LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0@5417.D

Acqg On : 29 Apr 2021 19:31
Operator : CG/JU

Sample : M2196-05

Misc :

ALS Vvial : 14 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@@5417.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.228 356 364 380 rBV 531055 750912 32.01% 6.588%
2 6.817 626 634 648 rBv 486284 759377 32.37% 6.662%
3 7.622 765 771 781 rBV 118220 189021 8.06% 1.658%
4 8.787 962 969 988 rBV 285599 474770 20.24%  4.165%
5 10.416 1239 1246 1253 rBV 134084 228760 9.75%  2.007%

6 12.904 1661 1669 1681 rBV 789108 1116747 47.61% 9
7 13.757 1809 1814 1822 rBV 15614 27599  1.18% 0.242%
8 14.293 1899 1905 1913 rBV 229812 327306 13.95% 2
9

872%

15.798 2154 2161 2173 rBV 829772 1179092 50.27% 10.345%

10 17.057 2369 2375 2381 rBV 320684 436644 18.61% 3.831%
11 17.963 2524 2529 2536 rBvV2 114936 171585 7.31% 1.505%
12 19.086 2716 2720 2727 rVB 27387 40203 1.71% ©.353%
13 19.204 2736 2740 2748 rBV2 45762 64267 2.74% 0.564%
14 19.439 2777 2780 2790 rVB 37294 72095 3.07% ©0.633%
15 19.639 2808 2814 2819 rBV 2073594 2345697 100.00% 20.580%

16 19.751 2825 2833 2851 rVB 151363 794965 33.89%
17 20.263 2917 2920 2924 rBV3 58904 72746  3.10%
18 20.845 3014 3019 3022 rBV 79851 130184  5.55%
19 20.892 3022 3027 3032 rVV2 160020 335967 14.32%
20 20.945 3032 3036 3044 rVV 445838 598103 25.50%

UNEFE OO
=
N
N
R

21 21.163 3068 3073 3077 rBV 523132 656646 27.99%
22 23.416 3450 3456 3464 rVB2 331707 625360 26.66% 5.487%

U1
~N
o)}
iy
I

Sum of corrected areas: 11398046
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Apr 2021 19:31
: CG/JU
: M2196-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
BP005417.D

: 14  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

Abundance

2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

TIC: BP005417.D\data.ms

5.228 6.817

8.787
7.622 10.416

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP005417.D\data.ms
19.639

12.904 15.798

17.057
14.293 19.751

17.963 20.263
et | 16.08M43

0
Time-->
Abundance

2000000

1500000

1000000

500000

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: BP005417.D\data.ms

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\BP042921\
Data File : BP@O@5417.D

Acqg On : 29 Apr 2021 19:31
Operator : CG/JU

Sample : M2196-05

Misc :

ALS vial : 14 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 4
R.T. EstConc Area Relative to ISTD R.T.
17.963 7.86 ng 171585  Phenanthrene-die 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 46
4 n-Decanoic acid 172 C10H2002 000334-48-5 42
5 Pentadecanoic acid 242 C15H3002 001002-84-2 35

Abundance Scan 2529 (17.963 min): BP005417.D\data.ms (-2524) (-  m/z 73.05 100.00%

5

5000 213.3
| L 3] 111, 2914 3553
ol “‘me LiLL, #8L.1 3553 42914911549 1/, 60.10  66.99%
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
H 213.0 m/z 55.05 62.99%
O‘\\\\I" l‘"\“\“}\“\l!!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72643: Tridecanoic acid
73.0
—
18.00
5000 m/z 69.10 48.81%
171.0

o
—
o

A=

WMM”\\“

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

Abundance #84453: Tetradecanoic acid
73.0 18.00

m/z 41.10 47.98%
L 228.0
i 1L ‘H‘ l \

o“, T
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

-

5000

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP@O@5417.D

Acqg On : 29 Apr 2021 19:31
Operator : CG/JU

Sample : M2196-05

Misc :

ALS vial : 14 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 Cyclohexane, 1l-ethenyl-1-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.751 24.21 ng 794965 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethenyl-1-methyl-... 204 C15H24 000515-13-9 83
2 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1000159-38-5 41
3 1,3,3-Trimethyl-2- hydroxymethyl—. . 222 C15H260 1000144-10-7 38
4 6.beta.Bicyclo[4.3.0]nonane, 5.b. 332 C15H25I 1000195-85-9 35
5 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 27

Abundance Scan 2833 (19.751 min): BP005417.D\data.ms (-2825) (- m/z 93.10 100.00%
3.1

tot-1 057, 440.5 e —
| ‘ | F 19.50 20.00
0l AL b st b L5490 6g 10 97.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64509: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth
81.0
5000 T ——
47.0 19.50 20.00
} }‘ ‘ F m/z 67.05 90.11%
O\\H\\I‘M\J\ ‘\\\{\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64459: Cycloheptane, 4-methylene-1-methyl-2-(2-methy
107.0
41.0
— —
19.50 20.00
5000 m/z 107.10  75.53%
‘ ' 189.0
oHH_ ‘ﬂw“"u"‘ww""HH_m‘w_ww_
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #79481: 1,3,3-Trimethyl-2-hydroxymethyl-3,3-dimethyl-4- : ‘
69.0 19.50 20.00
m/z 69.10 71.27%
5000
50
‘ 207.0
omwH"m_MMNm‘HH‘m“HHWHWHMHW —r— —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP@O@5417.D

Acqg On : 29 Apr 2021 19:31
Operator : CG/JU

Sample : M2196-05

Misc :

