LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BGO57786.D

Acqg On : 21 Jun 2023 15:55
Operator : CG/JU

Sample : PB153543BL

Misc :

ALS vial : 3  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_ G\Methods\8270-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57786.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.428 222 228 237 rBV 37280 52632 1.74% 0.399%
2 5.027 323 330 339 rVB 263584 381790 12.61% 2.893%
3 5.497 403 410 421 rBV 779952 1208473 39.90% 9.158%
4 7.084 672 680 688 rBV 769070 1276902 42.16% 9.676%
5 7.924 816 823 830 rBV 120563 198471 6.55% 1.504%

6 9.087 1012 1021 1030 rBV 420273 752629 24.85% 5.703%
7 10.727 1292 1300 1308 rVB 173246 301122 9.94%  2.282%
8 13.188 1712 1719 1728 rVB 1074088 1680713 55.49% 12.737%
9 14.557 1946 1952 1961 rVB 278174 431741 14.25% 3.272%
10 16.050 2199 2206 2213 rBV 932401 1456498 48.09% 11.037%

11 17.301 2413 2419 2426 rBV 409315 612942 20.24%  4.645%
12 19.922 2859 2865 2871 rBV 2314848 3028746 100.00% 22.952%
13 21.173 3072 3078 3082 rBV2 39434 77804  2.57% ©.590%
14 21.232 3083 3088 3093 rVB2 58761 99164 3.27% 0.751%
15 21.291 3094 3098 3103 rVV 118188 152481 5.03% 1.156%

16 21.555 3137 3143 3150 rVB2 422533 688058 22.72% 5.214%
17 24.710 3671 3680 3694 rVB2 270390 795756 26.27% 6.030%

Sum of corrected areas: 13195922
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57786.D

Acqg On : 21 Jun 2023 15:55
Operator : CG/JU

Sample : PB153543BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057786.D\data.ms
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Abundance TIC: BG057786.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57786.D

Acqg On : 21 Jun 2023 15:55
Operator : CG/JU

Sample : PB153543BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.428 5.30 ng 52632 1,4-Dichlorobenzene-d4 7.924

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
Abundance Scan 228 (4.428 min): BG057786.D\data.ms (-222) (-) m/z 55.00 100.00%
55.0 83.0
5000
43.0 98.0
R S
‘ ‘ 66.9 4.20 4.40 4.60 4.80
OF et gl 22 m/z 83.00  94.87%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 L B I L LI LN B
29.0 98.0 4.20 4.40 4.60 4.80
m/z 43.00 34.33%
15.0
O\\‘\\‘\\‘\\}\‘\\\1}‘1\\\U\‘\1\‘\\6\7\.0‘\\\\‘\\\\‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
83.0 R B ARREEEEEE
290 430 4.20 4.40 4.60 4.80
5000 m/z 98.00 28.39%
98.0
15.0
67.0
e N P
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3813: 2-Pentene, 3,4-dimethyl-, (2)- S ARARMEAEEE
55.0 4.20 4.40 4.60 4.80
83.0 m/z 39.00 26.93%
5000 41.0
27.0 98.0
15.0 “ ‘ | 69.0
0 "‘H“""M""1}1"‘M1"HHH{‘Hw‘ulu‘um“m
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57786.D

Acqg On : 21 Jun 2023 15:55

Operator : CG/JU

Sample : PB153543BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
: 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.027 38.47 ng 381790 1,4-Dichlorobenzene-d4 7.924

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 330 (5.027 min): BG057786.D\data.ms (-323) (-) m/z 42.95 100.00%
43.0
59.0
5000
101-0 \\\\‘\\\\‘\\\\‘\\\\’\\\
‘ 83.0 4.80 5.00 5.20 5.40
Ot bl Tl m/z 59.00  61.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LB B L I R AN B
4.80 5.00 5.20 5.40
101.0 m/z 58.00 17.31%
31.0 0 83.0 |
O\\‘\\\\‘\\\‘\“‘\\\\‘\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
T TR
4.80 5.00 5.20 5.40
5000 m/z 101.00 16.88%
41.0
29.0 101.0
0 73.0 86.0
T A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R B
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.16%
5000 41.0
29.
87.0
o 80 LUl tee [ w0 LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57786.D

