LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125454.D

Acqg On : 13 Sep 2021 20:48
Operator : JU/CG

Sample : M3684-07

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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125454.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 11 18 24 rBV 985675 1287893 37.87% 5.165%
2 2.299 32 36 43 rVB 48871 65411 1.92% 0.262%
3 5.110 510 514 524 rVB 165262 192289 5.65% 0.771%
4 5.510 578 582 603 rBV 3026371 3087496 90.79% 12.381%
5 6.522 749 754 757 rBV 3110360 3014114 88.63% 12.087%
6 6.887 812 816 819 rBV 1019454 902745 26.55% 3.620%
7 7.451 907 912 915 rBV 2122619 1990326 58.53% 7.982%
8 8.081 1013 1019 1030 rBV 92890 272099 8.00% 1.091%
9 8.169 1030 1034 1048 rVB 1410122 1218231 35.82% 4.885%
10 9.245 1212 1217 1220 rBV 4056693 3400673 100.00% 13.637%
11  9.928 1329 1333 1336 rBV 1529838 1271466 37.39% 5.099%
12 10.716 1463 1467 1476 rBV 2333805 2123719 62.45% 8.517%
13 11.416 1582 1586 1589 rBV 1453163 1192085 35.05% 4.780%
14 11.933 1670 1674 1684 rBV2 123620 134080 3.94% 0.538%
15 12.504 1763 1771 1776 rBV4 30779 39820 1.17% 0.160%
16 12.721 1801 1808 1813 rBv4 67484 78871 2.32% 0.316%
17 12.863 1829 1832 1836 rVB 60101 53797 1.58% 0.216%
18 13.004 1851 1856 1859 rBV 3078957 2707355 79.61% 10.857%
19 13.963 2012 2019 2022 rBV7 37911 89859 2.64% 0.360%

20 14.063 2032 2036 2044 rVB 931917 882644 25.95%  3.540%
21 14.210 2058 2061 2066 rBv2 41897 42378 1.25% ©.170%
22 15.557 2285 2290 2297 rBV2 682354 889060 26.14%  3.565%

Sum of corrected areas: 24936411
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 13 Sep 2021 20:48
: M3684-07

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091321\
BF125454.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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\BF@91321\
Data File : BF125454.D

Acqg On : 13 Sep 2021 20:48
Operator : JU/CG

Sample : M3684-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.193 28.53 ng 1287890 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 23
Abundance  Scan 18 (2.193 min): BF125454.D\data.ms (-11) (-) m/z 72.95 100.00%
73.0
5000 43.0
87.1 T ‘ L ‘ L ‘ T
2.20 2.40 2.60
). 870 | :
o+ttt et e m/z 43.00 45.17%
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 DL B
43.0 2.20 2.40 2.60
' 87.0 m/z 54.95 33.89%
29.0
- \“ \ L?-O if
O \‘H\\‘HH‘!\!\‘\!\‘!‘HH‘\H\’\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 R
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 24.59%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
et e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- B e
73.0 2.20 2.40 2.60

m/z 41.00 13.97%

5000 43.0
58.0
29.0 ‘ 87‘-0
i ‘ | | |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125454.D

Acqg On : 13 Sep 2021 20:48
Operator : JU/CG

Sample : M3684-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.110 4.26 ng 192289 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
Abundance Scan 514 (5.110 min): BF125454.D\data.ms (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 L L L B B I R
83.0 ‘ 4.80 5.00 5.20 5.40
0 bbb e M/Z 59.00 61.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R B B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 17.53%
15.0 101.0
0 ‘ 2%10 A | 830 |
H\‘\\\\‘HH‘HH[HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
 EmEmmEEE TR
4.80 5.00 5.20 5.40
5000 m/z 58.00 17.30%
41.0
27.0 101.0
0 H‘ww‘WHH‘u‘mwwmWm_m_m‘w_m‘w_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15660: 3-Octanol R e R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.29%
5000
27.0 41.0 83.0
101.0
0 H""""‘:1_H“MMMWEHMHu;u""‘:"‘HH“W‘;HH%?:QH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125454.D

Acqg On : 13 Sep 2021 20:48
Operator : JU/CG

Sample : M3684-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.081 4.47 ng 272099 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Tetraethylene glycol 194 C8H1805 000112-60-7 59
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50

