LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124361.D

Acqg On : 17 Jun 2021 14:07 Instrument :
Operator : JU/CG BNA_F

Sample : M2746-02 ClientSampleld :
Misc : NEW-DORP-2

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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124361.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.998 492 495 501 rBV 26200 31485 2.57% 0.356%
2 5.410 561 565 581 rBV 1102513 986869 80.47% 11.161%
3 6.434 734 739 749 rBV 1017317 976707 79.64% 11.046%
4 6.781 795 798 802 rVB 285642 224780 18.33%  2.542%
5 7.351 891 895 898 rBV 807216 660524 53.86% 7.470%

6 7.975 998 1001 1008 rBV 49154 52250 4.26% 0.591%
7 8.069 1013 1017 1020 rBV 342400 284082 23.16%  3.213%
8 9.145 1196 1200 1203 rBV 1663312 1226413 100.00% 13.870%
9 9.822 1312 1315 1318 rBV 461852 334222 27.25%  3.780%
10 10.616 1446 1450 1453 rBV 981053 805663 65.69% 9.112%

11 11.310 1565 1568 1571 rBV 422935 337878 27.55% 3.821%
12 11.333 1571 1572 1575 rVB 54085 30088 2.45% 0.340%
13 11.839 1655 1658 1661 rBV2 29924 27526 2.24% 0.311%
14 11.921 1670 1672 1676 rBV2 18564 20551 1.68% ©0.232%
15 12.527 1771 1775 1778 rBV ~ 203966 178307 14.54% 2.017%
16 12.757 1807 1814 1817 rBV 169970 182004 14.84%  2.058%
17 12.898 1832 1838 1841 rBV 1250631 1046098 85.30% 11.831%
18 12.974 1847 1851 1855 rBv4 10285 16949 1.38% ©.192%
19 13.057 1860 1865 1868 rBv4 11069 18138 1.48% 0.205%
20 13.086 1868 1870 1872 rVB2 30058 22761 1.86% ©0.257%
21 13.151 1878 1881 1884 rVB2 24579 21126 1.72% ©.239%
22 13.186 1884 1887 1889 rBV2 15192 18080 1.47% 0.204%
23 13.598 1954 1957 1962 rVB 21092 24539 2.00% 0.278%
24 13.704 1972 1975 1978 rBV 21077 18329 1.49% ©.207%
25 13.763 1982 1985 1988 rBV2 16340 21434  1.75% 0.242%
26 13.810 1989 1993 1996 rBV3 21030 25654 2.09%  0.290%
27 13.957 2011 2018 2021 rBV2 364663 419666 34.22% 4.746%
28 13.980 2021 2022 2030 rVB 112021 77880 6.35% 0.881%
29 14.062 2033 2036 2038 rVB2 21326 17728 1.45% 0.200%
30 14.110 2041 2044 2048 rBv4 17253 25264 2.06%  0.286%
31 14.345 2079 2084 2086 rBV 20918 18637 1.52% 0.211%
32 14.992 2190 2194 2197 rBV 108334 140792 11.48%  1.592%
33 15.098 2209 2212 2218 rBV 26630 35790 2.92% 0.405%
34 15.292 2241 2245 2251 rVB 52404 66923 5.46% ©.757%
35 15.357 2251 2256 2261 rBV 83799 104488 8.52% 1.182%

36 15.415 2261 2266 2270 rBV 175939 233841 19.07% 2.645%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124361.D

Acqg On : 17 Jun 2021 14:07

Operator : JU/CG

Sample : M2746-02

Misc . NEW-DORP-2

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-BF060321.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.851 2335 2340 2344 rBVS 10364 15862 1.29% 0.179%

38 16.862 2507 2512 2517 rBV3 30644 54707 4.46% 0.619%

39 17.298 2582 2586 2592 rBv3 16957 38000 3.10% 0.430%
Sum of corrected areas: 8842035
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\

BF124361.D
: 17 Jun 2021 14:07
Ju/CG
¢ M2746-02
NEW-DORP-2
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124361.D

Acqg On : 17 Jun 2021 14:07

Operator : JU/CG

Sample : M2746-02

Misc . NEW-DORP-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown4.998 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.998 2.80 ng 31485 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
2 Guanidine 59 CH5N3 000113-00-8 9
3 3-Hexanol 102 C6H140 000623-37-0 9
4 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 9
5 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 9
Abundance Scan 495 (4.998 min): BF124361.D\data.ms (-492) (-) m/z 43.00 100.00%
430 590
5000
101.2 SRS A SRS "
‘ 4.60 4.80 5.00 5.20 5.40
Ol prerbdbr el e e M/z 59.00 86.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4083: Morpholine, 4-methyl-
43.0
5000 T e
101.0 4.60 4.80 5.00 5.20 5.40
71.0 m/z 101.20 22.65%
15.0 280 ‘
O\\\‘\\‘\\‘\\\‘\‘“\\\\“\1\\‘ﬁ?‘\o‘\\\\ii\\\‘\8\6\.\()‘\\\\}i\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #256: Guanidine
43.0 59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 18.0 m/z 57.80 13.51%
1.0
T 1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4416: 3-Hexanol e e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 58.40 9.93%
73.0
5000
31.0 43.0
b2l L 890 101.0 USRI | 'S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\

Data File : BF124361.D

Acqg On : 17 Jun 2021 14:07

Operator : JU/CG

Sample : M2746-02

Misc . NEW-DORP-2

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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.
7.975 3.68 ng 52250 Naphthalene-d8 8.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 53
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 45

4 Ethylene glycol monoisobutyl ether 118
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206

C6H1402
C1eH2204

Abundance Scan 1001 (7.975 min): BF124361.D\data.ms (-998) (-)
57.1

004439-24-1 42
000143-22-6 42

m/z 57.10 100.00%

5000
75.1 \‘\\\\‘\\\\‘\\/\\\‘\\\\’\
39 F | | ‘ ! 101.2 1311 7.60 7.80 8.00 8.20
OF e e el e m/z 45.10 78.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L LN N BLAL N LN B
29.0 7.60 7.80 8.00 8.20
' 75.0 m/z 41.10 38.72%
‘ 1000 1350
0 \\‘\”‘ \H‘\ \““1‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w'\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #75667: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
R
7.60 7.80 8.00 8.20
5000 m/z 56.20 20.84%
29.0
75.0
101.0
L o
o SR T PR e AN
miz--> 20 40 60 80 100 120 140 160
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)- T
57.0 7.60 7.80 8.00 8.20
m/z 75.10 17.21%
5000
29.0 75.0
100.0
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124361.D

Acqg On : 17 Jun 2021 14:07

Operator : JU/CG

Sample : M2746-02

Misc . NEW-DORP-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown4.998 4.998 2.8 ng 31485 1 6.781 224780 20.0
Ethanol, 2-(2-b... 7.975 3.7 ng 52250 2 8.069 284082 20.0
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