LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125211.D

Acqg On : 25 Aug 2021 15:52
Operator : JU/CG

Sample : M3524-01

Misc :

ALS Vvial : 13  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: BF125211.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 14 21 27 rVB 923293 1204029 32.20% 4.581%
2 5.534 581 586 589 rBV 3472394 3362931 89.94% 12.794%
3 6.534 751 756 759 rBV 3219823 3367330 90.06% 12.811%
4 6.910 817 820 824 rBV 951342 852318 22.80%  3.243%
5 7.475 911 916 919 rBV 2547060 2223401 59.47% 8.459%

6 8.092 1018 1021 1035 rBV 107043 206217 5.52% ©.785%
7 8.198 1035 1039 1042 rVV 1239175 1088282 29.11% 4.140%
8 9.269 1217 1221 1224 rBV 4424247 3738885 100.00% 14.225%
9 9

.951 1333 1337 1340 rBV 1420514 1167967 31.24% 4.444%
10 10.739 1467 1471 1474 rBV 2734696 2337842 62.53%  8.894%
11 11.439 1586 1590 1593 rBV 1173779 1107702 29.63% 4.214%
12 11.951 1673 1677 1682 rBV 177574 185168 4.95% 0.704%
13 12.739 1807 1811 1819 rBV 75936 88909 2.38% ©.338%
14 13.021 1855 1859 1862 rBV 3827055 3211033 85.88% 12.216%
15 13.910 2006 2010 2013 rBV 39833 43786 1.17% ©0.167%
16 13.945 2013 2016 2019 rVV 89049 89583 2.40% 341%

17 13.992 2019 2024 2033 rVW 37000 127747  3.42%
18 14.074 2035 2038 2042 rVB 941489 837437 22.40%

OwWwooe
=
©
o))
R

19 15.574 2287 2293 2300 rBV 766994 1001211 26.78% 809%
20 16.051 2370 2374 2379 rVB2 28408 43011 1.15% 164%
Sum of corrected areas: 26284789
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. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
BF125211.D

: 25 Aug 2021 15:52

Ju/CaG

: M3524-01

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\BF082521\
Data File : BF125211.D

Acqg On : 25 Aug 2021 15:52
Operator : JU/CG

Sample : M3524-01

Misc :

ALS vial : 13  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.
2.210  28.25 ng 1204030 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 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23

Abundance  Scan 21 (2.210 min): BF125211.D\data.ms (-14) (-) m/z 73.00 100.00%

73.0
5000 43.0 j\\
87'0 T ‘ L ‘ L ‘ L
‘ 2.20 2.40 2.60
e S e m/z 43.00 47.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L
2.20 2.40 2.60
43.0 o
‘ 87.0 m/z 55.00 36.28%
\H‘\H\‘HH“HH“HH‘H\\9‘9\\"\}\\‘\\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
2.20 2.40 2.60
5000 m/z 87.00 24.34%
55.0
27.0 410
aso [ UL L eso mso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 220 2.40 2.60
87.0 m/z 40.95 15.31%
5000 41.0 55.0
27.0
1], ‘ 112.0 129.0
“““,“‘,“ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125211.D

Acqg On : 25 Aug 2021 15:52
Operator : JU/CG

Sample : M3524-01

Misc :

ALS vial : 13  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 3.79 ng 206217 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 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50

Abundance Scan 1021 (8.092 min): BF125211.D\data.ms (-1018) (-) m/z 57.00 100.00%

57.0
5000

75.0 AR NN R
559 .

7.80 8.00 8.20 8.40
101.0
el gl PR AL w7z 45.00  97.55%

miz--> 200 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

5000 e LTS
29.0 7.80 8.00 8.20 8.40

75.0 m/z 41.00  39.84%

L ‘ \‘H“\‘ T “‘H‘\ \MH\ \‘1“\ ‘ \“\‘ \]-10?\0\ T ’ \].\3\2\CJ‘ T T ’ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

7.80 8.00 8.20 8.40

5000 m/z 56.00  17.44%
29.0 75.0
100.0
— A B~ LT
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether e e
57.0 7.80 8.00 8.20 8.40

m/z 75.00  15.22%

5000
29.0 75.0
el

m/z--> 20 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 : BF125211.D

Acqg On : 25 Aug 2021 15:52
Operator : JU/CG

Sample : M3524-01

Misc :

