LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136501.D

Acqg On : 11 Dec 2023 20:53
Operator : CG\JU

Sample : 05671-01

Misc :

ALS Vvial : 17 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136501.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 10 19 rVB 795390 1095881 24.02% 3.756%
2 2.257 25 29 35 rVB 47556 62207 1.36% 0.213%
3 5.051 499 504 515 rVB 464028 695603 15.25%  2.384%
4 5.451 566 572 575 rBV 3456480 3657894 80.19% 12.536%
5 6.445 734 741 743 rBV 3033007 3671030 80.48% 12.581%

6 6.792 796 800 804 rBV 917535 726952 15.94%
7 7.357 890 896 899 rBV 2270516 2433541 53.35%
8 7.610 935 939 944 rBV 64158 57832 1.27%
9 8.069 1012 1017 1021 rBV 1146081 988014 21.66%

8.386 1067 1071 1084 rBV 72610 114220 2.50%

O Wo® N
=
O
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11 9.151 1195 1201 1204 rBV 4913015 4561464 100.00% 15.
12 9.827 1309 1316 1319 rBV 1408031 1156808 25.36%
13 10.622 1445 1451 1454 rBV 3034493 2842825 62.32%
14 11.316 1565 1569 1572 rBV 1312306 1189952 26.09%

o O WU
N
N
N
B

15 11.857 1657 1661 1671 rBvV2 217848 237361 5.20% 813%
16 12.645 1790 1795 1805 rBV3 44952 64525 1.41% 0.221%
17 12.921 1836 1842 1845 rBV 4012498 4095729 89.79% 14.036%
18 13.886 1998 2006 2016 rBvV7 19450 74176 1.63% 0.254%
19 13.968 2016 2020 2024 rBV 862824 722638 15.84% 2.476%
20 15.445 2266 2271 2276 rBV 515353 679635 14.90% 2.329%
21 15.786 2323 2329 2336 rBV3 27964 51777 1.14% 0.177%
Sum of corrected areas: 29180064
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Dec 2023 20:53
¢ CG\JU
. 05671-01

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
BF136501.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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\BF121123\
Data File : BF136501.D

Acqg On : 11 Dec 2023 20:53
Operator : CG\JU

Sample : 05671-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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.
2.146  30.15 ng 1095880 1,4-Dichlorobenzene-d4 6.792

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 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 10 (2.146 min): BF136501.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000
43.1 J\
87'1 \H‘\\H‘\\\\‘\\\\‘\\\\‘\\
91 2.202.302.402.502.60
Obrprorrpre b B2 L2010z 43,18 35.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 IEARRERRNREEE R RN
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 27.10%
29.0
\‘ \‘\“ J{)go ‘ | ‘
O\\‘\HH\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
73.0
87.0 e ARa e ESEELESUEERE
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.35%
27.0
0 112.0 129.0
R e R E o R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R ERRRE L amanan
73.0 2.202.302.402.502.60
m/z 41.10 11.19%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q[Q“VH“‘H“_‘%pﬁlq‘_“w“‘w““ PR T T T
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\BF121123\
Data File : BF136501.D

Acqg On : 11 Dec 2023 20:53
Operator : CG\JU

Sample : 05671-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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.
5.051 19.14 ng 695603 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 504 (5.051 min): BF136501.D\data.ms (-499) (-) m/z 43.10 100.00%
3.1
5000
101'0 \\\\‘\\\\’\\\\‘\\\\‘\\\
‘ ‘ 4.80 5.00 5.20 5.40
Ol al®8 2971 n/z 59.05  69.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L I LN B
4.80 5.00 5.20 5.40
m/z 101.00  25.65%
101.0
O\\\\‘\W‘\\“H\\\}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
R AAREREREE
4.80 5.00 5.20 5.40
5000{ 18.0 m/z 58.10 17.89%
-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T B ARREEEEEEY
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.28%
5000
0 37\ \‘H 12\60
e e e R RARREEE RN
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136501.D

Acqg On : 11 Dec 2023 20:53

Operator : CG\JU

Sample : 05671-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Phenoxypropan-2-ol
R.T. EstConc Area
8.386 2.31 ng 114220

Hit# of 5 Tentative ID

Concentration Rank 4

Relative to ISTD R.T.

