LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125207.D

Acqg On : 25 Aug 2021 13:42
Operator : JU/CG

Sample : M3524-02

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: BF125207.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.205 14 20 27 rVB 800430 1034352 28.91% 3.995%
2 5.528 581 585 589 rBV 3051786 3080846 86.10% 11.900%
3 6.534 751 756 759 rBV 2971392 3133925 87.59% 12.105%
4 6.916 817 821 824 rBV 1001273 877526 24.52%  3.390%
5 7.475 911 916 919 rBV 2375276 2053425 57.39% 7.932%

6 8.092 1018 1021 1035 rBV 86900 197735 5.53% 0.764%
7 8.198 1035 1039 1042 rBV 1280060 1139170 31.84% 4.400%
8 9.269 1217 1221 1224 rBV 4140600 3578096 100.00% 13.821%
9 9.951 1333 1337 1340 rBV 1590090 1272126 35.55% 4.914%
10 10.739 1467 1471 1474 rBV 2774856 2410888 67.38% 9.312%

11 11.439 1586 1590 1593 rBV 1553137 1300863 36.36% 5.025%
12 11.957 1674 1678 1683 rBV 166091 175816 4.91% 0.679%
13 12.739 1808 1811 1820 rBV 61182 69406 1.94% 0.268%
14 13.022 1855 1859 1863 rBV 3578713 3433384 95.96% 13.262%
15 13.874 2000 2004 2007 rBV 31675 41379 1.16% ©.160%
16 13.910 2007 2010 2013 rBV 46913 51720 1.45% 0.200%
17 13.945 2013 2016 2019 rBV 118022 117193 3.28% ©.453%
18 13.998 2019 2025 2035 rVV8 41444 142768 3.99% ©.551%
19 14.074 2035 2038 2042 rVB 938426 884390 24.72%  3.416%
20 15.574 2287 2293 2303 rVB 738697 894318 24.99%  3.454%

Sum of corrected areas: 25889326
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
BF125207.D

: 25 Aug 2021 13:42

Ju/CaG

: M3524-02

: 9 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\BF082521\
Data File : BF125207.D

Acqg On : 25 Aug 2021 13:42
Operator : JU/CG

Sample : M3524-02

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.
2.205 23.57 ng 1034350 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 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 20 (2.205 min): BF125207.D\data.ms (-14) (-) m/z 73.00 100.00%

73.0
5000 43.0
87.1

‘ 9.0 2.20 2.40 2.60
H’\\H‘\\H‘\H\“}\‘\\‘\‘\i‘\“.\\\\“\H\‘HH‘HH‘HH‘HH‘HH‘\\H m/z 43.06 45-41%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0

5000 L
2.20 2.40 2.60
43.0 o
87.0 m/z 54.95 33.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S LU VS
2.20 2.40 2.60
5000 41.0 55.0 ITI/Z 87.10 24.90%
27.0
11, L 112.0 129.0
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘w‘u‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2248: Silane, tetramethyl- B amaman e
73.0 220 240 2.60

m/z 41.00 14.72%

5000
45.0
190 290 || 500 | 880

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 2.60

8270-BF081821.M Thu Aug 26 13:39:53 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125207.D

Acqg On : 25 Aug 2021 13:42
Operator : JU/CG

Sample : M3524-02

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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.092 3.47 ng 197735 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 59
3 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 53
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50

Abundance Scan 1021 (8.092 min): BF125207.D\data.ms (-1018) (-) m/z 45.00 100.00%

45.0
5000

74.9 T R
7.80 8.00 8.20 8.40

HWHH““\HMHw“_‘m_m_m_m‘m m/z 57.18  96.43%

m/z--> 200 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0

5000 e
7.80 8.00 8.20 8.40

ZYT 75.0 m/z 41.e0  41.35%
I

100.0
L “ T H T “\‘\ T H\ T m‘\ ‘ \“\‘ T “ UL ‘ \1\:3\2\0‘ LI ]\.?:\3 p\
m/z--> 20 40 60 80 100 120 140 160
Abundance #15681: Di-sec-Butyl ether

45.0

7.80 8.00 8.20 8.40

5000 m/z 56.00 17.10%
101.0
27,0
T S d
miz--> 20 40 60 80 100 120 140 160
Abundance #25397: Methoxyacetic acid, 2-butyl ester e ARRa RS R
45.0 7.80 8.00 8.20 8.40

m/z 74.90  15.39%

5000
89.0
27‘0 I \‘\HH i \‘ | 70.0 ‘ ‘ 116.0

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\BF082521\
Data File : BF125207.D

