LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138166.D

Acqg On : 07 Jun 2024 18:05
Operator : CG\JU

Sample : P2707-06

Misc :

ALS Vvial : 19 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-BF060524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138166.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.216 17 22 28 rVB 3125052 3858462 48.76% 7.004%
2 3.428 224 228 239 rBV 121802 217468 2.75% 0.395%
3 5.522 579 584 587 rBV 5987780 6021862 76.10% 10.931%
4 6.528 749 755 758 rBV 6240755 6272511 79.27% 11.386%
5 6.904 815 819 822 rBV 30866990 2313856 29.24% 4.200%

6 7.463 909 914 917 rBV 4149349 3959422 50.03%
7 7.716 954 957 960 rBV 233134 162352 2.05%
8 8.186 1033 1037 1040 rBV 3938055 3093254 39.09%
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.492 1086 1089 1098 rBV 350216 321029 4.06%
.263 1215 1220 1223 rBV 8921170 7913305 100.00% 14.364%

11 9.939 1331 1335 1338 rBV 4693809 3570325 45.12%
12 10.033 1346 1351 1357 rBV2 145201 197613 2.50%
13 10.727 1465 1469 1472 rBV 5121619 4546348 57.45%
14 11.422 1584 1587 1590 rBV 3380818 3096897 39.14%
15 11.951 1673 1677 1688 rBv2 307931 332052  4.20%
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16 12.633 1790 1793 1799 rBV 121717 110552 1.40% 0.201%
17 12.863 1824 1832 1834 rBV 86241 99918 1.26% ©.181%
18 13.010 1853 1857 1860 rBV 6868292 5723175 72.32% 10.389%
19 13.915 2008 2011 2027 rBV3 111016 318768 4.03% 0.579%
20 14.063 2031 2036 2049 rVV 1729924 1713217 21.65% 3.110%

21 15.545 2282 2288 2293 rBV 924741 1247376 15.76% @ 2.264%

Sum of corrected areas: 55089762
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: @7 Jun 2024 18:05
¢ CG\JU
. P2707-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
BF138166.D

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138166.D

Acqg On : 07 Jun 2024 18:05
Operator : CG\JU

Sample : P2707-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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.
2.216  33.35 ng 3858460 1,4-Dichlorobenzene-d4 6.904

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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 22 (2.216 min): BF138166.D\data.ms (-17) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
87.0 T T 1 T T ‘ T T T L
9.0 2. 20 240 2. 60
Obrrrerrer il 220 L L1009 njz a3.es 37.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B B BB
43.0 220 240 260
‘ 87.0 m/z 55.10  26.18%
29.0
O \‘H\\“HH“f\f\‘\f\fg‘\o\\\“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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 S
2. 20 240 2. 60
5000 41.0 55.0 m/z 87.05 25.62%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- 7
73.0 2. 20 240 2. 60
m/z 41.05 12.54%
5000 43.0
58.0
29.0 ‘ 87.0
0“HWWHH‘H‘WH‘WH‘W‘MW‘HM‘H‘_H‘_H‘_‘HM‘H 0 B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2. 20 240 2. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138166.D

Acqg On : 07 Jun 2024 18:05
Operator : CG\JU

Sample : P2707-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.492 2.08 ng 321029 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
Abundance Scan 1089 (8.492 min): BF138166.D\data.ms (-1086) (-) m/z 94.00 100.00%
94.0
5000
A
450 152.1 \\\‘\\\\‘\\\\‘\\\\’\\\\
‘ ‘1191 ‘ 8.20 8.40 8.60 8.80
Ol L BLOL MY L2070 . 77.e5  25.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 L B L B L B
8.20 8.40 8.60 8.80
152.0 m/z 152.05 17 .45%
45.0
| \\‘ \‘ ‘ ‘1190 ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
A AEEmaEEE S
8.20 8.40 8.60 8.80
5000 m/z 78.10 16.09%
45.0 1520
Olrrr bt BE QL L 1210
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84780: Carbonic acid, neopentyl phenyl ester R RRaEEES S
94.0 8.20 8.40 8.60 8.80
m/z 108.00  15.22%
43.0
5000
0 H \H T 1210 1490 1930
R A o A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138166.D

Acqg On : 07 Jun 2024 18:05
Operator : CG\JU

Sample : P2707-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.951 2.14 ng 332052  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 1677 (11.951 min): BF138166.D\data.ms (-1673) (- m/z 73.00 100.00%
73.0
5000 129.1 L
213.2 AN
3900 1711 ‘ 256.1 12.00
0k ‘M‘ “Mwwwﬂ‘kj‘uW\“ﬂ“‘L““ “§S}f m/z 43.05 91.04%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
1710 2130 256.0 m/z 60.00 82.45%
0' \‘Sﬂ‘h‘P}‘H“‘M} \‘ ‘ “\ \‘ \‘\ ‘[ \“\ ‘\ T “‘\ LI ‘ L L
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
=
12.00
5000 129.0 m/z 57.10 72.17%
29. 1850 541 2840
o W I N A S N
miz--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid e
73.0 12.00
m/z 41.05 71.50%
5000 129.0
29.
199.0 2420
ok H\\‘u‘u M‘“ “;‘\\‘\”m} “‘\]‘-$‘3;‘0; “‘ NI ——— .
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138166.D

Acqg On : 07 Jun 2024 18:05
Operator : CG\JU

Sample : P2707-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 Pentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.916 3.72 ng 318768 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 92
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 91
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 91
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 91
5 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 91
Abundance Scan 2011 (13.915 min): BF138166.D\data.ms (-2008) (- m/z 57.05 100.00%
57.0
- m
\ s
141.2 21 22482 :
okl “h‘ A, M Lo 1830 2 72830 wyz 43.10 77.07%
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 T
14.00
m/z 71.10 61.60%
d L || \930 1410 212.0
0\\\\“‘\‘\M\“‘\“\“\\“‘\\\\‘\‘\\\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
—
14.00
5000 m/z 85.05 48.00%
ol L. | ‘ ‘M | 1399 1830 2990 2910
i e  a E
m/iz--> 50 100 150 200 250 300
Abundance  #224374: Sulfurous acid, 2-propyl tetradecy! ester —
43.0 14.00
m/z 55.10 40.50%
5000 85.0 waﬁkMMMMMJ\RMWJRKMAV
125.0
o Ll 0 0 amo Bt
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138166.D

Acqg On : 07 Jun 2024 18:05
Operator : CG\JU

Sample : P2707-06

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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... 2.216 33.4 ng 3858460 1 6.904 2313860 20.0
1-Phenoxypropan... 8.492 2.1 ng 321029 2 8.186 3093250 20.0
n-Hexadecanoic ... 11.951 2.1 ng 332052 4 11.427 3096900 20.0
Pentadecane 13.916 3.7 ng 318768 5 14.063 1713220 20.0
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