Abundance Scan 1019 (8.081 min): BF125454.D\data.ms (-1013) (-) m/z 57.00 100.00%

57.0
5000

ISUNSDVON K S S
39 | 75"0 1010 15, 7.80 8.00 8.20 8.40
bl o gl BB myz 45.00  91.55%
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
5.0
5000 L L B B B
29.0 7.80 8.00 8.20 8.40
750 m/z 41.00 33.75%

O T ‘ \‘H“\‘ T “‘H‘\ T ‘! ‘HH\ T ‘1“\ ‘ \“1‘ \19?\9 T ‘ \1\3\2\0‘ LU ‘ 1T
m/z--> 20 40 60 80 100 120 140 160
Abundance #69770: Tetraethylene glycol
45.0

7.80 8.00 8.20 8.40

5000 m/z 56.00  17.02%
89.0
27.0
ol s 709 1930 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #15681: Di-sec-Butyl ether R RREE
45.0 7.80 8.00 8.20 8.40

m/z 75.00 16.03%

5000
2700 101.0
83.0
0 \‘\ | Il ‘ | | 130.0

m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125454.D

Acqg On : 13 Sep 2021 20:48
Operator : JU/CG

Sample : M3684-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.933 2.25 ng 134080  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecane 198 C14H30 000629-59-4 25

Abundance Scan 1674 (11 933 min): BF125454.D\data.ms (-1670) (1 m/z 73.00 100.00%
3.0

5000
129.0
213.1
101.0 157.0185.1 256.1 12.00
ol m/z 43.00  99.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid

5000 129.0 " Od
' 157.0 1850 213.0  256.0 m/z 60.00  98.93%
0 [T i‘}‘\ T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

-

Abundance #126202: Pentadecanoic acid
43.0 73.0
A
12.00
5000 m/z 57.00 78.11%
129.0 242.0
199.0
[
YL T O o RO B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid T
73.0 12.00
43.0 m/z 55.00 69.67%
5000
129.0
185.0 228.0
0?570 e
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\BF@91321\
Data File : BF125454.D

Acqg On : 13 Sep 2021 20:48
Operator : JU/CG

Sample : M3684-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.963 2.04 ng 89859 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 64
2 2-Cyclohexen-1-0l, 1-methyl- 112 C7H120 023758-27-2 60
3 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 58
4 n-Nonadecanol-1 284 C19H400 001454-84-8 52
5 Chloroacetic acid, tridecyl ester 276 C15H29C102 018277-85-5 52

Abundance Scan 2019 (13.963 min): BF125454.D\data.ms (-2012) (- m/z 57.00 100.00%

57.0 97.1
5000
209.0
146.9 T
H TS e 00
ol AL L m/z 55.08  99.59%
miz--> 50 100 150 200 250 300
Abundance  #269424: Pentafluoropropionic acid, tetradecy! ester
57.0
97.0
5000 L
14.00
m/z 68.95 90.69%
40.0 196.0
01\5\0“\ ‘ “\ “ ‘\“\‘i 1“ *‘ ‘W ““\ [ \2\4\‘1.‘0\ L \?\’4\2‘(
miz--> 50 100 150 200 250 300
Abundance #7441: 2-Cyclohexen-1-ol, 1-methyl-
97.0
—r
14.00
5000 43.0 ITI/Z 97.10 89.88%
omL
miz--> 50 100 150 200 250 300
Abundance #211541: Tetradecyl trifluoroacetate —
55.0 14.00
97.0 m/z 43.00 82.20%
h WM
168.0
otsd [ULLd L], 2980 2010 20 -
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\BF@91321\
Data File : BF125454.D

Acqg On : 13 Sep 2021 20:48
Operator : JU/CG

Sample : M3684-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.193 28.5 ng 1287890 1 6.887 902745 20.0
2-Pentanone, 4-... 5.110 4.3 ng 192289 1 6.887 902745 20.0
Ethanol, 2-(2-b... 8.081 4.5 ng 272099 2 8.169 1218230 20.0
n-Hexadecanoic ... 11.933 2.3 ng 134080 4 11.416 1192090 20.0
Pentafluoroprop... 13.963 2.0 ng 89859 5 14.063 882644 20.0
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