ALS vial : 13  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 3
R.T. EstConc Area Relative to ISTD R.T.
11.951 3.34 ng 185168 Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 35

Abundance Scan 1677 (11 951 min): BF125211.D\data.ms (-1673) (1 m/z 43.00 100.00%

43.0 ,73.0
5000
129.1
“ ‘ 2131 izbd
157.0185.1 :
ww“‘:‘m‘!m m‘u‘wﬂ”t“_ww‘_‘wwm“_Hﬁf_’ﬁp m/z 60.00  92.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
5000 U
12.00
1290 256.0 m/z 73.00 92.42%
\‘H‘\\‘HH‘\ \H‘H\‘HHH‘HH‘\H\‘\‘H\‘HH‘HH‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46984: 8-Methylnonanoic acid
43.0 73.0
129.0
e
12.00
5000 m/z 56.95 78.18%
LA 220
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid T
73.0 12.00
43.0 m/z 41.00 73.39%
171.0
‘ 214.0
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\BF082521\
Data File : BF125211.D

Acqg On : 25 Aug 2021 15:52
Operator : JU/CG

Sample : M3524-01

Misc :

ALS vial : 13  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 2.14 ng 89583 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 78
4 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 52

5 Benzoic acid N'-(4,4,5,5,6,6,6-h... 434 C19H13F7N202  1000295-76-6 35

Abundance Scan 2016 (13.945 min): BF125211.D\data.ms (-2013) (-  m/z 105.00 100.00%

105.0  149.0
5000
—
51.0 2080 14.00
‘ . 281.( o
etk e o0 281U 7 149.00  88.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000 T
14.00
m/z 77.00 41.80%
51.0
]\-ﬁ"c\)\\\‘\\“\\’\\‘”“\\H‘HH‘HH‘HH’\]\-Z?\.\()H‘HH‘HH‘HH‘HH’H
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0
T ‘ VJ\\
105.0 14.00
5000 ITI/Z 50.95 10.19%
510 1780  239.0
RENSNBM SENS N S L .
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy AT 40
105.0 14.00
m/z 149.95 7.14%
149.0
5000
150 >0 | | 1790 236.0 |
I s taatees AL
miz--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125211.D

Acqg On : 25 Aug 2021 15:52
Operator : JU/CG

Sample : M3524-01

Misc :

ALS vial : 13  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 unknownl3.992 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.992 3.05 ng 127747 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 42
2 n-Heptadecanol-1 256 C17H360 001454-85-9 38
3 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 35
4 1-Tetracosene 336 C24H48 010192-32-2 27
5 1-Heptacosanol 396 C27H560 002004-39-9 27

Abundance Scan 2024 (13.992 min): BF125211.D\data.ms (-2019) (- m/z 55.00 100.00%

55.0
163.0
105.0
5000
208.9 14.00
M “‘ ‘ | H L0 16300 79.93%

m/z--> 200 250
Abundance #161351.14Dmadecano
55.0
97.0
5000 — N\‘A AAAA MR
14.00
m/z 43.00 76.91%
199 il \‘ h L fae 1820 2240
T T T T ‘ T ‘ T \ T T T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #143654: n-Heptadecanol-1
55.0
97.0 S
14.00
5000 m/z 104.95 65.28%
390
wg L1l Lm0 moo
m/z--> 50 100 150 200 250
Abundance #295270: Bromoacetic acid, octadecyl ester — =
43.0 14.00
m/z 57.00 63.51%
83.0
5000
WZIO
2500
‘ “\“‘w H‘ I H\‘h i u‘ . ‘2‘08‘9‘ T ‘2‘97‘-‘ e
m/z--> 50 100 150 200 250 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125211.D

Acqg On : 25 Aug 2021 15:52
Operator : JU/CG

Sample : M3524-01

Misc

ALS Vvial : 13  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... 2.210 28.3 ng 1204030 1 6.916 852318 20.0
Ethanol, 2-(2-b... 8.092 3.8 ng 206217 2 8.198 1088280 20.0
n-Hexadecanoic ... 11.951 3.3 ng 185168 4 11.439 1107700 20.0
Diethylene glyc... 13.945 2.1 ng 89583 5 14.074 837437 20.0
unknown13.992 13.992 3.0 ng 127747 5 14.074 837437 20.0
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