LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125369.D

Acqg On : 4 Sep 2021 15:07

Operator : JU/CG

Sample : M3648-05 :

Misc : 20211056-SI-COMP-1-MODIFIED-EL

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: BF125369.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 13 22 34 rVB 2686089 3859219 92.78% 13.692%
2 5.122 512 516 523 rBV 58775 68151 1.64% 0.242%
3 5.522 580 584 587 rBV 2381659 2100634 50.50% 7.453%
4 6.522 750 754 767 rBV 1841606 1637161 39.36% 5.808%
5 6.898 814 818 821 rBV 978480 799839 19.23%  2.838%
6 7.075 845 848 853 rVB 70686 58543 1.41% 0.208%
7 7.463 908 914 917 rBV 2445025 2495976 60.01% 8.855%
8 8.181 1032 1036 1044 rBV 1122538 1024830 24.64% 3.636%
9 9.257 1214 1219 1222 rBV 4540453 4159383 100.00% 14.757%

9

.933 1330 1334 1338 rBV 1234771 1077051 25.89%
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11 9.969 1338 1340 1344 rVB 100008 82687 1.99%
12 10.727 1464 1469 1472 rBV 2658425 2497865 60.05%
13 11.421 1583 1587 1595 rBV 1153287 1033919 24.86%
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14 11.580 1611 1614 1618 rBV 1479173 1265435 30.42% 490%
15 11.804 1645 1652 1655 rBv4 72755 68312 1.64% 242%
16 11.939 1672 1675 1679 rBV2 125460 123274 2.96% 0.437%
17 11.980 1679 1682 1689 rVB 56905 62435 1.50% ©0.222%
18 12.280 1729 1733 1736 rBV 90332 73222 1.76% ©.260%
19 12.727 1804 1809 1813 rBV3 38359 44910 1.08% 0.159%
20 13.010 1852 1857 1860 rBV 4125232 3719980 89.44% 13.198%

21 13.927 2009 2013 2029 rVB3 96943 170766 4.11%
22 14.062 2033 2036 2040 rBV 865269 739012 17.77%
23 15.556 2285 2290 2299 rVB 644535 870155 20.92%
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24 16.009 2364 2367 2373 rVB2 36629 52572 1.26% 187%

25 16.533 2451 2456 2464 rVB4 30697 57133 1.37% 203%

26 17.145 2556 2560 2567 rVB3 25137 43913 1.06% ©.156%
Sum of corrected areas: 28186377
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3648-05

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
BF125369.D

4 Sep 2021 15:07

Ju/caG

20211056-SI-COMP-1-MODIFIED-EL

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

Abundance TIC: BF125369.D\data.ms
4000000
3000000
2.216
5.522 7.463
2000000 6.522
1000000 6.898
0 5.122 7.CA)75
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\\\‘\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF125369.D\data.ms
9.257
13.010
4000000
3000000
10.727
2000000
11.580
8.181 9.933 11.421
1000000
L 9969 L 11.8d4%880 12.280 12727
ol —- e i e e S L e e .
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF125369.D\data.ms
4000000
3000000
2000000
1000000 14.062
15.556
o 13.92 16.009 16.53 17.145
T ‘ T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\

Data File : BF125369.D

Acqg On 4 Sep 2021 15:07

Operator : JU/CG

Sample : M3648-05 :

Misc . 20211056-S|-COMP-1-MODIFIED-EL

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 1 Butane, 2-methoxy-2-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.216 96.50 ng 3859220 1,4-Dichlorobenzene-d4 6.898
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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 22 (2.216 min): BF125369.D\data.ms (-13) (-) m/z 73.10 100.00%
73.1
5000 43.0 J\;
N Mo e
‘ J 8$ 0 2.20 2.40 2.60
Ol il 580 [\ 880 oz a3.00  44.38%
m/z--> 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B B BB
430 2.20 2.40 2.60
‘ m/z 54.95 34.80%
27.0 8%
O\‘\\\\‘\““\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
e S
2.20 2.40 2.60
5000 55.0 m/z 87.10  25.19%
39
0 L ‘ \ ‘H‘ 88.0 1120 129.0
“““““ “““ ““,‘ e
m/z--> 20 40 80 100 120
Abundance #2245.Suane,teuanuﬂhyh e R
73.0 2.20 2.40 2.60
m/z 41.00 13.89%
5000
43.0
T Ao o L B e
m/z--> 0 20 40 60 80 100 120 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125369.D

Acqg On : 4 Sep 2021 15:07
Operator : JU/CG

Sample : M3648-05

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-

20211056-SI-COMP-1-MODIFIED-EL

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 1,2-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.588 2448 ng 1265440  Phenanthrene-d16 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204
2 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404
3 Dibutyl phthalate 278 C16H2204
4 Phthalic acid, 6-ethyl-3-octyl i... 362 C22H3404
5 Phthalic acid, 2-ethoxyethyl pro... 280 C15H2005

