LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125374.D

Acqg On : 4 Sep 2021 17:49

Operator : JU/CG

Sample : M3648-12 :

Misc : 20211059-SI-COMP-4-MODIFIED-EL

ALS Vvial : 16 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: BF125374.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.187 10 17 28 rVB 2548912 3460076 81.42% 11.946%
2 5.516 579 583 587 rBV 2495668 2397697 56.42% 8.278%
3 6.522 750 754 767 rBV 1997494 1823573 42.91% 6.296%
4 6.898 814 818 821 rBV 1035531 877266 20.64%  3.029%
5 7.463 906 914 917 rBV 2573630 2560351 60.25% < 8.840%

6 8.080 1015 1019 1030 rBV 198864 320297 7.54% 1.106%
7 8.180 1032 1036 1039 rBV 1267063 1074084 25.27%  3.708%
8 9.257 1214 1219 1222 rBV 4814150 4249770 100.00% 14.672%
9 9.645 1282 1285 1289 rBV 141727 135530 3.19% 0.468%

9.933 1326 1334 1343 rBV 1392570 1219839 28.70% 4.211%

11 10.727 1464 1469 1472 rBV 2900976 2679584 63.05%
12 11.421 1583 1587 1594 rBV 1242992 1093265 25.73%
13 11.580 1611 1614 1618 rBV 984890 778147 18.31%
14 11.804 1645 1652 1655 rVB4 84958 75057 1.77%
15 11.939 1672 1675 1679 rBvV2 142532 145438 3.42%
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16 12.727 1806 1809 1818 rVB2 42005 53941 1.27%
17 13.010 1852 1857 1860 rBV 4389952 3797780 89.36% 13.
18 13.927 2009 2013 2026 rBv4 76044 166820  3.93%
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19 14.062 2033 2036 2043 rVB 931906 831060 19.56% 869%

20 15.556 2284 2290 2300 rVB 716842 978482 23.02% 378%

21 16.015 2363 2368 2374 rVB2 42575 63324 1.49% 0.219%

22 16.533 2452 2456 2461 rVB2 39496 57742 1.36% 0.199%

23 17.133 2554 2558 2567 rVB5 29287 63249 1.49% 0.218%

24 17.862 2676 2682 2691 rVB5 23293 62476 1.47% 0.216%
Sum of corrected areas: 28964848
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125374.D

Acqg On : 4 Sep 2021 17:49

Operator : JU/CG

Sample : M3648-12 :

Misc : 20211059-SI-COMP-4-MODIFIED-EL

ALS vial : 16 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

Abundance TIC: BF125374.D\data.ms
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Abundance TIC: BF125374.D\data.ms

9.257 13.010
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3000000 10.727
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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: BF125374.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125374.D

Acqg On : 4 Sep 2021 17:49

Operator : JU/CG

Sample : M3648-12 :

Misc : 20211059-SI-COMP-4-MODIFIED-EL

ALS vial : 16 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.
2.187 78.88 ng 3460080 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 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 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 17 (2.187 min): BF125374.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\\
87-1 T ‘ T T T 1T ‘ T T T 7T ‘ T
‘ 2.20 2.40 2.60
Ol 220 ) 010z 4300 43.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L L L L Y B
2.20 2.40 2.60
43.0 .
87.0 m/z 55.00 34.76%
\ \‘ 90 I
O \H‘H\\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH’HH‘\H\‘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 ITI/Z 87.10 25.21%
55.0
27.0 41l
oL 230 1L 4 L %80 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 2.20 2.40 2.60
87.0 m/z 41.00 14.07%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
HW‘HW‘HW‘HW‘H‘_H‘_H‘MH‘_H‘_H‘_‘HM‘H_‘H_‘H T
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\BF@90421\
Data File : BF125374.D

Acqg On : 4 Sep 2021 17:49

Operator : JU/CG

Sample : M3648-12 :

Misc : 20211059-SI-COMP-4-MODIFIED-EL

ALS vial : 16 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 3
R.T. EstConc Area Relative to ISTD R.T.
8.080 5.96 ng 320297 Naphthalene-d8 8.180

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 Tetraethylene glycol 194 C8H1805 000112-60-7 53
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 45

Abundance Scan 1019 (8.080 min): BF125374.D\data.ms (-1015) (-) m/z 57.00 100.00%

57.0
5000
75.0 R RRRRRREREE S
7.80 8.00 8.20 8.40
3949 M Jo 1010 1320
ol e e b IR m/z 45.00  91.79%
m/z--> 200 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LN L B B L
29.0 7.80 8.00 8.20 8.40
75.0 m/z 40.95  30.40%

