LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51123\
Data File : BM@39911.D

Acqg On : 11 May 2023 23:37
Operator : CG/JU

Sample : PB152628BL

Misc :

ALS Vvial : 12 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 M\Methods\8270-BM@51123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39911.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.496 244 248 258 rVB 590527 753219 4.06% 0.772%
2 5.113 347 353 363 rVB 2216410 2982848 16.09% 3.056%
3 5.578 425 432 447 rBV 8653289 11997521 64.73% 12.290%
4 7.184 698 705 717 rBV 7598033 11846662 63.92% 12.136%
5 8.037 843 850 858 rVB 1391059 2113184 11.40% 2.165%

6 9.201 1040 1048 1058 rBV 4331401 6867247 37.05% 7.035%
7 10.854 1317 1329 1337 rVB 1755364 2866219 15.47%  2.936%
8 13.301 1738 1745 1752 rBV 13406205 18213104 98.27% 18.658%
9 14.671 1969 1978 1987 rBV 2332453 3375012 18.21%  3.457%
10 16.148 2223 2229 2255 rBV 8212537 10894115 58.78% 11.160%

11 17.412 2437 2444 2451 rBV 2382192 3214653 17.35% 3.293%
12 20.030 2883 2889 2899 rBV 17120134 18533417 100.00% 18.986%

13 21.583 3148 3153 3158 rBV 1712483 2063950 11.14% 2.114%
14 24.041 3565 3571 3583 rVB2 1008974 1895864 10.23%  1.942%

Sum of corrected areas: 97617015
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51123\
Data File : BM@39911.D

Acqg On : 11 May 2023 23:37
Operator : CG/JU

Sample : PB152628BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039911.D\data.ms
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Abundance TIC: BM039911.D\data.ms
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Abundance TIC: BM039911.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51123\
Data File : BM@39911.D

Acqg On : 11 May 2023 23:37
Operator : CG/JU

Sample : PB152628BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51123.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-Penten-2-one, 4-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.496 7.13 ng 753219 1,4-Dichlorobenzene-d4 8.037
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
Abundance Scan 248 (4.496 min): BM039911.D\data.ms (-244) (-) m/z 82.95 100.00%
83.0
5000
43.0
AEEmaEEE SR
‘ 4.20 4.40 4.60 4.80
ol b 1928 2810 ;555 79.74%
miz-> 50 100 150 200 250
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 LU L B I B B L
43.0 4.20 4.40 4.60 4.80
m/z 98.05 36.23%
O\\“‘\‘HMM‘\\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #3553: 3-Hexen-2-one
55.0
O ARRAma R
4.20 4.40 4.60 4.80
5000 m/z 43.00 34.45%
98.0
5.0
0! ;“u — — e e
miz--> 50 100 150 200 250
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- R R
83.0 4.20 4.40 4.60 4.80
m/z 38.95 22.63%
5000 41.0
oy b
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51123\
Data File : BM@39911.D

Acqg On : 11 May 2023 23:37
Operator : CG/JU

Sample : PB152628BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.113 28.23 ng 2982850 1,4-Dichlorobenzene-d4 8.037

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 28
3 Acetone 58 C3H60 000067-64-1 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10
Abundance Scan 353 (5.113 min): BM039911.D\data.ms (-347) (-) m/z 43.00 100.00%
5000
R EARmEEERREEE SR
101.0 4.80 5.00 5.20 5.40
Ol o | 1320 2070 2804 . 59.e5  31.09%
miz-> 50 100 150 200 250
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R IR BN

4.80 5.00 5.20 5.40
m/z 58.05 25.79%

H 101.0
O T T ‘Mf‘ ‘!H‘ [h\ T \‘ T “‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #8491: 2-Hexanone, 5-methyl-
43.0
R ABRARREEREREEE
4.80 5.00 5.20 5.40
5000 m/z 101.00 11.99%
ol30, | L Btous0
m/z--> 50 100 150 200 250
Abundance #242: Acetone R AER R
43.0 4.80 5.00 5.20 5.40
m/z 42.00 6.23%
5000
o L SN L NN
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51123\
Data File : BM@39911.D

Acqg On : 11 May 2023 23:37
Operator : CG/JU

Sample : PB152628BL

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51123.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,... 4.496 7.1 ng 753219 1 8.037 2113180 20.0
2-Pentanone, 4-... 5.113 28.2 ng 2982850 1 8.037 2113180 20.0
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DDT Breakdown