Abundance Scan 1614 (11.580 min): BF125369.D\data.ms (-1611) (-]

000084-69-5 90
000089-18-9 78
000084-74-2 78
1000315-17-9 78
1000322-87-0 78

m/z 149.00 100.00%

149.0
5000
57.0 N
—r 4
104.0 11.50
223.1
ol b b L L I890FRE  m/z 57.00  26.79%
miz--> 50 100 150 200 250 300
Abundance #170896: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0
5000 —4 ‘
11.50
57.0 m/z 40.95 11.23%
104.0
0Lk ‘\““\‘\‘\ N “‘\ I \‘\1\89(‘)\22\‘3\0\ LA B
miz--> 50 100 150 200 250 300
Abundance #271976: 1,2-Benzenedicarboxylic acid, butyl 8-methylno
149.0
11.50
5000 ITI/Z 150.00 9.51%
41.0 85.0 223.0
ol A2 s
miz--> 50 100 150 200 250 300
Abundance #170759: Dibutyl phthalate 1 ‘
149.0 11.50
m/z 104.00 7.81%
5000
. 650 104.0 2230 780
\\\‘H\‘\\\“‘\\‘\\ \\\\“\\\\‘\\\\‘\ T ‘ T
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125369.D

Acqg On : 4 Sep 2021 15:07

Operator : JU/CG

Sample : M3648-05 :

Misc : 20211056-SI-COMP-1-MODIFIED-EL

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.939 2.38 ng 123274  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1675 (11.939 min): BF125369.D\data.ms (-1672) (- m/z 73.00 100.00%

43,0 (730
5000
129.0
213.2
oWw‘;‘:‘w‘!wMUHMHHWMuwM‘H‘H_‘Humu_MWM_ m/z 60.00  93.78%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 43.00 85.94%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
——
12.00
5000 129.0 ITI/Z 57 .00 84.71%
199.0
s e T
onsol WAL A L0 1L L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid e
73.0 12.00
43.0 m/z 55.00 76.16%
5000 129.0
185.0
H 228.0
O%ﬁgw‘wuwyhhWkﬁhwuLMWHH‘HM‘HHM‘H_M‘_HW‘ —
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@90421\
Data File : BF125369.D

Acqg On : 4 Sep 2021 15:07

Operator : JU/CG

Sample : M3648-05 :

Misc : 20211056-SI-COMP-1-MODIFIED-EL

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-[(2-Phenyl-1,3-dioxolan-2... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.927 4.62 ng 170766 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-[(2-Phenyl-1,3-dioxolan-2-yl)m... 193 C10H11NO3 1000411-48-9 72
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 72
3 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 43
4 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 38
5 Phthalic acid, hept-2-yl isohexy... 348 C21H3204 1000356-97-3 38

Abundance Scan 2013 (13.927 min): BF125369.D\data.ms (-2009) (- m/z 105.00 100.00%

1050 1490
5000
o0 209.0 282.0 14 00
0l ‘M‘{H“u hbd bl 2090 292D m/z 149.00  83.71%
miz--> 50 100 150 200 250 300
Abundance #67627: N-[(2-Phenyl-1,3-dioxolan-2-yl)methylidene]hydr
105.0 149.0
5000 e
14 OO
51.0 48.72%
O T \q”\ ‘\H ‘ ! \‘ \‘H‘H\ ‘\‘ ‘ ‘\ ‘\‘ T T ‘ \“ T ‘\19\3 0\ T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #216952: Diethylene glycol dibenzoate
105.0
149.0
14.00
5000 m z . 12.51%
51.0
0 4. |, 2070 250.0283.0
e
miz-> 50 100 150 200 250 300
Abundance #241935: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexy [ —"l 4AJA‘A‘AJ
149.0 14.00
11.14%
- WMJ\W\MM
41.0 223.0
Ob 2020 L2190
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@90421\
Data File : BF125369.D

Acqg On : 4 Sep 2021 15:07

Operator : JU/CG

Sample : M3648-05 :

Misc : 20211056-SI-COMP-1-MODIFIED-EL

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... 2.216 96.5 ng 3859220 1 6.898 799839 20.0
1,2-Benzenedica... 11.580 24.5 ng 1265440 4 11.422 1033920 20.0
n-Hexadecanoic ... 11.939 2.4 ng 123274 4 11.422 1033920 20.0
N-[(2-Phenyl-1,... 13.927 4.6 ng 170766 5 14.063 739012 20.0
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