LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062121\
Data File : BP0O@6003.D

Acqg On : 21 Jun 2021 20:16
Operator : CG/JU

Sample 1 M2777-04

Misc :

ALS Vvial : 17 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\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@O6003.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.034 325 331 340 rBV 35068 55023 1.07% 0.261%
2 5.499 402 410 426 rBV 1225931 1851956 35.85% 8.774%
3 7.099 675 682 697 rBV 1175492 1925503 37.27% 9.122%
4 7.922 814 822 832 rBV 282819 447755 8.67% 2.121%
5 9.093 1012 1021 1033 rBV 591306 1049961 20.33% 4.974%

6 10.516 1256 1263 1279 rBV2 66577 164000 3.17% 0.777%
7 10.728 1290 1299 1309 rBV 343679 586003 11.34% 2.776%
8 13.181 1707 1716 1726 rBV 1589381 2372489 45.93% 11.240%
9 14.445 1919 1931 1938 rBV2 34481 61462 1.19% 0.291%
10 14.551 1941 1949 1962 rVB 527406 791987 15.33%  3.752%

11 15.398 2087 2093 2098 rVB 37555 53256 1.03% ©0.252%
12 16.040 2192 2202 2219 rBV 1709798 2572297 49.79% 12.186%
13 16.257 2235 2239 2242 rBV2 43540 61338 1.19% 0.291%
14 17.298 2409 2416 2424 rBV 643556 946299 18.32% 4.483%
15 18.175 2561 2565 2570 rBV 50073 74245 1.44% ©.352%

16 19.845 2843 2849 2863 rBV 4265649 5165783 100.00% 24.
17 21.075 3054 3058 3066 rVB2 157227 279054  5.40%
18 21.145 3067 3070 3078 rVB 109246 145439 2.82%
19 21.369 3103 3108 3120 rBV 930842 1230976 23.83%
20 23.774 3510 3517 3528 rBV2 577481 1273072 24.64%

S
N
N
w
xR

(o) IV, oI
)]
[¢]
o]
R

Sum of corrected areas: 21107898
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17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062121\
BP006003.D

: 21 Jun 2021 20:16
: CG/JU
. M2777-04

Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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0

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M

TIC: BP006003.D\data.ms

5.499 7.099

5.034

7.922

9.093

10.728
1051

Time-->
Abundance

4000000
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3000000

2500000

2000000

1500000
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8.00 8.0

TIC: BP0O06003.D\data.ms

16.040

13.181

14.551

14.445 15.398

17.298

6.257

9.00
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18.175
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19.845

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000
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0

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP006003.D\data.ms

21.369
23.774

2210735

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062121\
Data File : BPO@6003.D

Acqg On : 21 Jun 2021 20:16
Operator : CG/JU

Sample : M2777-04

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.034 2.46 ng 55023 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

4 Acetone 58 C3H60 000067-64-1 9
5 .alpha.-D-Galactopyranoside, met... 249 C10H19NO6 017296-07-0 9

Abundance Scan 331 (5.034 min): BP006003.D\data.ms (-325) (-) m/z 43.00 100.00%

43.0
5000
101.0

| 4.80 5.00 5.20 5.40
ekl 2612221.0281.0 355.9 42884920  n/z 59.05  66.98%

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

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 e
4.80 5.00 5.20 5.40

m/z 101.00  29.74%
101.0

‘1“\H‘\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\

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

Abundance #4035: 2,3-Butanedione, monooxime
43.0

4.80 5.00 5.20 5.40
5000 m/z 58.00  15.98%
101.0

|
H-t e

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

Abundance #4076: Morpholine, 4-methyl- TR TR
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.48%
5000
101.0
‘“li‘ Rlsliio i Ak
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062121\
Data File : BPO@6003.D

Acqg On : 21 Jun 2021 20:16
Operator : CG/JU

Sample : M2777-04

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.516 5.60 ng 164000 Naphthalene-d8 10.728
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 90
3 15-Crown-5 220 C10eH2005 033100-27-5 52
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
5 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 50
Abundance Scan 1263 (10.516 min): BPO06003.D\data.ms (-1256) (-  m/z 57.05 100.00%
57.0
5000 J\\*
T T
| |‘ JJ (132.1193.0  285.1 354.9 422.1 491.1549. 1050
AR P S0 990 Ten L 20R2r m/z 44.95 93.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — :
10.50
L m/z 41.00 39.92%
\\‘IW“JHIW“"\‘U\f}?\z\.‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
T [
10.50
5000 m/z 75.05 24.16%
U0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76814: 15-Crown-5 — ‘
45.0 10.50
m/z 87.00 17.36%
5000
133.0
R S A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062121\
Data File : BPO@6003.D

Acqg On : 21 Jun 2021 20:16
Operator : CG/JU

Sample : M2777-04

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 3 Ethanol, 2-(tetradecyloxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.075 4.53 ng 279054 Chrysene-d12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90

Abundance Scan 3058 (21.075 min): BPO06003.D\data.ms (-3054) (-  m/z 57.10 100.00%
57.1

5000

%

5.1
‘ ‘ 21.00
\\ L.

208.0 281.1
Ly, 2030 2815410 4171 5050 0 835 79.62%

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 T ‘
21.00
1b5 0 m/z 97.10 75.86%
I 00
‘\1\‘\\’\\!\|‘\\I\!l‘l\t!\‘\\‘%?\8\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234186: 17-Pentatriacontene
57.0
L \
21.00
5000 ITI/Z 55.00 75.08%
125.0
J ’\J Jl ‘l l\\ II 1|1h nnu n2|6..7033403920 4900
L \

Abundance #164026: 1-Hexadecanesulfonyl chloride
57.0 21.00
m/z 43.05 74.97%
5000
1 5.0
2240
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062121\
Data File : BPO@6003.D

Acqg On : 21 Jun 2021 20:16
Operator : CG/JU

Sample : M2777-04

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 4 Diethylene glycol dibenzoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.145 2.36 ng 145439 Chrysene-d12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 86
2 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 78
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 78
4 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 78
5 1,3-Dioxolane, 2-phenyl-2-(pheny... 240 C16H1602 004362-19-0 78
Abundance Scan 3070 (21.145 min): BPO06003.D\data.ms (-3067) (-  m/z 105.00 100.00%
105.0
5000 J/\k
—t— =
207.0 i 21.00 21.50
ol A0 || FOrD267.1 34104041 47795415 1z 149.05  81.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105.0
5000 — e
21.00 21.50
m/z 77.00 42.33%
27.0, | 179.0

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

Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0

-

= P
21.00 21.50

5000 77.0 m/z 150.00 8.50%

nn

miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate ot I
105.0 21.00 21.50
m/z 50.95 8.29%

-

5000

45,

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

-

8270E-BP060821.M Tue Jun 22 02:32:38 2021 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062121\
Data File : BP0O@6003.D

Acqg On : 21 Jun 2021 20:16
Operator : CG/JU

Sample : M2777-04

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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|
2-Pentanone, 4-... 5.034 2.5 ng 55023 1 7.922 447755 20.0
Ethanol, 2-(2-b... 10.516 5.6 ng 164000 2 10.728 586003 20.0
Ethanol, 2-(tet... 21.075 4.5 ng 279054 5 21.369 1230980 20.0
Diethylene glyc... 21.145 2.4 ng 145439 5 21.369 1230980 20.0
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