LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126685.D

Acqg On : 26 Jan 2022 14:43

Operator : CG/JU

Sample : N1210-02 :

Misc : 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 8 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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126685.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.275 27 32 39 rvB 731725 966404 22.80% 4.098%
2 5.569 587 592 595 rBV 1960892 1710148 40.35% 7.252%
3 6.563 756 761 767 rBV 1493171 1285708 30.33% 5.452%
4 6.951 824 827 831 rBV 872915 790250 18.64%  3.351%
5 6.987 831 833 834 rW 77524 57776 1.36% 0.245%

6 7.004 834 836 846 rVB 191932 159681 3.77% ©
7 7.516 917 923 926 rBV 2576296 2684781 63.34% 11.
8 7.592 926 936 939 rVB 137018 194810 4.60% ©.826%
9 8.134 1024 1028 1034 rBV 52712 64948 1.53% o
8.234 1041 1045 1049 rBV 1114483 1033958 24.39% 4

11 9.316 1223 1229 1232 rBV 4740922 4238708 100.00% 17.974%
12 9.998 1340 1345 1348 rVB 1295344 1186085 27.98% 5.030%
13 10.786 1474 1479 1482 rBV 2988352 2648096 62.47% 11.229%
14 11.486 1594 1598 1601 rBV 1491865 1204932 28.43% 5.110%
15 11.869 1659 1663 1665 rBv2 112925 91986 2.17%  ©.390%

16 13.080 1864 1869 1872 rBV 4210217 3677645 86.76% 15.

17 13.998 2021 2025 2031 rVB 101654 127926  3.02% ©.542%
3
2

18 14.133 2045 2048 2052 rVB 923642 774331 18.27%
19 15.657 2301 2307 2319 rBV 531840 683674 16.13%

Sum of corrected areas: 23581847
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\

BF126685.D
: 26 Jan 2022 14:43
: CG/JU
: N1210-02 .
20220030-KEANSBURG-1-MODIFIED-ELUTRIATE
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

o

TIC: BF126685.D\data.ms

7.516

5.569
6.563

2.275 6.951

.592

Time-->
Abundance

4000000

3000000

2000000

1000000

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

TIC: BF126685.D\data.ms
9.316
13.080

10.786

11.486
9.998
8.234

11.869
A

0
Time-->
Abundance

4000000

3000000

2000000

1000000

T — T — —T —T A —T —T
10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF126685.D\data.ms

14.133
15.657

13.99

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126685.D

Acqg On : 26 Jan 2022 14:43

Operator : CG/JU

Sample : N1210-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl-

Concentration Rank 1

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

R.T. EstConc Area Relative to ISTD R.T.
2.275 24.46 ng 966404  1,4-Dichlorobenzene-d4 6.957
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 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 32 (2.275 min): BF126685.D\data.ms (-27) (-) m/z 73.05 100.00%
73.0
5000
43.0 87.1
- \‘\\\\‘\\\\‘\\\\
‘ 220 240 2.60
owawu‘mww‘HH‘HHWHWwawww m/z 43.05 27.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 I
220 240 2.60
43.0 9
87.0 m/z 87.10 23.27%
29.0
0 | bo
0\\‘\\\\‘\\\\‘\\f\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
220 240 2.60
5000 41.0 55.0 ITI z 55.10 21.06%
27.0
0 I ‘ 112.0 129.0
H‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u“u‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy- T R
73.0 220 240 2.60
m/z 71.10 10.94%
5000
45.0
29.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126685.D

Acqg On : 26 Jan 2022 14:43

Operator : CG/JU

Sample : N1210-02 :

Misc : 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexanoic acid, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.592 4.93 ng 194810 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 64
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 64

4 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 59
5 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 45

Abundance Scan 936 (7.592 min): BF126685.D\data.ms (-926) (-) m/z 73.00 100.00%

73.0
5000 M
R SR
h‘ ‘ 16.1 7.20 7.40 7.60 7.80 8.00
ob b~ m/z 88.00 74.10%
m/z--> 50 100 150 200 250 300 350
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0
5000 I R LA B I
7.20 7.40 7.60 7.80 8.00
116.0 m/z 57.10  27.21%

o

T M\‘ \M ‘ h T ‘ T “\ T ‘ L ‘ L ‘ L ‘ L ‘ T
miz--> 100 150 200 250 300 350
Abundance #292480. Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0

7.20 7.40 7.60 7.80 8.00
5000 m/z 41.05 27.17%

| 135.0173.0 214.0 272.0 313.0 355.

o \M‘u h\\

e T T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #9193: Acetic acid, diethyl-
43.0 88.0 7.20 7.40 7.60 7.80 8.00
m/z 87.00 23.14%
5000
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126685.D

Acqg On : 26 Jan 2022 14:43

Operator : CG/JU

Sample : N1210-02 :

Misc 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Diethylene glycol dibenzoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.998 3.30 ng 127926  Chrysene-di12 14.133
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... 270 C17H1803 1000507-07-6 83
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 83
4 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
5 Phthalic acid, ethyl 6-methylhep... 306 C18H2604 1000377-95-5 38
Abundance Scan 2025 (13.998 min): BF126685.D\data.ms (-2021) (1  m/z 105.00 100.00%
105.0
149.1
5000
e
51.0 208.0 14.00
Ottt b S0 28LU 7 149,05 79.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000 T
14.00
m/z 77.00 48.27%
51.0
olso | | 179.
\H‘H\\‘\H\’HH‘\\H‘H\\‘H\\‘HH’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m
149.0 /\A
(e iy
105.0 14.00
5000 ITI/Z 51.05 9.20%
0 51.0 1 1 178.0 209.0239.0
e e e S T AT
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol ‘ ‘ ‘M‘ L
149.0 14.00
m/z 106.00 9.13%
105.0
5000
0 Lo 178.0 239.0
e e o
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method

Quant Title

TIC Library

Tentatively Identified Compound (LSC)

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\

. BF126685.D

: 26 Jan 2022 14:43
: CG/IU

. N12106-02

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

| --Internal Standard---|
name RT EstConc Units Response |# RT Resp Conc|

summary

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

Butane, 2-metho... 2.275 24.

Hexanoic acid,

Diethylene glyc... 13.998

4.5 ng 966404 1 6.957 790250 20.0
7.592 4.9 ng 194810 1 6.957 790250 20.0
3.3 ng 127926 5 14.133 774331 20.0
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