LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57736.D

Acqg On : 16 Jun 2023 15:54
Operator : CG/JU

Sample : PB153486BL

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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57736.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.039 326 332 340 rVB 158377 233105 8.60% 2.081%
2 5.503 404 411 423 rVB 654823 1001013 36.95% 8.938%
3 7.089 673 681 692 rBV 653811 1071055 39.53% 9.564%
4 7.930 816 824 831 rBV 99162 161575 5.96% 1.443%
5 9.093 1014 1022 1033 rBV 341499 590935 21.81% 5.276%

6 10.732 1294 1301 1310 rVB 139251 249121 9.20%  2.224%
7 13.188 1711 1719 1726 rBV ~ 930438 1438735 53.11% 12.847%
8 14.563 1946 1953 1961 rVB 232265 363756 13.43%  3.248%
9 16.049 2199 2206 2218 rVB 814206 1203748 44.43% 10.748%
10 17.307 2412 2420 2428 rBV 365347 521368 19.24%  4.655%

11 19.927 2859 2866 2871 rBV 2053424 2709193 100.00% 24.191%

12 21.179 3073 3079 3084 rBV 31678 60924  2.25% 0.544%
13 21.232 3084 3088 3094 rVW2 63922 107118 3.95% ©.956%
14 21.296 3094 3099 3109 rVB 135135 195900 7.23% 1.749%
15 21.561 3138 3144 3151 rBV2 386650 589618 21.76% 5.265%
16 21.766 3175 3179 3185 rVB 29767 39438 1.46% ©0.352%
17 22.366 3277 3281 3287 rVB 21881 33909 1.25% ©0.303%

18 24.716 3671 3681 3692 rBV2 226396 628892 23.21% 5.615%

Sum of corrected areas: 11199403
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57736.D

Acqg On : 16 Jun 2023 15:54
Operator : CG/JU

Sample : PB153486BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057736.D\data.ms
2000000

1500000

1000000

5.503 7.089

500000
9.093

5039 7.930 10.732

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG057736.D\data.ms
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Abundance TIC: BG057736.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57736.D

Acqg On : 16 Jun 2023 15:54
Operator : CG/JU

Sample : PB153486BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.039 28.85 ng 233105 1,4-Dichlorobenzene-d4 7.935

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 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 16
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
Abundance Scan 332 (5.039 min): BG057736.D\data.ms (-326) (-) m/z 43.00 100.00%
43.0
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R e A RENEE R
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\\\‘\\\\‘\\\\‘\\\\“M1\\‘\\‘1‘\‘\\\\‘HH‘\‘\.H‘H\HHH‘\ m/Z 59.00 55.4500
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Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
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Abundance #9479: 2-Hexanol, 2-methyl- A ARNEERRE
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270 41.0
B0 Sl ol 720 830 L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57736.D

Acqg On : 16 Jun 2023 15:54
Operator : CG/JU

Sample : PB153486BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-

BGO61323.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Morpholine, 4-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.179 2.07 ng 60924  Chrysene-di12 21.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 80
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 64
3 Benzamide, N-propyl- 163 C1OH13NO 010546-70-0 43
4 (5-tert-Butyl-2-hydroxyphenyl)(p... 254 C17H1802 1000468-68-2 35
5 benzamide, N-[4-[7-(benzoyloxy)-... 461 C29H19NO5 1010399-44-9 35
Abundance Scan 3079 (21.179 min): BG057736.D\data.ms (-3073) (- | m/z 105.00 100.00%
105.0
5000 163.1 N\/k&
77.0 T ‘ T T ‘ T
41.9 135.0 192.0 281.( 21.00 2150
’HH“;\H‘HH“HH‘\‘\H“HH‘.HH‘}H‘\‘HH.‘\\H‘HH‘HH‘HH“\-\ m/Z 163.05 42.6100
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 — .
770 21.00 21.50
' m/z 77.00  26.30%
200 | L | 133

m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate

105.0
P -
163.0 21.00 21.50
5000 ITI/Z 106.00 9.50%
77.0
419 1350 | 2070
P e el T e e e
m/z--> 20 40 60 80 100120140160180200220240260280 fjk
Abundance #38609: Benzamide, N-propyl- ‘ ‘A A
105.0 21.00 21.50
m/z 51.00 6.07%
5000
77.0
163.0
41. 134.0
e e e s ) et
m/z--> 20 40 60 80 100120140160180200220240260280 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57736.D

