LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125455.D

Acqg On : 13 Sep 2021 21:20
Operator : JU/CG

Sample : M3684-04

Misc :

ALS Vvial : 11 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: BF125455.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 8 14 24 rVWW 929746 1140855 36.72% 4.798%
2 2.275 28 32 43 rVB 43252 65282 2.10% 0.275%
3 5.104 510 513 525 rVB 165762 201254 6.48%  0.846%
4 5.510 577 582 585 rBV 3311213 2996307 96.44% 12.603%
5 6.522 749 754 757 rBV 3147529 3007619 96.80% 12.650%

6 6.886 812 816 819 rBV 1036386 896430 28.85% 3

7 7.451 907 912 915 rBV 2206372 1978028 63.66% 8

8 8.075 1014 1018 1027 rBV2 105197 281948 9.07% 1.186%

9 8.169 1030 1034 1042 rVB 1381735 1154096 37.14% 4
9.245 1213 1217 1220 rBV 3830041 3107035 100.00% 13.

11 9.357 1232 1236 1240 rBV 35651 37278 1.20%
12 9.927 1329 1333 1336 rBV 1405452 1183719 38.10%
13 10.716 1463 1467 1477 rBV 2099455 1880728 60.53%
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14 11.416 1582 1586 1589 rBV 1225802 1013083 32.61% 261%
15 11.798 1648 1651 1656 rBV 44327 37005 1.19% 156%
16 11.933 1668 1674 1682 rBV3 116757 164335 5.29% 0.691%
17 12.504 1767 1771 1776 rVB3 79782 87415 2.81% ©.368%
18 12.627 1789 1792 1796 rBV 127759 123285 3.97% ©.519%
19 12.721 1806 1808 1815 rBV2 46905 57302 1.84% 0.241%
20 12.863 1826 1832 1838 rBV 122550 139776  4.50% ©.588%
21 13.004 1851 1856 1859 rBV 2312345 2180139 70.17% 9.170%
22 13.533 1943 1946 1949 rBV 76468 66838 2.15% 0.281%
23 14.062 2031 2036 2039 rBV 915962 893092 28.74%  3.756%
24 14.086 2039 2040 2043 rVB 77047 46271 1.49% ©.195%
Q.

25 15.115 2212 2215 2222 rBV 96373 152941  4.92%

26 15.427 2265 2268 2273 rVB 112188 126716  4.08%
27 15.562 2286 2291 2298 rVB2 571387 756654 24.35%  3.183%
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Sum of corrected areas: 23775431
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 13 Sep 2021 21:20
: M3684-04

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091321\
BF125455.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 : BF125455.D

Acqg On : 13 Sep 2021 21:20
Operator : JU/CG

Sample : M3684-04

Misc :

ALS vial : 11 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.
2.169  25.45 ng 1140860 1,4-Dichlorobenzene-d4 6.886

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 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 14 (2.169 min): BF125455.D\data.ms (-8) (-) m/z 73.00 100.00%
73.0
5000 43.0
87.1
R RAARasmIRANEARC
‘ 2.202.302.402.502.60
0 MW_WHMHwHw,‘wwmww,wwww m/z 43.00  43.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T T T T T
430 2.202.302.402.502.60
87.0 m/z 55.00 35.29%
\ \‘ 9 0 I
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
R e RAAmamamEaRs
2.202.302.402.502.60
5000 m/z 87.10 26.06%
55.0
27.0 41lo0
oh 220 Ll L L eso wso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e EAaasransEEEEEE
73.0 2.202.302.402.502.60
87.0 m/z 41.00 13.84%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘HM‘HM‘HM‘HM‘H‘HH,HH‘HH‘HH RaaEE R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125455.D

Acqg On : 13 Sep 2021 21:20
Operator : JU/CG

Sample : M3684-04

Misc :

ALS vial : 11 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.
5.104 4.49 ng 201254 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 513 (5.104 min): BF125455.D\data.ms (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 TryTTrrpr Ty
‘ 83.0 4.80 5.00 5.20 5.40
b et et e e m/z 59.00 61.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L IR R |
59.0 4.80 5.00 5.20 5.40
m/z 58.00 18.02%
O\\‘\\\\‘\\\‘?‘T“\.(\)\\"ui\\‘\\}\‘\\\\‘\\\\?%\-0\\‘\\\]-\0“]\“\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e
4.80 5.00 5.20 5.40
5000 41.0 m/z 101.00 17.61%
29.
87.0
b 150 Ll 70 | e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester R R RRE
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.19%
5000 57.0
29.0
‘ 101.0
O‘“H‘“H“‘“‘H“,1m“H‘m“‘H“m"mwuu“uw‘
m/z--> 10 20 30 40 50 60 70 80 90 100 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 : BF125455.D

