LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32621\
Data File : BF123487.D

Acqg On : 26 Mar 2021 15:35
Operator : JU/CG

Sample : M1770-12

Misc :

ALS Vvial : 12 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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF123487.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.240 19 26 31 rVB 3646019 4643441 60.66% 10.173%
2 2.346 40 44 49 rVB 86251 105198 1.37% 0.230%
3 5.116 508 515 520 rBV 103340 127673 1.67% 0.280%
4 5.516 579 583 586 rBV 3404698 2989552 39.05% 6.550%
5 6.516 748 753 764 rBV 2173074 1989618 25.99% 4.359%
6 6.898 814 818 821 rBV 1723476 1355709 17.71% 2.970%
7 7.463 908 914 917 rBV 4427893 4547529 59.41% 9.963%
8 8.180 1032 1036 1044 rBV 1868149 1800218 23.52%  3.944%
9 9.263 1214 1220 1223 rBV 8046342 7649718 99.93% 16.760%
10 9.651 1282 1286 1290 rBV 104768 91015 1.19% 0.199%
11 9.939 1331 1335 1339 rVB 2072555 1971643 25.76% 320%

12 10.733 1464 1470 1473 rBV 5430458 5108385 66.73% 11.
13 11.433 1584 1589 1592 rBV 2314614 1973327 25.78%
14 11.957 1672 1678 1681 rBV 175938 177677 2.32%
15 12.416 1753 1756 1759 rVB 97605 83488 1.09%

(GRS
w
N
w
xR

16 13.027 1853 1860 1863 rBV 7606584 7654864 100.00% 16.
17 13.874 1998 2004 2007 rBV 108715 159799 2.09%
18 13.915 2007 2011 2013 rBV 142683 159681 2.09%
19 13.945 2013 2016 2024 rVB 411928 521173 6.81%
20 14.080 2034 2039 2042 rBV 1582424 1411051 18.43%

WRkRroOoOOoO
w
U1
[
R

21 15.580 2288 2294 2299 rBV 856760 1121923 14.66%  2.458%

Sum of corrected areas: 45642682
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032621\
Data File : BF123487.D

Acqg On : 26 Mar 2021 15:35
Operator : JU/CG

Sample : M1770-12

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : ' '
8000000 TIC: BF123487.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032621\
Data File : BF123487.D

Acqg On : 26 Mar 2021 15:35
Operator : JU/CG

Sample : M1770-12

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.240 68.50 ng 4643440 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance  Scan 26 (2.240 min): BF123487.D\data.ms (-19) (-) m/z 73.05 100.00%

73.0
5000 43.0
87.1
91 220 2.40 260
O B e miz 43.05 51.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L
220 240 2.60
43.0
‘ 87.0 m/z 55.05 36.69%
O \H‘\H\‘HH“HH“HH‘H\\9‘9\\"\}\\‘\\\\‘\\\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
220 2.40 260
5000 m/z 87.10 27.08%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol T
73.0 220 240 2.60
87.0 m/z 41.05 17.20%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032621\
Data File : BF123487.D

Acqg On : 26 Mar 2021 15:35

Operator Ju/caG

Sample : M1770-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.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 Benzamide, N-propyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13874 2.26ng 159799  Chrysene-diz 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 ClOHI3NO 010546-70-0 64

2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403
3 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205
4 Morpholine, 4-phenyl- 163 C1OH13NO
5 Benzenepropanamide,

.alpha.-(ben... 284 C16H16N203

1000366-96-1 64
020109-39-1 56
000092-53-5 50
058690-81-6 45

Abundance Scan 2004 (13.874 min): BF123487.D\data.ms (-1998) (-  m/z 105.00 100.00%