Date Instrument Name DFTPP Data File
5/11/2023 BNA_M BM039900.D

Compound Name Response Retention Time

DDT 541458 20.895

DDD 2718 20.05

DDE 0 19.98
SUM(DDD+DDE) SUM(DDT+DDD+DDE) % Breakdown Of DDT

2718 544176 0.50




Quantitation Report (Qedit)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51123\
Data File : BM@39900.D

Acqg On

Operator : CG/JU

Sample
Misc

: 11 May 2023 15:57

: DFTPP

ALS vial : 1 Sample Multiplier: 1

Quant Time: May 12 ©7:05:48 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri May 12 02:40:29 2023

Response via : Initial Calibration

Abundance lon 265.70 (265.40 to 266.40): BM039900.D\data.ms
lon 268.00 (267.70 to 268.70): BM039900.D\data.ms
lon 264.00 (263.70 to 264.70): BM039900.D\data.ms
500000
400000 17.p6ailing = 1.20
300000
200000
100000
0
\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\
Time--> 16.10 16.20 16.30 16.40 16.50 16.60 16.70 16.80 16.90 17.00 17.10 17.20 17.30 17.40 17.50 17.60 17.70 17.80 17.90 18.00 18.10
Abundance Scan 2384 (17.060 min): BM039900.D\data.ms
265.8
200000 164.9
95.0 129.9 201,
440 600 106.9 142.9 o 229.8
“w_1‘?‘_‘Hlmwm‘muwM:‘U\‘,m\‘;"M‘lH‘M,w_‘““‘17“‘?‘9‘1‘3??‘““\‘\u???ﬁ“‘\“““2“4“”_m‘mmmwH_m_ww_m_m_
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340
Abundance Scan 2384 (17.060 min): BM039905.D\data.ms (-2376) (-)
265.8
5000 164.9
95.0
60.0 ) 12991429 2018 2298
0 wW_ﬁ‘?‘?w;u‘u‘H_‘??ﬂ‘_‘muﬂ?‘,?mm‘\w\u”_m,m‘_‘H\J?@eﬂ@?‘?"kw\wm%mt\‘u”@ﬁa”wH‘u_?ﬁqa_ww_wﬁ%m
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340

TIC: BM039900.D\data.ms

(70) Pentachlorophenol (C)

17.060min (-0.000) 0.00 ng

response 480482
lon Exp% Acth
265.70 100.00 100.00
268.00 64.10 62.85
264.00 62.20 62.51
0.00 0.00 0.00
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Quantitation Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51123\
Data File : BM@39900.D

Acqg On : 11 May 2023 15:57

Operator : CG/JU

Sample : DFTPP

Misc

ALS vial : 1 Sample Multiplier: 1

Quant Time: May 12 ©7:05:48 2023

Quant Method
Quant Title
QLast Update :
Response via

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Fri May 12 ©2:40:29 2023
Initial Calibration

(Qedit)

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51123.M

Abundance lon 184.00 (183.70 to 184.70): BM039900.D\data.ms
lon 185.00 (184.70 to 185.70): BM039900.D\data.ms
lon 183.00 (182.70 to 183.70): BM039900.D\data.ms
1000000
800000 19/65Yailing = 1.55
600000 |
400000
200000 |
. | N |
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
Time-> 18.60 18.70 18.80 18.90 19.00 19.10 19.20 19.30 19.40 19.50 19.60 19.70 19.80 19.90 20.00 20.10 20.20 20.30 20.40 20.50 20.60 20.70 20.80
Abundance Scan 2826 (19.659 min): BM039900.D\data.ms
184.1
500000
440 30 77.0 920 117.0130.0143.0156- 14590 || 207.0
SSRGSV T UMY VR kg el NP S| NN 1 £ U1 & R ————
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360
Abundance Scan 2824 (19.648 min): BM039905.D\data.ms (-2817) (-)
184.1
5000
ol 300520 770 %89 117.0130.01430"%611691 | 20702208 2490 281.0 55.0
SN e QRN i VN ISVt S e NP L+ S| SR 1 -7 R NN 10 SN 1 0 ... L
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360

TIC: BM

(77) Benzidine

19.659min (+ 0.011) 0.00 ng

response 1240342
lon Exp% Acth
184.00 100.00 100.00
185.00 14.40 13.67
183.00 11.30 11.70
0.00 0.00 0.00

039900.D\data.ms

8270-BM051123.M Fri May 12 07:06:41 2023

Page: 1




	TailingBM039900_D.pdf
	MSDA1 Print
	MSDA Print


