LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125112.D

Acqg On : 19 Aug 2021 13:55
Operator : JU/CG

Sample : M3443-01

Misc :

ALS vial : 9 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: BF125112.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 16 22 28 rBV 2403600 3223242 62.55% 12.735%
2 5.128 513 517 521 rBV 519910 494163 9.59% 1.953%
3 6.916 818 821 825 rVB 1144064 957211 18.58% 3.782%
4 7.481 912 917 920 rBV 3226521 3209975 62.29% 12.683%
5 8.098 1018 1022 1035 rBV 500235 493962 9.59% 1.952%
6 8.198 1035 1039 1043 rVB 1471580 1270183 24.65% 5.019%
7 9.280 1217 1223 1226 rBV 4928552 5153024 100.00% 20.360%
8 9.957 1334 1338 1341 rBV 1765013 1398458 27.14% 5.525%
9 11.445 1587 1591 1594 rBV 1639844 1456607 28.27% 5.755%
10 11.957 1674 1678 1684 rBV 166553 186727 3.62% 0.738%
11 12.745 1808 1812 1823 rBV 60967 82645 1.60% 0.327%

12 13.033 1856 1861 1864 rBV 5338029 5130718 99.57% 20.272%

13 13.933 2008 2014 2032 rBV6 32419 126977 2.46% 0.502%
14 14.080 2032 2039 2043 rBV 1248693 1146674 22.25% 4.531%
15 14.945 2183 2186 2193 rBV 76047 78458 1.52% 0.310%

16 15.580 2288 2294 2298 rBV 714009 900158 17.47%  3.557%

Sum of corrected areas: 25309182
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\

BF125112.D
: 19 Aug 2021 13:55
Ju/CG
: M3443-01
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\BF081921\
Data File : BF125112.D

Acqg On : 19 Aug 2021 13:55
Operator : JU/CG

Sample : M3443-01

Misc :

ALS vial : 9 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.
2.216 67.35 ng 3223240 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83

2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43

3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance  Scan 22 (2.216 min): BF125112.D\data.ms (-16) (-) m/z 73.00 100.00%

73.0
5000 43.0 A
87'1 T ‘ T T T T ‘ T T T T ‘ L
‘ 2.20 2.40 2.60
Obrrrrrrreprrrepre b e m/z 43.00  47.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L I B B B B BB
2.20 2.40 2.60
43.0 o
87.0 m/z 55.00 36.49%
\ \‘ 90 If
O H\‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
T
220 2.40 2.60
5000 m/z 87.10 25.34%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol 7
73.0 2.20 2.40 2.60
87.0 m/z 41.00 15.25%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ 7
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125112.D

Acqg On : 19 Aug 2021 13:55
Operator : JU/CG

Sample : M3443-01

Misc :

ALS vial : 9 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 2
R.T. EstConc Area Relative to ISTD R.T.
5.128 10.33 ng 494163 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 517 (5.128 min): BF125112.D\data.ms (-513) (-) m/z 43.00 100.00%
3.0
59.0
5000
A ARERS
| 650 101.0 4.80 5.00 5.20 5.40
0 e e bbbl e M/Z 59.08 55.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B B |
4.80 5.00 5.20 5.40
59.0 m/z 58.00  16.20%
101.0
27.0
O\\‘\\\\‘\\H\“‘\\\\“w}\\‘\\‘i\‘\\\7\0‘.\()\\\?%\.(\)\‘\\\}“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
AR R RRE
4.80 5.00 5.20 5.40
5000 41.0 m/z 101.00  14.54%
29.
87.0
ob 250 UL Ll o0 o
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester AR AR
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.41%
5000 57.0
29.0
‘ 101.0
0‘w‘H‘M‘mﬁu‘h\m‘wﬂm‘H‘W‘zqR‘H‘H‘WLH‘W R R A RERas
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125112.D

Acqg On : 19 Aug 2021 13:55
Operator : JU/CG

Sample : M3443-01

Misc :

ALS vial : 9 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 3
R.T. EstConc Area Relative to ISTD R.T.
8.098 7.78 ng 493962  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 53

