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1672 (11.922 min): BF138374.D\data.ms (-1669) (- m/z 72.95 100.00%
431 730

5000 129.0

ﬁ'

12.00
01 m/z 43.10 86.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T
213.0 12.00
‘ 157.0 185.0 m/z 59.95 82.15%
0 ’1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
\‘\ \M\
43.0 12.00
5000 129.0 ITI/Z 57.05 65.01%
171.0
‘ 214.0
AR
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126203: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 55.10 61.19%
5000 129.0
199.0 242.0
IR a T
o_‘m“,‘uwM”Hw‘w‘:“l‘mwH‘W“W‘WHmwww -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138374.D

Acqg On : 27 Jun 2024 19:09
Operator : CG\JU

Sample : P3076-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.874 3.28 ng 239420  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2004 (13.874 min): BF138374.D\data.ms (-2001) (| m/z 57.85 100.00%
57.0
97.1
5000
230.1 - -
‘ ‘ ‘ ‘ 13.50 14.00
A — bl “‘ ¥t “““8‘2‘0“‘ 2189 3211 s 43.10 86.89%
miz--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
5000 970 — ——
13.50 14.00
m/z 83.05 80.18%
(UL o 200
O\\‘\ "‘\‘\‘\\"H H\‘h\“\\\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
— ——
13.50 14.00
5000 m/z 55.00 78.73%
25.0
oo bl 30 00 s
m/iz--> 50 100 150 200 250 300
Abundance #275003: Dichloroacetic acid, heptadecyl ester — ——
57.0 13.50 14.00
97.0 m/z 97.10 71.97%
ob-bdd 1 »‘\ | 19901800 P00 p050 e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138374.D

Acqg On : 27 Jun 2024 19:09
Operator : CG\JU

Sample : P3076-04

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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|
Butane, 2-metho... 2.175 41.1 ng 2752770 1 6.881 1339390 20.0
2-Pentanone, 4-... 5.098 4.3 ng 290208 1 6.881 1339390 20.0
n-Hexadecanoic ... 11.922 2.2 ng 153507 4 11.398 1384710 20.0
Cyclopentadecane 13.874 3.3 ng 239420 5 14.033 1460920 20.0
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