Acqg On : 16 Jun 2023 15:54
Operator : CG/JU

Sample : PB153486BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 unknown21.232 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.232 3.63 ng 107118  Chrysene-di12 21.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 47
2 Glyoxylamide, N-phenyl- 163 C9HINO2 ©32331-52-5 35
3 2,3-Dihydro-4-methoxyindole-2-one 163 C9HINO2 007699-17-4 14
4 Heneicosane 296 C21H44 000629-94-7 14
5 Hippuric-benzaldehyde azalactone 249 C16H11NO2 000842-74-0 14
Abundance Scan 3088 (21.232 min): BG057736.D\data.ms (-3084) (- | m/z 104.95 100.00%
105.0
163.0
5000 57.0 j\J\]\t
— =
‘ ‘ 21.00 21.50
’HH‘\\‘\h“HHH““\‘\HM‘\‘\‘\\‘\H\iHH‘1\H‘\\\\‘2\]\-]\-\‘]-\\\\2’4\’§\9’\%§’]T\9 m/z 163 55 980
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38609: Benzamide, N-propyl-
105.0
5000 T
21 00 21 50
163.0 m/z 50.42%
51.0 134.0
’HH‘\\‘\\‘H\\“HH‘\H\‘\H\‘HH“MH‘HH‘HH‘\\H’HH’HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 0
21 00 21 50
5000 43.0 77.0 m/Z 77 .00 31.44%
,\m“w\‘\\“1“\\\“\m‘\\\\‘\\u‘\m‘\m‘\m‘uu‘\m,uu,uu,m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39088: 2,3-Dihydro-4-methoxyindole-2-one — T
163.0 21. 00 21.50
m/z 30.31%
5000
135.0
65.0 106.0 ‘
MH‘_NuﬂHWpWMww‘_HLMH‘JH‘_H‘_H‘_H‘MH‘MH‘MH
m/z--> 20 40 60 80 100120140160180200220240260280 21 00 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57736.D

Acqg On : 16 Jun 2023 15:54
Operator : CG/JU

Sample : PB153486BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 3,6,9,12-Tetraoxatetradecan... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.296 6.64 ng 195900 Chrysene-di12 21.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 83
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
4 N-(5-Nitrothiazol-2-yl)-benzamide 249 C10H7N303S 064398-84-1 35
5 N-(4-Methylthiazol-2-yl)benzamide 218 C11H1ON20S 037529-67-2 35
Abundance Scan 3099 (21.296 min): BG057736.D\data.ms (-3094) (- | m/z 105.00 100.00%
105.0
149.0
5000
— —
51.0 21.00 21.50
b L1909 2819 385 ., 149.88  75.22%
m/z--> 50 100 150 200 250 300 350
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc
105.0 149.0
5000
2100 2150
m/z 77.00 41.39%
510 1) | 193.0 236.0
\\\\‘\\\\‘\\\\\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0 2100 2150
5000 m/z 51.00 11.70%
51.0 | 1930 236.0
T B T
m/z--> 50 100 150 200 250 300 350
Abundance #216953: Diethylene glycol dibenzoate A A
105.0 149.0 2100 2150
m/z 150.00 7.21%
5000
51.0
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57736.D

Acqg On : 16 Jun 2023 15:54
Operator : CG/JU

Sample : PB153486BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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|
2-Pentanone, 4-... 5.039 28.9 ng 233105 1 7.935 161575 20.0
Morpholine, 4-p... 21.179 2.1 ng 60924 5 21.561 589618 20.0
unknown21.232 21.232 3.6 ng 107118 5 21.561 589618 20.0
3,6,9,12-Tetrao... 21.296 6.6 ng 195900 5 21.561 589618 20.0
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