LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022823\
Data File : BF132566.D

Acq On : 28 Feb 2023 11:55
Operator : CG\JU

Sample : PB151085BL

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_ F\Methods\8270-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132566.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.645 346 350 357 rBV 98279 104007 1.57% 0.265%
2 5.251 446 453 465 rVB 1976489 2823975 42.75% 7.192%
3 5.640 514 519 522 rBV 4571354 4531581 68.61% 11.541%
4 6.022 580 584 590 rVB 122291 104413 1.58% 0.266%
5 6.634 682 688 691 rBV 4150282 4531123 68.60% 11.540%

.004 747 751 754 rBV 1070882 933287 14.13% 2
.569 841 847 850 rBV 3162063 3036022 45.96% 7
.286 965 969 973 rBV 1491559 1194037 18.08% 3.041%
.369 1148 1153 1156 rBV 5503512 5370749 81.31% 13.
10 10.051 1265 1269 1272 rBV 1694548 1410778 21.36% 3

11 10.845 1399 1404 1407 rBV 4155451 3916393 59.29%  9.975%
12 11.545 1519 1523 1526 rBV 1896267 1566897 23.72%  3.991%
13 13.139 1789 1794 1797 rBV 6363570 6605097 100.00% 16.822%
14 14.204 1970 1975 1983 rBV 1531103 1423219 21.55%  3.625%
15 15.757 2233 2239 2250 rBV 847418 1185701 17.95% 3.020%

16 18.015 2609 2623 2638 rBv2 109355 526728 7.97% 1.342%

Sum of corrected areas: 39264007
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022823\
Data File : BF132566.D

Acq On : 28 Feb 2023 11:55

Operator : CG\JU

Sample : PB151085BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022823\
Data File : BF132566.D

Acq On : 28 Feb 2023 11:55
Operator : CG\JU

Sample : PB151085BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 1 3-Hexen-2-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.645 2.23 ng 104007 1,4-Dichlorobenzene-d4 7.004

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H1e0 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 350 (4.645 min): BF132566.D\data.ms (-346) (-) m/z 83.00 100.00%
55.0 83.0
5000
43.0 98.1
R R e
4.40 4.60 4.80 5.00
Ll qll 67.0 | 9
o1+ e e m/z 55.00 89.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 L B L I LA B
98.0 4.40 4.60 4.80 5.00
15.0 m/z 43.00 36.45%
O.
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3646: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0 e
4.40 4.60 4.80 5.00
5000 m/z 98.10 35.39%
29.0 08.0
‘ 67.0
Y N - - N M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R R RAREEEEE
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.00 25.72%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘wHH“m:;1”‘;‘;‘:1“m‘“;kulu_uu_m LUV L WP .S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022823\
Data File : BF132566.D

Acq On : 28 Feb 2023 11:55

Operator : CG\JU

Sample : PB151085BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5251 6e.52ng 2823980  1,4-Dichlorobenzene-d4  7.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-d-methyl- 116 CeH1202 000123-42-2 64

2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202

000540-88-5 39

3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 453 (5.251 min): BF132566.D\data.ms (-446) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e
| “ 83.0 5.00 5.20 5.40 5.60 :
ol m/z 59.00  63.79%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LI L L L L B L B
5.00 5.20 5.40 5.60
101.0 m/z 101.00 22.54%
7.0 | ‘ 83.0 |
O\\\\‘\\‘\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R RREE
5.00 5.20 5.40 5.60
5000 5b.o m/z 58.00  16.41%
101.0
0+ ‘1‘?‘.0‘“1“‘ “‘w R ‘8‘3"0“ e
miz-> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e ‘ a
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.99%
5000 41.0
0 \H \‘ \‘ if ‘ 126.0 142.0
T T e P T e
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022823\
Data File : BF132566.D

Acq On : 28 Feb 2023 11:55
Operator : CG\JU

Sample : PB151085BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.022 2.24 ng 104413 1,4-Dichlorobenzene-d4 7.004

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 23
3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10
4 Ethanone, 1-(3-ethyloxiranyl)- 114 Cé6H1e02 017257-81-7 10
5 N-Formylmorpholine 115 C5H9NO2 004394-85-8 10
Abundance Scan 584 (6.022 min): BF132566.D\data.ms (-580) (-) m/z 73.10 100.00%
43.0 731
5000
R e mm e
56.0 100.1 1190 5.60 5.80 6.00 6.20 6.40
0‘H‘H‘w‘H‘_HJMNH‘HWWH‘W‘M‘_H‘M‘HJHH‘HLW‘H m/z 43.00 85.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methy!-
5000
5.60 5.80 6.00 6.20 6.40
m/z 115.00 11.76%
115.0
OH\‘l\\s\\o‘\\2!8‘!0\\\“‘1”\\‘\Sﬁ\o‘\\H‘\}H‘\‘\H‘\\l\c\)}()\.\()\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9027: N-.alpha.-Acetylglycinamide
73.
30.0 0 N
R e
43.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 9.73%
0 190 | 580 | 701000 117.0
R R B RARARRRRSR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0 5.60 5.80 6.00 6.20 6.40
m/z 55.00 6.38%
5000
270 430 560
0 TR i L 86.0 10101150
e e e e et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022823\
Data File : BF132566.D

Acq On : 28 Feb 2023 11:55
Operator : CG\JU

Sample : PB151085BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 4 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.015 8.88 ng 526728 Perylene-di12 15.757
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 90
2 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 53
3 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 47
4 N,N'-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 46
5 Pentacyclo[18.4.1.1(2,7).1(8,13)... 360 C28H24 101077-60-5 43
Abundance Scan 2623 (18.015 min): BF132566.D\data.ms (-2609) (- m/z 360.15 100.00%
360.1
5000 152.0
18.00 |
77.0 ’ 254.1 .
ol 3T8 ;“‘ A2180 0281 L mjz 152.00  42.49%
m/z--> 50 100 150 200 250 300 350
Abundance #270193: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.(
5000 - :
152.0 18.00
77.0 m/z 361.05 25.96%
ol MHH ‘\“\\h‘ k ’m”m‘\m }‘\ b 1@40 : ‘2‘5‘4‘9 R
miz--> 50 100 150 200 250 300 350
Abundance #270187: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl
360.(
o |
18.00
5000 m/z 359.20 25.42%
180.0
ol 390 780 1200 777 24002840
T e
m/z--> 50 100 150 200 250 300 350
Abundance #269506: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-h At ‘
360.( 18.00
m/z 179.05 24.94%
5000
207.0
s, 10 1201009 | a0 sise | S
m/z--> 50 100 150 200 250 300 350 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022823\
Data File : BF132566.D

Acqg On : 28 Feb 2023 11:55
Operator : CG\JU

Sample : PB151085BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-Hexen-2-one 4.645 2.2 ng 104007 1 7.004 933287 20.0
2-Pentanone, 4-... 5.251 60.5 ng 2823980 1 7.004 933287 20.0
2-Pentanone, 4-... 6.022 2.2 ng 104413 1 7.004 933287 20.0
(1,1'-Biphenyl)... 18.015 8.9 ng 526728 6 15.757 1185700 20.0
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