LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8189.D

Acqg On : 02 Dec 2021 13:25
Operator : CG/JU

Sample : PB141117BL

Misc :

ALS vial : 6 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-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8189.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.393 402 409 422 rBV 2223769 3197634 76.94% 12.453%
2 6.987 672 680 701 rBV 1856632 3059214 73.61% 11.914%
3 7.799 811 818 827 rBV 400098 638832 15.37%  2.488%
4 8.963 1006 1016 1035 rBV 1140242 1938430 46.64% 7.549%
5 10.599 1285 1294 1306 rBV 456844 781877 18.81%  3.045%

6 13.075 1705 1715 1732 rBV 2451523 3733374 89.83% 14.539%
7 14.451 1942 1949 1963 rBV 589309 920964 22.16%  3.587%
8 15.951 2194 2204 2230 rBV 1589476 2599363 62.55% 10.123%
9 17.216 2412 2419 2434 rBV 623233 979370 23.57%  3.814%
10 19.492 2802 2806 2814 rBV 109424 134626 3.24% 0.524%

11 19.786 2850 2856 2866 rBV 3433110 4155839 100.00% 16.184%

12 20.516 2976 2980 2983 rBV 84880 93162 2.24% 0.363%
13 20.992 3056 3061 3065 rBV 73616 121404  2.92% 0.473%
14 21.045 3066 3070 3074 rVB 105065 144796  3.48% 0.564%
15 21.092 3074 3078 3086 rBV 308509 423208 10.18% 1.648%
16 21.316 3112 3116 3126 rVB 696857 891466 21.45% 3.472%
17 21.433 3131 3136 3147 rBV 737462 989961 23.82%  3.855%

18 23.721 3519 3525 3538 rVB2 417220 874672 21.05%  3.406%

Sum of corrected areas: 25678192
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8189.D

Acqg On : 02 Dec 2021 13:25
Operator : CG/JU

Sample : PB141117BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP008189.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8189.D

Acqg On : 02 Dec 2021 13:25
Operator : CG/JU

Sample : PB141117BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.492  3.02ng 134626 Chrysene-di2 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C2oH@02 000111-06-8 98

2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2

Abundance Scan 2806 (19.492 min): BP008189.D\data.ms (-2802) (-

©031158-91-5 98
000110-34-9 91
040482-05-1 35
037910-65-9 35

m/z 56.05 100.00%

56.0
5000
257.1
H’\ 12‘90 , { ‘ 1201 19.50
bl A9 | 356.0 429.1490.05481 1/, 57 9 59.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000 T
19.50
m/z 43.00 39.89%
H 129.0 257.0 /
\‘fT‘\’u\l“\\l.‘l\”.f‘\\‘\\]\.9\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
“‘
19.50
5000 ITI/Z 41.00 39.23%
” 129.0 257.0
Mllgd 3020010
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester L
56.0 19.50
m/z 55.00 34.00%
5000
257.0
‘H 129.0
Ml g0V e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8189.D

Acqg On : 02 Dec 2021 13:25
Operator : CG/JU

Sample : PB141117BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
26.516  2.09ng 03162 Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 348 C22HA402 000123-95-5 78
2 Butyl myristate 284 C18H3602 000110-36-1 68

3 Octadecanoic acid, 2-methylpropy... 340 C22H4402
4 Cyclohexane, (1,1-dimethylethyl)- 140 C1eH20
5 1-Heptene, 2-methyl- 112 C8H16

Abundance Scan 2980 (20.516 min): BP008189.D\data.ms (-2976) (-

000646-13-9 55
003178-22-1 45
015870-10-7 43

m/z 56.05 100.00%

56.0
5000
129.0 2851 iy :
h ”’ h\ | oro 4 358 04151 503.9 250
‘ku‘mwmuq‘muw“wuuﬂ T e m/z 57.00  59.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #249006: Octadecanoic acid, butyl ester
56.0
5000 285.0 R ‘
20.50
‘ \ 129.0 m/z 43.05 42.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179088: Butyl myristate
56.0
T \
20.50
m/z 41.00 35.77%
5000 229.0
l 129 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester e ‘
56.0 20.50
m/z 55.00 33.49%
5000
285.0
‘ 129.0 \
JO0 IV XU o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8189.D

Acqg On : 02 Dec 2021 13:25
Operator : CG/JU

Sample : PB141117BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzamide, N-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.992 2.72 ng 121404  Chrysene-di12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 64
3 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 53
4 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 39
5 Ethyl 4-(benzoylamino)benzoate 269 C16H15N03 000736-40-3 27