105.0
5000 163.1
51.0 1350 14.00
Obrrid b b 2000 m/z 163.10  41.74%
miz--> 50 100 150 200 250 300
Abundance #32814: Benzamide, N-propyl-
105.0
5000
1350 1400
163.0 m/z 76.95  23.78%
51.0 ‘
O\\\‘i‘\\“\\‘\\‘\“\‘\“\\\’\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
1350 1400
5000 m/Z 106.00 7.61%
163.0
51.0
0 Ll ‘ 254.0
B e B A B
miz-> 50 100 150 200 250 300 M/L
Abundance #178311: 1- Propanol 2-[2-(benzoyloxy)propoxy]-, benzoz P p
105. 13.50 14.00
m/z 51.00 6.56%
163.0
5000
59.0
Y VIR S Y X
m/z--> 50 100 150 200 250 300 1350 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032621\
Data File : BF123487.D

Acqg On : 26 Mar 2021 15:35

Operator Ju/caG

Sample : M1770-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.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 3 1-Propanol, 2-[2-(benzoylox... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.915 2.26 ng 159681 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64

2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 59
3 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 38
4 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO02 006588-68-7 37

5 Butanedioic acid, 2,3-bis(benzoy... 358 C18H1408 017026-42-5 35

Abundance Scan 2011 (13.915 min): BF123487.D\data.ms (-2007) (- m/z 105.00 100.00%

105.0
163.1
5000
51.0 1400
207.1
ol b L SR 2811 m/z 163.10 67.81%
m/z--> 50 100 150 200 250 300
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:
105.0
163.0
5000
1400
m/z 77.00 30.26%
O\\\\miw\\‘\‘\“‘\‘i“\\‘\‘\\\“‘\\\\‘\\\\‘\\3\4\3‘-'
m/z--> 50 100 150 200 250 300
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0 1400
5000 ITI/Z 164.05 8.33%
51.0
112 GO T AU [ —
miz--> 50 100 150 200 250 300 A
Abundance #33146: Glyoxylamide, N-phenyl- al
120.0 163.0 14.00
m/z 106.00 7.66%
OJ “J‘W‘H‘_m_m_m wilel
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032621\
Data File : BF123487.D

Acqg On : 26 Mar 2021 15:35
Operator : JU/CG

Sample : M1770-12

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.945 7.39 ng 521173 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
2 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 49
3 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43
4 Phthalic acid, propyl octadecyl ... 460 C29H4804 1000308-96-7 38
5 Phthalic acid, 2-ethylbutyl octy... 362 C22H3404 1000356-89-3 35

Abundance Scan 2016 (13.945 min): BF123487.D\data.ms (-2013) (-  m/z 105.00 100.00%

1050 1490
5000
51.0 14, oo
Obrrprrmrbel b L L L 179.0208.0 24822810 /. 149 0 85.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
5000 j !
14.00
m/z 77 39.94%
51.0
0180 L | | 179.0
H\‘HH‘H\\‘\\H‘HH‘\H\’\\H‘HH‘H\\‘\\H‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #23545: 2-(2-Carboxyvinyl)pyridine, trans
104.0 149.0
14 OO
5000 ITI/Z 12.63%
51.0
OHW‘HWWM_HM‘HWMH“HW‘ﬁwuuwuwu‘wuuwuwu‘wu
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole acston ey
149.0 14 OO
11.31%
107.0
5000
52.0
om"hH““‘H‘Hw‘w;‘HW‘,M"w“"H‘Wm_m,wwww
m/z--> 20 40 60 80 100120140160180200220240260280 14 OO
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032621\
Data File : BF123487.D

Acqg On : 26 Mar 2021 15:35
Operator : JU/CG

Sample : M1770-12

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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|
Butane, 2-metho... 2.240 68.5 ng 4643440 1 6.898 1355710 20.0
Benzamide, N-pr... 13.874 2.3 ng 159799 5 14.080 1411050 20.0
1-Propanol, 2-[... 13.915 2.3 ng 159681 5 14.080 1411050 20.0
Diethylene glyc... 13.945 7.4 ng 521173 5 14.080 1411050 20.0
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