Acqg On : 21 Jun 2023 15:55

Operator : CG/JU

Sample : PB153543BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.173 2.26 ng 77804  Chrysene-d12 21.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
3 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 35
4 Phenylglyoxylic acid, 2-methylbu... 220 C13H1603 1010453-46-2 35
5 3-Buten-1-one, 2,2-dimethyl-1-ph... 174 C12H140 062894-04-6 35

Abundance Scan 3078 (21.173 min): BG057786.D\data.ms (-3072) (- | m/z 105.00 100.00%
105.0
5000 163.0
2100 2150
51.0 207.0 | : :
Ob e ST 2990 854 ) 163,00 45.86%
miz--> 50 100 150 200 250 300 350
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — S
21.00 21.50
m/z 77.00 26.22%
o 51.0 2070
L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
105.0
163.0
—t ==
21.00 21.50
5000 ITI/Z 106.00 9.77%
51.0
ob—ritpribip b b L
miz--> 50 100 150 200 250 300 350 /\/J&
Abundance #173941: N-Methylbenzamide, N-pentafluoropropionyl- P Y e
105.0 21.00 21.50
m/z 164.00 6.13%
5000
51.0
160.0 281.0
ot Y- MMM
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57786.D

Acqg On : 21 Jun 2023 15:55

Operator : CG/JU

Sample : PB153543BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 4

R.T. EstConc Area Relative to ISTD R.T.
21.232 2.88 ng 99164  Chrysene-d12 21.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxybis(propane-1,2-diyl) dibenzoate 342

2 Morpholine, 4-phenyl-
3 Glyoxylamide, N-phenyl-

163
163

C20H2205
C10H13NO
COHONO2

000094-03-1 80
000092-53-5 59
032331-52-5 47

4 Benzoic acid, (3-isopropyl-6-met... 283 C17H17NO3 039870-46-7 35
5 3-Benzoylaminochromone 265 C16H11NO3 1000243-49-5 35
Abundance Scan 3088 (21.232 min): BG057786.D\data.ms (-3083) (- | m/z 105.00 100.00%
105.0
163.0
5000
510 20802412 280, 21.00 2150
0 bbbl ST SRS S2% T m/z 163.00 62.63%
miz--> 50 100 150 200 250
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000
2100 2150
m/z 77.0 29.95%
Jome g
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
105.0
\
163.0 21.00 2150
5000 m/z 105.9 7.65%
51.0
15.0
o2ty b
miz-> 50 100 150 200 250
Abundance #39043: Glyoxylamide, N-phenyl- ;
120.0 0 ZLOO 2150
m/z 164.00 7.37%
s000| 430 770
ot JWMM L e A mMWMMLAA
m/z--> 50 100 150 200 250 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57786.D

Acqg On : 21 Jun 2023 15:55
Operator : CG/JU

Sample : PB153543BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Benzoic acid, 2-(3-nitrophe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.291 4.43 ng 152481  Chrysene-di12 21.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 72
3 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 53
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 38
5 Phthalic acid, hexyl 2-methylbut... 320 C19H2804 1000322-81-4 38
Abundance Scan 3098 (21.291 min): BG057786.D\data.ms (-3094) (- | m/z 105.00 100.00%
105.0
149.0
5000
—— =
51.0 21.00 21.50
Ob bl | 208.02520297.13410 400, /7 149 09  75.93%
miz--> 50 100 150 200 250 300 350 400
Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0
105.0
5000 —r— =
21.00 21.50
m/z 76.95 42.14%
51.0
O\\\\i‘\\‘\w “\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance
105.0149.0
——t =
21.00 21.50
5000 m/z 51.00 12.08%
51.0
0 192.0
B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #27263: 2-(2-Carboxyvinyl)pyridine, trans — 7
104.0149.0 21.00 21.50
m/z 105.95 8.71%
5000
51.0 /\/\}L
0\\\\J\\M\‘\\\\ LI o N RN A S
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BGO57786.D

Acqg On : 21 Jun 2023 15:55
Operator : CG/JU

Sample : PB153543BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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|
3-Penten-2-one,... 4.428 5.3 ng 52632 1 7.924 198471 20.0
2-Pentanone, 4-... 5.027 38.5 ng 381790 1 7.924 198471 20.0
Oxybis(propane-... 21.173 2.3 ng 77804 5 21.555 688058 20.0
Morpholine, 4-p... 21.232 2.9 ng 99164 5 21.555 688058 20.0
Benzoic acid, 2... 21.291 4.4 ng 152481 5 21.555 688058 20.0
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