Abundance Scan 1022 (8.098 min): BF125112.D\data.ms (-1018) (-) m/z 57.00 100.00%

57.0
5000
R RARRRREE e
5.0 7.80 8.00 8.20 8.40
390 |01l 1329
bl L7 332D myz 45,00 94.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L B B B LR B
29.0 7.80 8.00 8.20 8.40
750 m/z 41.0  31.83%
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ }9?\9 T ‘ \:L\SWZ\()‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T R
7.80 8.00 8.20 8.40
5000 m/z 56.00 16.15%
29.0 75.0
100.0
0 T O T .
miz--> 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether A RAREE e R
57.0 7.80 8.00 8.20 8.40
m/z 75.00 15.86%
5000
29.0 75.0
0 \‘\ I ‘ | 1000118.0
““‘ ! pr e R RREEEEE
mlz--> 0 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\BF081921\
Data File : BF125112.D

Acqg On : 19 Aug 2021 13:55
Operator : JU/CG

Sample : M3443-01

Misc :

ALS vial : 9 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.
11.957 2.56 ng 186727  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1678 (11 957 min): BF125112.D\data.ms (-1674) (1 m/z 73.00 100.00%
43.0 [73.0

5000
129.0
| 1Q1.0 157.1 1851 2132 256.1 12.00
ol m/z 60.00  95.50%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add
5000 129.0 U
12.00
. 157.0 15,0 2130 256.0 m/z 43.00 93.63%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
——
12.00
5000 ITI/Z 57 .00 78.74%
129.0
‘ ‘ 1710 2140
0,?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid ——
43.0 73.0 12.00

m/z 41.00 72.34%

5000
1290 242.0
‘ ‘ 199.0
0 L m H‘M‘ il HM‘ cﬂ‘ i 17?— O\ ‘ | T

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\BF081921\
Data File : BF125112.D

Acqg On : 19 Aug 2021 13:55
Operator : JU/CG

Sample : M3443-01

Misc :

ALS vial : 9 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 Carbonic acid, hexadecyl 2,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.033  2.21ng 126977 Chrysene-di2 14.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 81

2 1-Docosene 308 C22H44 001599-67-3 81
3 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 74
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 68
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 68

Abundance Scan 2014 (13.933 min): BF125112.D\data.ms (-2008) (- m/z 57.00 100.00%
57.0

97.1
5000
s
133.0 216.0 .
- ‘1“, ‘ “ “h‘ ““ﬁ“ el 280 55,00 76.98%
miz--> 50 100 150 200 250 300
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es
83.0
43.0
5000 T
14.00
25.0 m/z 43.00 72.90%
AL ] fsep e
oL ‘\M\‘H \’\\;‘ bull “ \U\\‘\‘\‘H\M\lﬁ‘g'd‘o‘ ‘H‘\‘ , ‘\‘ e
miz--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
—
97.0 14.00
5000 m/z 71.ee  58.21%
oLl ULl 20 w0
miz--> 50 100 150 200 250 300 WMM ﬂ
Abundance #323545: Carbonic acid, octadecyl 2,2,2-trichloroethyl esi o ‘A‘ —
3.0 14.00
m/z 97.10 57.32%
43.0
5000
25.0
1950 2520 M a A
ok ’ ulll “ 1§9'0 4 ‘Hn‘ B — ‘L‘ N ﬂ memm L
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\BF081921\
Data File : BF125112.D

Acqg On : 19 Aug 2021 13:55
Operator : JU/CG

Sample : M3443-01

Misc

ALS vial : 9 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... 2.216 67.3 ng 3223240 1 6.916 957211 20.0
2-Pentanone, 4-... 5.128 10.3 ng 494163 1 6.916 957211 20.0
Ethanol, 2-(2-b... 8.098 7.8 ng 493962 2 8.198 1270180 20.0
n-Hexadecanoic ... 11.957 2.6 ng 186727 4 11.445 1456610 20.0
Carbonic acid, ... 13.933 2.2 ng 126977 5 14.080 1146670 20.0
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