O T ‘ \‘H“\‘ T “‘H‘\ T ‘! ‘HH\ T ‘1“\ ‘ \“1‘ \l\oﬁ \0\ T ‘ \1\3\2 \O‘ LU ‘ 1T
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 18.05%
29.0 75.0
100.0
ol ! ‘M AT %R0 e
m/z--> 20 40 60 80 100 120 140 160
Abundance #69770: Tetraethylene glycol
45.0 7.80 8.00 8.20 8.40

m/z 75.00  15.24%

5000 k
89.0
27.0
ol S L, 700 1330 1630

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\BF@90421\
Data File : BF125374.D

Acqg On : 4 Sep 2021 17:49

Operator : JU/CG

Sample : M3648-12 :

Misc : 20211059-SI-COMP-4-MODIFIED-EL

ALS vial : 16 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 1,2-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.580 14.24 ng 778147  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 90
2 Phthalic acid, 8-bromoctyl isobu... 412 C20H29Bro04 1000382-55-3 83
3 Phthalic acid, 2-ethylbutyl isob... 306 C18H2604 1000356-88-9 78
4 Phthalic acid, isobutyl 4-methyl... 334 C20H3004 1000377-93-8 78
5 Phthalic acid, cyclohexylmethyl ... 318 C19H2604 1000309-08-6 78
Abundance Scan 1614 (11.580 min): BF125374.D\data.ms (-1611) (.  m/z 148.95 100.00%
148.9
5000
57.0
T I
| loa0 | 223.1 11.50
R R T R R m/z 57.00 26.70%
mlz--> 50 100 150 200 250 300 350
Abundance #170896: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0
5000 — ‘
11.50
57.0 m/z 41.00 11.29%
O\‘\‘\“‘\‘\‘\\“‘\\‘\‘\ \‘\\\‘\\‘\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance  #308877: Phthalic acid, 8-bromoctyl isobutyl ester
149.0
=T [
11.50
5000 m/z 150.00 9.02%
57.0
ol L 100 | 2280p599 350.
e
mfz--> 50 100 150 200 250 300 350
Abundance  #206962: Phthalic acid, 2-ethylbutyl isobutyl ester cop
149.0 11.50
m/z 104.00 7.34%
5000
57.0
RPN s .
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125374.D

Acqg On : 4 Sep 2021 17:49
Operator : JU/CG

Sample : M3648-12

Misc :

ALS vial : 16 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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.939 2.66 ng 145438  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1675 (11.939 min): BF125374.D\data.ms (-1672) (1 m/z 60.00 100.00%

60.0
5000
129.0
. . \‘M\
‘ 1200
A — m/z 73.080  96.20%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
5000 129.0 ah sy
1200
e ] e
O:I\-ﬁl‘o\‘}\\‘“‘\\”!“\H\‘\‘H!\H““H‘M‘\‘\‘H“\\}\“HH‘\‘\H‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
1200
5000 ITI/Z 57 .00 82.95%
129.0 a0 2560
Ll 90 | 15701850 |
YS9 T oo NP
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid Avrhq ‘
73.0 12.00
43.0 41.00 67.25%
5000
129.0
185.0 228.0
ob LA AL IS ) o |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125374.D

Acqg On : 4 Sep 2021 17:49

Operator : JU/CG

Sample : M3648-12 :

Misc : 20211059-SI-COMP-4-MODIFIED-EL

ALS vial : 16 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 Diethylene glycol dibenzoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.927 4.01 ng 166820 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
3 1-Propanone, 3-hydroxy-1-phenyl- 150 C9H1002 005650-41-9 30
4 N-(Methoxymethyl)benzamide 165 C9H11NO2 013156-28-0 27
5 1-Phenylpent-4-en-1-one 160 C11H120 003240-29-7 22

Abundance Scan 2013 (13.927 min): BF125374.D\data.ms (-2009) (- m/z 105.00 100.00%

105.0 149.1
5000 77.0
510 ¥ 2070 14.00
0 il 20 myz 149,05 91.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
5000
77.0 14.00
42.10%
51.0
o180 I | \ 1790
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0 14. 00
5000 ITI z . 19.98%
77.0
o260 0 | 179.0 200.0 236.C
R A mat T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28370: 1-Propanone, 3-hydroxy-1-phenyl- ——
105.0 14.00
m/z 51.00 14.77%
77.0
5000
51.0
150.0 M
N T N S S e I A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125374.D

Acqg On : 4 Sep 2021 17:49

Operator : JU/CG

Sample : M3648-12 :

Misc : 20211059-SI-COMP-4-MODIFIED-EL

ALS Vvial : 16 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... 2.187 78.9 ng 3460080 1 6.898 877266 20.0
Ethanol, 2-(2-b... 8.080 6.0 ng 320297 2 8.180 1074080 20.0
1,2-Benzenedica... 11.580 14.2 ng 778147 4 11.422 1093270 20.0
Tridecanoic acid 11.939 2.7 ng 145438 4 11.422 1093270 20.0
Diethylene glyc... 13.927 4.0 ng 166820 5 14.063 831060 20.0
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