Acqg On : 13 Sep 2021 21:20
Operator : JU/CG

Sample : M3684-04

Misc :

ALS vial : 11 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.
8.075 4.89 ng 281948 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 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 56
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50

Abundance Scan 1018 (8.075 min): BF125455.D\data.ms (-1014) (-) m/z 57.10 100.00%

57.1
5000

M 87.0 7.80 8.00 8.20 8.40
1l

0 H“““ﬂ“ umﬂw‘W“N‘H“?é%p_“““‘w‘ m/z 45.00 91.75%

m/z--> 20 60 80 100 120 140 160 180
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

5000 e
29.0 7.80 8.00 8.20 8.40

m/z 41.00 32.91%

87.0
O TTT ‘ \‘H“\‘ T “‘H‘\ T H\ \‘h\ ‘ \“\‘\ \:}’0\7\ \0\ ‘ ?‘\3\2\()‘ LU ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0

780800820840

29.0
‘ 87.0
0 ***\JJ‘JN”*“\*H*\*L**\****%9***\***‘\****\* f\ﬂw
miz--> 20 40 60 80 100 120 140 160 180
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- R R L
45.0 7.80 8.00 8.20 8.40

m/z 75.00 13.63%

5000
89.0
0 Z%h | 699 \H | 119.0 144.0163.0

m/z--> 20 40 80 100 120 140 160 180 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 : BF125455.D

Acqg On : 13 Sep 2021 21:20
Operator : JU/CG

Sample : M3684-04

Misc :

ALS vial : 11 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.933 3.24 ng 164335  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1674 (11.933 min): BF125455.D\data.ms (-1668) (1 m/z 60.00 100.00%

60.0
5000
971 129.0 [ L
213.2 ‘ S
H 157:0 g5 1 256.1 12.00
[— m/z 72.95 92.89%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
12.00
157.01g5 02130  256.0 m/z 43.00 89.24%
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
——
12.00
5000 129.0 ITI/Z 56.95 84.08%
199.0
s e T
osol WML oL ]
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid 7
73.0 12.00
43.0 m/z 55.00 79.30%
5000 129.0
185.0
H 228.0
O%ﬁgw‘wuwyhhWkﬂhwuLMWHH‘HM_‘HMH‘MM‘MHW‘ —
m/z--> 20 40 60 80 100120140160 180200 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 : BF125455.D

Acqg On : 13 Sep 2021 21:20

Operator : JU/CG

Sample : M3684-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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 6 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.427 3.35 ng 126716 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 89
3 Benzo[a]pyrene 252 C20H12 000050-32-8 89
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81

Abundance Scan 2268 (15.427 min): BF125455.D\data.ms (-2265) (-]
252.1

m/z 252.05 100.00%

- $J\@AmAWAJLJk
—
125.0 15.50
ol TA0 Lk 1930 . {2931 3461 ./, y56.05 29.81%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10  21.22%
125.0
0 39.0 830 | 200.0, |
\\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #138566: Benzol[b]fluoranthene
252.0
——
15.50
5000 m/z 125.00 11.71%
126.0
0390 870 \“ 2000,
LA B A B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene T
252.0 15.50
m/z 126.00 9.34%
5000
126.0
0l300 870 | 2000, |
L B e e e e T A B —
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125455.D

Acqg On : 13 Sep 2021 21:20
Operator : JU/CG

Sample : M3684-04

Misc

ALS Vvial : 11 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... 2.169 25.4 ng 1140860 1 6.886 896430 20.0
2-Pentanone, 4-... 5.104 4.5 ng 201254 1 6.886 896430 20.0
Ethanol, 2-(2-b... 8.075 4.9 ng 281948 2 8.169 1154100 20.0
n-Hexadecanoic ... 11.933 3.2 ng 164335 4 11.416 1013080 20.0
Benzo[e]pyrene 15.427 3.4 ng 126716 6 15.557 756654 20.0
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