LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092118\

Data File : BG036856.D

Aca On : 21 Sep 2018 12:56 Instrument :
Operator : JU/SJ BNA_G

Sample - J4870-06 ClientSampleld :
Misc - PT-ACIDS-WP
ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG092018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.158 313 318 326 rBV 31532 58689 1.38% 0.142%
2 5.616 390 396 420 rBV 712540 1337907 31.54% 3.248%
3 7.220 660 669 670 rBV 825473 1463160 34.49% 3.552%
4 7.585 723 731 733 rBV 761910 1298615 30.61% 3.153%
5 7.614 733 736 764 rVB 792217 1484437 34.99% 3.604%
6 8.049 804 810 825 rVB 146047 272816 6.43% 0.662%
7 8.372 857 865 878 rBV 570365 1077119 25.39% 2.615%
8 8.489 878 885 901 rvVv 605151 1151165 27.13% 2.795%
9 8.813 932 940 967 rBVY 1208357 2423519 57.13% 5.884%
10 9.212 999 1008 1028 rBV 491494 996832 23.50% 2.420%

11 9.964 1129 1136 1141 rBV 429781 800255 18.86% 1.943%
12 10.023 1141 1146 1172 rVB 1219139 2371135 55.89% 5.757%
13 10.499 1220 1227 1248 rBV 243126 513383 12.10% 1.246%
14 10.857 1278 1288 1304 rBV 215341 438287 10.33% 1.064%
15 11.034 1310 1318 1335 rBV 1151773 2278943 53.72% 5.533%

16 12.126 1496 1504 1527 rBV 938100 1841964 43.42% 4._.472%
17 13.108 1665 1671 1678 rBV 539427 935979 22.06% 2.272%
18 13.178 1678 1683 1697 rVV 866017 1647790 38.84% 4_.000%
19 13.301 1697 1704 1722 rVB 1432585 2443404 57.59% 5.932%
20 14.676 1931 1938 1953 rBV2 393689 678281 15.99% 1.647%

21 14.894 1967 1975 2003 rBV 812497 1744804 41.13% 4_.236%
22 15.804 2122 2130 2152 rBV 1197911 2032578 47.91% 4 _.935%
23 16.163 2184 2191 2210 rBV 1225756 2007512 47.32% 4._.874%
24 17.073 2339 2346 2364 rBV 1379737 2399125 56.55% 5.824%
25 17.420 2399 2405 2419 rVB2 563181 899389 21.20% 2.183%

26 20.029 2842 2849 2860 rBV 3075799 4242415 100.00% 10.299%
27 21.686 3124 3131 3144 rBV 610706 1069979 25.22% 2.598%

28 23.172 3378 3384 3390 rBV3 23722 46187 1.09% 0.112%

29 23.971 3515 3520 3528 rVB4 29912 65190 1.54% 0.158%

30 24.900 3667 3678 3693 rVB 360760 1090575 25.71% 2.648%

31 26.034 3867 3871 3884 rVB7 25368 79102 1.86% 0.192%
Sum of corrected areas: 41190536
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092118\

BG036856.D

21 Sep 2018 12:56

JussJ

J4870-06

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

PT-ACIDS-WP

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036856.D

8.81

562 7,22 764

8.8749 9.21

8.05
5.16

10.02

11.03
12.13

10.5010.8

0

Time--> 3.50

7.00 750 8.00 8.50

4.00 450 5.00 550 6.00 6.50

I I
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

13.30

TIC: BG036856.D

17.07
15.8016.16

14.89

17.42
14.6:

20.03

21.69

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

23.17

TIC: BG036856.D

24.90

23.97 26.03

0l

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092118\

Data File : BG036856.D

Aca On : 21 Sep 2018 12:56

Operator : JU/SJ

Sample = J4870-06 e
Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.16 4_.30 ng 58689 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 37
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 32
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 25

Abundance Scan 318 (5.158 min): BG036856.D (-313) (-) m/z 43.10 100.00%
43.1
59.1
5000
ot 480 500 520 540
83.1
oﬁTTrnﬁTwu.+L.”.,.”.J.”.,.”.,.”.,.”.,..”?9??. m/z 59.10 57.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
480 5.00 520 5.40
59.0 m/z 58.10 19.79%
270 g3 1010
ottty e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 5.00 520 5.40
5000 m/z 101.10 18.20%
101.0
41.0
15.0 111 ‘\H AN 83.0
0'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester S REman S h, AR
43.0 480 5.00 520 5.40
m/z 41.10 6.50%
5000 59.0
101.0
o220 | 830
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092118\

Data File : BG036856.D

Aca On : 21 Sep 2018 12:56

Operator : JU/SJ

Sample = J4870-06 e
Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Phenol, 2,4-dichloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

11.03 103.99 ng 2278940 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-dichloro- 162 C6H4CI120 000120-83-2 97
2 Phenol. 2.6-dichloro- 162 C6H4CI120 000087-65-0 97
3 Phenol. 2.5-dichloro- 162 C6H4CI120 000583-78-8 94
4 Phenol. 2.3-dichloro- 162 C6H4CI20 000576-24-9 94
5 Phenol, 3,5-dichloro- 162 C6H4CI20 000591-35-5 64

Abundance Scan 1317 (11.028 min): BG036856.D (-1310) (-) m/z 162.00 100.00%

162.0
63.1
5000

10.80 11.00 11.20 11.40

0 m/z 63.10 68.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32499: Phenol, 2,4-dichloro-
63.0 162.0
98.0
5000
10.80 11.00 11.20 11.40
126.0 m/z 164.00 63.54%
37.0 49.0 | 7F 0
o I Y R iR | R VAR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32503: Phenol, 2,6-dichloro-
162.0
63.0 R N EERE S S SR
10.80 11.00 11.20 11.40
5000 m/z 98.00 26.80%
98.0 126.0
38.0 ‘
7 .O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32496: Phenol, 2,5-dichloro-
162.0 10.80 11.00 11.20 11.40
m/z 126.00 19.79%
5000 63.0
99.0
250 370 490 || 750 g79 Mu 110 %0 1440 |
”P”qnupnqunpu.””p”q””.”.””.”quupn.u”,”qu. T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10. 80 11. OO 11. 20 11. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG092118\

Data File : BG036856.D

Acq On : 21 Sep 2018 12:56

Operator : JU/SJ

Sample - J4870-06 e
Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.16 4.3 ng 58689 1 8.05 272816 20.0
Phenol, 2,4-dichl... 11.03 104.0 ng 2278940 2 10.86 438287 20.0
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