Acqg On : 25 Aug 2021 13:42
Operator : JU/CG

Sample : M3524-02

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.957 2.70 ng 175816  Phenanthrene-die 11.439
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Octanoic acid 144 C8H1602 000124-07-2 50

Abundance Scan 1678 (11.957 min): BF125207.D\data.ms (-1674) (- m/z 43.05 100.00%

43.0 73.0
5000
129.1
213.1 CTT
H‘ 157.0185.1 ‘ 256.1 12.00
T MHJMAL‘m‘muﬂ_ﬂ‘ﬂu‘_u‘_u‘_ul_ m/z 73.00 97.85%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R f
12.00
97.0 157.0 155 02130 2560 m/z 60.00 91.09%
\H‘HH“}‘HH!H\H‘{\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
S
12.00
5000 129.0 ITI/Z 55.00 84.15%
199.0
s ) e T
lﬁ‘O‘mM \”\“\‘1‘1‘ 4 1\‘\””‘1‘1 \H\‘\\‘1H\“\\‘Hi\‘u\i\u‘\‘uu“uu‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid st e —
73.0 12.00
43.0 m/z 57.00 79.18%
5000 129.0
185.0
|
1“5‘-9\‘\”\1\;\‘Mu‘\‘ﬂ’uuwh_mwW_WWW_IHW
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\BF082521\
Data File : BF125207.D

Acqg On : 25 Aug 2021 13:42
Operator : JU/CG

Sample : M3524-02

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 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.945 2.65 ng 117193 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
4 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 64
5 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 50

Abundance Scan 2016 (13.945 min): BF125207.D\data.ms (-2013) (-  m/z 105.00 100.00%
1

05.0
149.0
5000
T ‘ A\
51.0 14.00
\\\\i‘\}“\\‘\\\\}\1\7\9.(\)‘\\\\‘\\28\2.\0 m/Z 149.00 78.65%
miz--> 50 100 150 200 250
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
5000 T
14.00
m/z 77.00 36.41%
51.0
180 | ) | 1790
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
v
14.00
5000 ITI/Z 50.95 9.89%
51.0
e 2130 2674
miz--> 50 100 150 200 250 /\
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy L LS TI R
105.0 14.00
m/z 150.00 8.32%
149.0
5000
150 20 | 1790 2360 1
e e L
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125207.D

Acqg On : 25 Aug 2021 13:42
Operator : JU/CG

Sample : M3524-02

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 unknown13.998 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.998 3.23 ng 142768 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropylketone p-tosylhydrazone 282 C14H22N202S 017530-00-6 38
2 Heptadecanolide 268 C17H3202 005637-97-8 35
3 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 35
4 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 35
5 Cyclohexanecarboxylic acid, 4-te... 324 C21H4002 1000280-59-8 27

Abundance Scan 2025 (13.998 min): BF125207.D\data.ms (-2019) (- m/z 57.00 100.00%

510 163.1
5000 111.0
T

‘ 2340 7819 14.00
"WHJ“‘HH“‘HH‘HWH_‘m_“H_‘HW‘WH,W‘M m/z 55.00 88.67%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #175466: Diisopropylketone p-tosylhydrazone
43.00 83.0
127.0
\

5000 ‘ :
14.00
m/z 163.05 82.91%
H 57.0 282.0
\‘\UH‘MH “\M“H“‘ \‘1\‘\\H‘IM\\‘\H\“\\\]\.‘8\6\\9‘\2\]\_\6‘9\\‘2\\5\:3\’9\H“\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158379: Heptadecanolide
55.0
T ‘ T M\
14.00
5000 97.0 m/z 83.05 73.35%

79.0208.0 2500

T ‘ TITT ‘ \‘\ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #271379: 2- Bromopropionic acid, pentadecyl ester

57.0 14.00

?

m/z 43.00 70.09%

- W
HM"w\:wH‘ﬁ?ﬁf?%%%?aa‘le”“2“5‘5,9”_H _—
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125207.D

Acqg On : 25 Aug 2021 13:42
Operator : JU/CG

Sample : M3524-02

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... 2.205 23.6 ng 1034350 1 6.916 877526 20.0
Ethanol, 2-(2-b... 8.092 3.5 ng 197735 2 8.198 1139170 20.0
n-Hexadecanoic ... 11.957 2.7 ng 175816 4 11.439 1300860 20.0
Diethylene glyc... 13.945 2.6 ng 117193 5 14.080 884390 20.0
unknown13.998 13.998 3.2 ng 142768 5 14.080 884390 20.0
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