ALS vial : 14 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 4 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.263 2.22 ng 72746 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 87
2 2-Nonylquinolin-4-o0l, 1-oxide 287 C18H25N02 000316-66-5 38
3 Dihydronormorphinone 271 C16H17NO3 014696-23-2 35
4 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 35
5 2,2-Bis(4'-methoxyphenyl)-2-etho... 286 C18H2203 1000283-53-7 27

Abundance Scan 2920 (20.263 min): BP005417.D\data.ms (-2917) (- m/z 271.30 100.00%

175.2 271.3
5000
69.1
s, s
20.00 20.50
355.1 4416
0 wﬁkdn.|5032 m/z 175.15  87.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-
271.0
175.0
5000 — e
20.00 20.50
69.0 m/z 201.20  53.67%
O \‘\H\‘\“ I‘\J\Uﬂ‘\m‘“‘f\‘“\u\‘h“J ”ld[ifl}\“ \L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #133806: 2-Nonylquinolin-4-ol, 1-oxide
175.0
—r ~
20.00 20.50
5000 m/z 189.10 37.81%
41.0 287.0
ol IO Al
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #120107: Dihydronormorphinone 7 —
271.0 20.00 20.50
m/z 286.30 32.43%
5000
0 H‘MW@M%pLNWJHWWJMHM‘ R R -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP@O@5417.D

Acqg On : 29 Apr 2021 19:31
Operator : CG/JU

Sample : M2196-05

Misc :

ALS vial : 14

Sample Multiplier: 1

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

Quant Title

TIC Library
TIC Integration

¢ C:\DATABASE\NIST11.L

Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5

Benzamide, N-propyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.845 3.97 ng 130184 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 78
2 Benzamide, N-acetyl- 163 CSH9NO2 001575-95-7 64
3 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 56
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 43
5 Biphenyl, 4,4'-dibenzoyloxy- 394 C26H1804 1000294-15-4 37

Abundance Scan 3019 (20.845 min): BP005417.D\data.ms (-3014) (- m/z 105.10 100.00%
105.1
5000 163.1 NJL‘
— —=
111 20.50 21.00
Ot rsbher by 223:5281.1338.6 402.1 48925490 p/7 77.10  43.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32814: Benzamide, N-propyl-
105.0
5000 — =
20.50 21.00
163.0 m/z 163.10  42.33%
AL \‘\
O\\"H'H’H‘\‘\’HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl-
105.0
= —T
20.50 21.00
5000 ITI/Z 106.10 7.24%
163.0
43.0
O X e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoz 7= T
105.0 20.50 21.00
m/z 51.05 6.49%
163.0
5000
Ol ik L 2200330 W
m/z--> 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 : BP@O@5417.D

Acqg On : 29 Apr 2021 19:31
Operator : CG/JU

Sample : M2196-05

Misc :

ALS vial : 14 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 6 unknown20.892 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.892 10.23 ng 335967 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 72
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 47
3 Phthalic acid, 2,6-dimethoxyphen... 316 C17H1606 1000315-74-1 40
4 2-Pyrrolidinone, 3-hydroxy-4-met... 191 C11H13NO2 104194-17-4 40
5 Biphenyl, 4,4'-dibenzoyloxy- 394 C26H1804 1000294-15-4 32

Abundance Scan 3027 (20.892 min): BP0O05417.D\data.ms (-3022) (- m/z 105.10 100.00%

105.1
163.1
5000
— —=
411 6.2 20.50 21.00
O ekt 2202 295.1355.1 44135041 n/7 163.10  52.78%
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 77.18  49.39%
41'\ I |-
O‘\\\\"\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105.0
— =
163.0 20.50 21.00
5000 ITI/Z 106.05 8.80%
27.0, ‘
Ot et e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #157906: Phthalic acid, 2,6-dimethoxyphenyl methyl este = —
163.0 20.50 21.00
m/z 51.05 6.91%
5000
77.0 285.0
N R s PP
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 : BP@O@5417.D

Acqg On : 29 Apr 2021 19:31
Operator : CG/JU

Sample : M2196-05

Misc :

ALS vial : 14 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 7 Benzoic acid, 2-(4-nitrophe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.945 18.22 ng 598103 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 78
2 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 64
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
5 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 56
Abundance Scan 3036 (20.945 min): BP005417.D\data.ms (-3032) (- m/z 105.10 100.00%
105.1
5000 /UJ\AM
43)1 179.1 2100
o2l L g1 2511 396.1415.1477.3539.4  nyz  77. 64.61%
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
77.0
5000
2100
m/z 149.0 58.13%
obbiky o |1 2110 287.0
‘\\\1[\\!1‘11\1 \\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
2100
5000 77.0 m/z 51.0 9.30%
o_mMa\Jm N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0 2100
m/z 106.0 7.91%
5000
ol 450, 179.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2LOO
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5417.D

Acqg On : 29 Apr 2021 19:31
Operator : CG/JU

Sample : M2196-05

Misc :

ALS Vvial : 14 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 7.9 ng 171585 4 17.057 436644 20.0
Cyclohexane, 1-... 19.751 24.2 ng 794965 5 21.163 656646 20.0
2-Phenanthrenol... 20.263 2.2 ng 72746 5 21.163 656646 20.0
Benzamide, N-pr... 20.845 4.0 ng 130184 5 21.163 656646 20.0
unknown20.892 20.892 10.2 ng 335967 5 21.163 656646 20.0
Benzoic acid, 2... 20.945 18.2 ng 598103 5 21.163 656646 20.0
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