Naphthalene-d8

1 1-Phenoxypropan-2-o0l

2 1-Propanol, 3-phenoxy-

3 Ethanol, 2-phenoxy-

4 Benzene, (1-methylpropoxy)-

5 Benzene, (1,1-dimethylethoxy)-

152 C9H1202
152 C9H1202
138 C8H1e02
150 C1eH140
150 C10H140

000770-35-4 96
006180-61-6 87
000122-99-6 59
010574-17-1 50
006669-13-2 50

Abundance Scan 1071 (8.386 min): BF136501.D\data.ms (-1067) (-) m/z 94.00 100.00%
94.0
5000
77.0 152.1 L e
45.0 H ‘ 119.0 ‘ 8.00 8.20 8.40 8.60 8.80
o SR 1 Y " BN AR M m/z 77.00  23.74%
miz--> 20 40 60 80 100 120 140
Abundance #30117: 1-Phenoxypropan-2-ol
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5000 HREL o e e e
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77.0 152.0 m/z 152.05  21.30%
45.0 ‘
O T ‘2\7\.9 T ““\‘ \“\ \“ ‘\H\ T \“‘ T \“\ ‘ \‘! \]-]\-?-\0\ T ‘ LI ‘
miz--> 20 40 60 80 100 120 140
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94.0
‘\\\\‘\\\\‘\\A\\‘\\\\‘\\
8.00 8.20 8.40 8.60 8.80
5000 ITI/Z 78.00 18.78%
45.0 77.0 152.0
27.0 121.0
oLl bl e
miz--> 20 60 80 100 120 140
Abundance #19881: Ethanol, 2-phenoxy- AR R
94.0 8.00 8.20 8.40 8.60 8.80
m/z 108.00 17.72%
5000
77.0 138.0
27.0 ‘51"0 |
0 \H‘\MM\«M\Mw‘w\\N‘\\\w\\\\‘\\\\w\\\\ e
m/z--> 20 60 80 100 120 140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136501.D

Acqg On : 11 Dec 2023 20:53

Operator : CG\JU

Sample : 05671-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 3

Peak Number 4 n-Hexadecanoic acid

R.T. EstConc Area
11.857 3.99 ng 237361
Hit# of 5 Tentative ID

Relative to ISTD

Phenanthrene-di10

1 n-Hexadecanoic acid
2 Tetradecanoic acid
3 Pentadecanoic acid
4 Tridecanoic acid

5 n-Decanoic acid

256 C16H3202
228 C14H2802
242 C15H3002
214 C13H2602
172 C1eH2002

000057-10-3 99
000544-63-8 94
001002-84-2 91
000638-53-9 89
000334-48-5 64

Abundance Scan 1661 (11.857 min): BF136501.D\data.ms (-1657) (- m/z 72.95 100.00%
73.0
43.0
5000 129.1
213.2
H‘ 157.1185.2 2563 1150 | 1200
0 HwH\‘:‘w!m‘:‘c “‘uu““m‘w‘lwm‘uH“‘_‘L‘_‘m‘_Hu_t”ww‘ m/z 60.00  81.44%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
1150 1200
97.0 m/z 43.05 77.10%
‘ ‘ 157018502130 256.0
0\H‘\\H“}‘\\H\H\H‘\\‘H\\\‘}h“‘\\”‘M\“\‘\\‘\H\‘\\H‘\‘\\\‘\H‘\‘\H\‘\\\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
430 1150 1200
5000 m/z 57.10 75.71%
129.0
185.0 228.0
1010 1570
R it AT W a1 S R SR S
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0 11. 50 12 00
m/z 55.10 67.64%
5000 129.0
199.0
e e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_
m/z--> 20 40 60 80 100120140160 180200 220 240 260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136501.D

Acqg On : 11 Dec 2023 20:53
Operator : CG\JU

Sample : 05671-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 5 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.886 2.05 ng 74176  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87
Abundance Scan 2006 (13.886 min): BF136501.D\data.ms (-1998) (- m/z 83.05 100.00%
43,0 83.0
5000
25.0
233.9 T 1
‘ ‘ H\ ‘ 190.9‘ ‘ 281.0 13.50 14.00
ol LI I TP L T m/z ss.ee 99.68%
miz-> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 — —
13.50 14.00
‘ “ #250 m/z 43.05 86.83%
04 \“\W‘H\ “\‘ \“ \“h’ 1“”\““\ h‘ "\ T \19\6‘0\\ L L B B B o
miz--> 50 100 150 200 250 300
Abundance
83.0
43.0
— ——
13.50 14.00
5000 m/z 41.05 84.93%
125.0
0 167.0 210.0 280.0
e
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1 “ —
57.0 97.0 13.50 14.00
m/z 97.00 80.87%
5000
39.0
o0 | L 111 | [T 1810 2220 z6a0 3080 el
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\BF121123\
Data File : BF136501.D

Acqg On : 11 Dec 2023 20:53
Operator : CG\JU

Sample : 05671-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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... 2.146 30.1 ng 1095880 1 6.792 726952 20.0
2-Pentanone, 4-... 5.051 19.1 ng 695603 1 6.792 726952 20.0
1-Phenoxypropan... 8.386 2.3 ng 114220 2 8.069 988014 20.0
n-Hexadecanoic ... 11.857 4.0 ng 237361 4 11.316 1189950 20.0
Trichloroacetic... 13.886 2.0 ng 74176 5 13.968 722638 20.0
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