LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0@5418.D

Acqg On : 29 Apr 2021 20:05
Operator : CG/JU

Sample : M2193-01

Misc :

ALS Vvial : 15 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-BP042921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5418.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.228 358 364 379 rBV 506581 722480 37.56% 7.269%
2 6.816 627 634 649 rBvV 464610 735722 38.25% 7.402%
3 7.628 765 772 780 rBV 130455 208891 10.86% 2.102%
4 8.787 961 969 978 rBV 273343 456500 23.74%  4.593%
5 10.416 1237 1246 1262 rBV 145717 261403 13.59% 2.630%

6 12.904 1660 1669 1679 rBV 688809 995835 51.78% 10.019%
7 13.187 1709 1717 1723 rBV2 11916 20744 1.08% 0.209%
8 14.292 1898 1905 1915 rBV2 244827 364190 18.94%  3.664%
9 15.798 2153 2161 2173 rBV 787017 1119870 58.23% 11.267%
10 17.057 2369 2375 2385 rBV 332481 477472 24.83%  4.804%

11 17.963 2523 2529 2536 rBV2 77304 117995 6.13% 1.187%
12 19.204 2733 2740 2748 rBV5 30348 61585 3.20% 0.620%
13 19.639 2808 2814 2819 rBV 1663724 1923313 100.00% 19.351%
14 20.845 3013 3019 3021 rBV 81271 129409 6.73% 1.302%
15 20.892 3021 3027 3032 rVV2 153256 314684 16.36%  3.166%

16 20.945 3032 3036 3043 rVV 493743 617300 32.10%
17 21.010 3045 3047 3054 rVB 28055 35346  1.84%
18 21.163 3068 3073 3077 rBV 556893 691377 35.95%
19 23.416 3449 3456 3464 rVB2 362718 684867 35.61%
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Sum of corrected areas: 9938983
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Apr 2021 20:05
: CG/JU
: M2193-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
BP005418.D

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BP005418.D\data.ms
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TIC: BP005418.D\data.ms
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TIC: BP005418.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5418.D

Acqg On : 29 Apr 2021 20:05
Operator : CG/JU

Sample : M2193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.963 4.94 ng 117995  Phenanthrene-die 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 55
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Dodecanoic acid 200 C12H2402 000143-07-7 46
5 Octadecanoic acid 284 C18H3602 000057-11-4 38

Abundance Scan 2529 (17.963 min): BP005418.D\data.ms (-2523) (- m/z 73.10 100.00%
73.1

5000 213.2

R

18.00

UJ}M m H\ | Lg.ll 3561 429.0488.4549.

o

_‘Hp“w“u‘u‘ L T e e a0 21 m/z 66.10  63.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
18.00
“ 213.0 m/z 55.10 56.00%
O‘\\\\“‘ \Lh}l\“}\l \1f\\]\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72648: Tridecanoic acid
73.0
P
18.00
5000 ITI/Z 41.05 54.70%
171.0
ol5rL ‘“'M'me\,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid T
73.0 18.00
m/z 69.05 46.92%
5000
‘ 143.0 242.0
o L, o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5418.D

Acqg On : 29 Apr 2021 20:05
Operator : CG/JU

Sample : M2193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Benzamide, N-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.845 3.74 ng 129409 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 78
2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 64
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 43
4 2-Pyrrolidinone, 3-hydroxy-4-met... 191 C11H13NO2 104194-17-4 43
5 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 36

Abundance Scan 3019 (20.845 min): BP005418.D\data.ms (-3013) (- m/z 105.10 100.00%

105.1
5000 163.1
— —=
39 281.1341.1 2050 21.00
ol 3R 28LI4LL 416347745381 4, 77,05 41.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32814: Benzamide, N-propyl-
105.0
5000 — e
20.50 21.00
163.0 m/z 163.05 40.13%
41 | L
O‘HH“\\H‘H‘\‘\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate

-

105.0
— T
20.50 21.00
5000 ITI/Z 106.10 7.41%
163.0
0 39.0 254.0
T e T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl- — T
105.0 20.50 21.00
m/z 164.10 5.18%
163.0
5000
) e/ 0 0 A Y ) PORVPDMV A R.CA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5418.D

Acqg On : 29 Apr 2021 20:05
Operator : CG/JU

Sample : M2193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Benzamide, N-acetyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.892 9.10 ng 314684 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 72
2 1,2-Propanedione, 1-phenyl-, 2-o0... 163 C9H9NO2 000119-51-7 53
3 2-Pyrrolidinone, 3-hydroxy-4-met... 191 C11H13NO2 104194-17-4 40
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 37
5 Phthalic acid, 2,6-dimethoxyphen... 316 C17H1606 1000315-74-1 33

Abundance Scan 3027 (20.892 min): BP005418.D\data.ms (-3021) (- m/z 105.10 100.00%
105.1

=

5000 163.1
— —r=
43.1 2811 20.50 21.00
Ottt | 22212811 357.14181 5068 n/7 163.10  50.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl-
105.0
5000 — s
20.50 21.00
43.0 m/z 77.10 48.66%
}Ile .0
O‘\\\\“l\\l\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33193: 1,2-Propanedione, 1-phenyl-, 2-oxime

—

105.0
— \
20.50 21.00
5000 m/z 106.05 8.65%
41,

P e

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

Abundance #53759: 2-Pyrrolidinone, 3-hydroxy-4-methyl-3-phenyl-, (! i e
105.0 20.50 21.00
m/z 83.10 6.73%

5000
30.0 91.0

Wdilidl]

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42921\
Data File : BP0@5418.D

Acqg On : 29 Apr 2021 20:05

Operator : CG/JU

Sample : M2193-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 4 Diethylene glycol dibenzoate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.945 17.86 ng 617300 Chrysene-diz 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18His0s 000120-55-8 78

2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403
4 2,2"'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206
5 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4

1000368-92-7 64
1000156-71-2 64
1000366-99-4 56
1000368-22-4 56

Abundance Scan 3036 (20.945 min): BP005418.D\data.ms (-3032) (- m/z 105.10 100.00%
1

05.1
5000
—r=
21.00
of A0 | E79L 2831 357.1417.047525338  n/z 77.10  61.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105.0
5000 T
21.00
m/z 149.05 56.54%
01279 | 179.0
\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
149.0
e
770 21.00
5000 m/z 51.10 9.27%
ob ik |y |1 211.0 287.0
————
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- s
149.0 21.00
m/z 106.05 7.59%
5000
77.0
O\\HWMHM\H\\\u‘H\W\H\M\H‘H\W\H\M\H‘H\w\ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0@5418.D

Acqg On : 29 Apr 2021 20:05
Operator : CG/JU

Sample : M2193-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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|
n-Hexadecanoic ... 17.963 4.9 ng 117995 4 17.057 477472 20.0
Benzamide, N-pr... 20.845 3.7 ng 129409 5 21.163 691377 20.0
Benzamide, N-ac... 20.892 9.1 ng 314684 5 21.163 691377 20.0
Diethylene glyc... 20.945 17.9 ng 617300 5 21.163 691377 20.0
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