LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4005.D

Acqg On : 19 Nov 2020 15:26
Operator : CG/JU

Sample : PB133105BL

Misc :

ALS vial : 3  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_P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@4005.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.923 3 6 25 rVB 5314921 6307861 100.00% 20.551%
2 3.075 26 32 43 rVB4 30130 68062 1.08% 0.222%
3 5.799 488 495 509 rBV 1578196 2350906 37.27% 7.659%
4 7.446 768 775 789 rBV 1484045 2369413 37.56% 7.719%
5 8.269 908 915 925 rVB 469745 758776 12.03%  2.472%

6 9.434 1105 1113 1123 rBV 930605 1533306 24.31%  4.995%
7 11.104 1390 1397 1405 rBV 603915 997983 15.82%  3.251%
8 13.522 1799 1808 1822 rBV 2200615 3224606 51.12% 10.506%
9 14.898 2035 2042 2050 rBV 896795 1312020 20.80% 4.274%
10 16.381 2287 2294 2310 rBV 1549966 2326723 36.89% 7.580%

11 17.634 2500 2507 2517 rBV 1150335 1567134 24.84% 5
12 20.133 2927 2932 2938 rBV 3936904 4657195 73.83% 15.
13 21.392 3143 3146 3156 rVB 136231 161515 2.56% ©.526%
14 21.669 3188 3193 3198 rBV 1140352 1539855 24.41% 5
15 24.157 3610 3616 3623 rVB2 757082 1518882 24.08% 4

Sum of corrected areas: 30694237
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 19 Nov 2020 15:26
: CG/JU
: PB133105BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
BP004005.D

: 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4005.D

Acqg On : 19 Nov 2020 15:26
Operator : CG/JU

Sample : PB1331@5BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.92 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.923 166.26 ng 6307860 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 40
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

3 1-Hexen-4-o0l, 1-chloro-3,5-dimet... 162 C8H15C10 100244-09-5 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
Abundance Scan 6 (2.923 min): BP004005.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000

3.003.103.203.30

obdill 13421070 28113449404146415219 /)" 4305  56.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 U R R R R
3.003.103.203.30
m/z 89.05 31.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
3.003.103.203.30
5000 m/z 41.10 10.34%
o4
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32642: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- ST
73.0 3.003.103.203.30
m/z 45.05 8.61%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.003.103.203.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4005.D

Acqg On : 19 Nov 2020 15:26
Operator : CG/JU

Sample : PB1331@5BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.392 2.10 ng 161515 Chrysene-d12 21.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 59
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 56
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 56
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 56
5 2,5,8,11-Tetraoxatridecan-13-yl ... 312 C16H2406 1000366-96-7 45

Abundance Scan 3146 (21.392 min): BP0O04005.D\data.ms (-3143) (- m/z 105.00 100.00%

105.0
5000
= ke
420 207.0 281.1 2100 2150
obosthl L L 20r0 201,01 346.2 414847535414 /7 149.00  79.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0

-

5000 — —
770 21.00 21.50
m/z 77.00 44 .45%
O‘\\‘\\w\‘\‘\\“‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105.0
== —
21.00 21.50
5000 m/z 51.00 13.39%
45.0 179.0
R A R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate = ——
105.0 21.00 21.50
m/z 150.00 8.12%

5000

45.

179.0
0\Huw‘M“W‘H\”‘w‘H‘M‘H\H‘W‘H‘MH‘M‘H\H‘W‘ \

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

.
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4005.D

Acqg On : 19 Nov 2020 15:26
Operator : CG/JU

Sample : PB1331@5BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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|
unknown2.92 2.923 166.3 ng 6307860 1 8.269 758776 20.0
1,3-Dioxolane, ... 21.392 2.1 ng 161515 5 21.669 1539860 20.0
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