Abundance Scan 3061 (20.992 min): BP008189.D\data.ms (-3056) (- m/z 105.00 100.00%

105.0
5000 163.0
=
41 269.1 355.1 2100
ol e 209L 3551 4289 5351/, 163.00  44.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000 T
21.00
m/z 76.95 29.20%
?\gﬂlﬁll\‘\\l‘\\\l\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38609: Benzamide, N-propyl-
105.0
—
21.00
5000 m/z 106.00  7.68%
163.0
41.0 L
R RS A RARaanasEEEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate e
105.0 21.00
m/z 51.00 5.69%
163.0
5000
41.0 220.0 AAA«
v S —ALAL
m/z--> 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\BP120221\
Data File : BP0@8189.D

Acqg On : 02 Dec 2021 13:25
Operator : CG/JU

Sample : PB141117BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Morpholine, 4-phenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.045 3.25 ng 144796  Chrysene-di12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 56
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 47
4 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 45
5 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 40

Abundance Scan 3070 (21.045 min): BP008189.D\data.ms (-3066) (- m/z 105.00 100.00%

105.0
163.1
5000
1 \
a1 2820 21.00
ol il || 22522820 355.1418.148235402 ./, 163,05 65.45%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 = ‘
21.00
m/z 77.00  33.26%
Z\Z\.Pi\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0 ‘21!00‘ |
5000 ITI/Z 164.00 8.31%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #39043: Glyoxylamide, N-phenyl- T ‘
163.0 21.00
m/z 106.00 7.74%
il M
ML“-, LY,
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00

8270E-BP112521.M Fri Dec 03 16:43:03 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8189.D

Acqg On : 02 Dec 2021 13:25
Operator : CG/JU

Sample : PB141117BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 N-[(2-Phenyl-1,3-dioxolan-2... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.092 9.49 ng 423208  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-[(2-Phenyl-1,3-dioxolan-2-yl)m... 193 C10H11NO3 1000411-48-9 83
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
4 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 74
5 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 72

Abundance Scan 3078 (21.092 min): BP008189.D\data.ms (-3074) (- m/z 105.00 100.00%
1

05.0
5000
T T

21.00

o 2200 | 11929 2821 3551 43004942 /7 149.00 73.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67627: N-[(2-Phenyl-1,3-dioxolan-2-yl)methylidene]hydr
105.0
5000 ] \

21.00
m/z 76.95 46.27%

27.0 176.0
MWL”WMV‘AM\Awu‘\H\‘H\wwwu‘\uw‘uwwwwu‘\uw‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0
7 \

21.00
5000 m/z 51.00 11.36%
77.0
L 239.0
e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /VJ\A
Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate S ‘
105.0 21.00

m/z 149.95 7.57%
5000

45.
hm\lh\ 179.0

‘\\\\‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T

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\BP120221\
Data File : BP0@8189.D

Acqg On : 02 Dec 2021 13:25
Operator : CG/JU

Sample : PB141117BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.433  22.21 ng 989961  Chrysene-di2 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 64
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 17
5 5-quinolinol, 8-[2-(3,5-dimethyl... 277 C17H15N30 1000397-10-2 9

Abundance Scan 3136 (21.433 min): BP008189.D\data.ms (-3131) (- m/z 277.05 100.00%

277.1
5000
77.0 198.9 =
s |
Ok 220y L8842 4312 8042 n/z 278.05  32.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T
21.50
77.0 199.0 m/z 76.95 21.93%
-0‘ ‘ | h U

L4 I L L
[T T[T T T T T T i [T T T T[T T[T T T T[T T T[T TT T[T [TITT[T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

?

N
=
o
o

5000 m/z 198.95 21.61%

77.0 183.0

J \\MH‘M.LU

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy T
277.0 21.50

m/z 201.00  21.05%

5000
77.0 183.0
‘ ‘\\ N h ”l ‘ A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8189.D

Acqg On : 02 Dec 2021 13:25
Operator : CG/JU

Sample : PB141117BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecanoic ac... 19.492 3.0 ng 134626 5 21.316 891466 20.0
Octadecanoic ac... 20.516 2.1 ng 93162 5 21.316 891466 20.0
Benzamide, N-pr... 20.992 2.7 ng 121404 5 21.316 891466 20.0
Morpholine, 4-p... 21.045 3.3 ng 144796 5 21.316 891466 20.0
N-[(2-Phenyl-1,... 21.092 9.5 ng 423208 5 21.316 891466 20.0
Triphenylphosph... 21.433 22.2 ng 989961 5 21.316 891466 20.0
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