LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045847.D

Aca On 24 Jun 2020 16:34

Operator : CG/JU

Sample : PB129750BL

Misc :

ALS Vial : 8 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-BG061520.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

5.522 405 414 429 rBvV 852371 1474294 33.96% 7.491%
7.138 682 689 704 rBvV 891047 1625989 37.46% 8.262%
rvB 181397 333779 7.69% 1.696%
8.242 868 877 890 rBvV 769362 1380371 31.80% 7.014%
9.082 1011 1020 1031 rBV 575849 1098188 25.30% 5.580%
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10.721 1291 1299 1312 rBV 252423 459982 10.60% 2.337%
13.182 1711 1718 1728 rBV 1632291 2667454 61.45% 13.554%
14.563 1947 1953 1966 rBVY 409487 677957 15.62% 3.445%
16.067 2201 2209 2226 rBV 1411958 2298608 52.95% 11.680%
17.318 2415 2422 2435 rBVY 526736 856171 19.72% 4 _350%

=
QO ~NO®

11 19.932 2861 2867 2884 rBV 3119829 4340764 100.00% 22.056%
12 20.755 3000 3007 3011 rBV6 45201 117136 2.70% 0.595%
13 20.837 3015 3021 3026 rBV7 77546 218629 5.04% 1.111%
14 21.213 3074 3085 3092 rBV6 126440 449048 10.34% 2.282%
15 21.571 3140 3146 3158 rVB 469004 845382 19.48% 4._.296%

16 24.702 3670 3679 3691 rvB2 305039 836532 19.27% 4_.251%

Sum of corrected areas: 19680284
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045847.D

Aca On : 24 Jun 2020 16:34

Operator : CG/JU

Sample : PB129750BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG045847.D
3000000

2500000
2000000
1500000

1000000 7.14
5.52 8.24

9.08

500000

7.02 10.72

Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 1050 11.00 1150 12.00 1250
Abundance TIC: BG045847.D
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2000000

13.18
1500000 16.07

1000000

17.32 21.57
21.21
26%84

500000 14.56
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Time--> 13.00 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 TIC: BG045847.D
3000000

2500000
2000000
1500000
1000000

500000 24.70

L

S T T T T T T T T T T e e T T T e T T T

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\BG062420\
Data File : BG045847.D

Aca On : 24 Jun 2020 16:34

Operator : CG/JU

Sample : PB129750BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 2 Dodecanoic acid, 1,2,3-prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2075  2.77ng 117136 Chrysene-d12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Dodecanoic acid. 1.2.3-propanetr... 639 C30H7406 000538-24-9 58
2 5.8-Methano-4H-3.1-benzoxazine-2... 183 C9H13NOS 1000142-76-8 46

3 Fumaric acid. isohexvl pentachlo... 446 C16H15CI1504 1000348-18-3 43
4 Dodecanoic acid. 2.3.4.6-tetrach... 412 C18H24Cl1402 1000360-55-0 43

5 2-Dibenzofuranamine 183 C12H9NO 003693-22-9 43
Abundance Scan 3006 (20.749 min): BG045847.D (-3000) (-) m/z 183.10 100.00%
183
5000 -~JAM/K/Wk\“\NMNJfR
20. 40 20 60 20. 80 21. 00
m/z 57.05 54 _.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241957: Dodecanoic acid, 1,2,3-propanetriyl ester
5000 LA L L L L LB L
20.40 20.60 20.80 21.00
ﬂ 257 31 439 m/z 155.15 53.29%
1[ 129 |1 204 l | 367 l 480 521 619
“'w'“"'“ ”...”...” R R AR R REE TR eSS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
183
20.40 20.60 20.80 21.00
5000 m/z 55.05 49 _.43%
56
94
18 150
B LN B o o e e o R R AR S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #226109: Fumaric acid, isohexyl pentachloropheny! ester e e e N EEmms
183 20.40 20.60 20.80 21.00
m/z 43.05 40.59%
99
5000
43
4 1 L h 130 I \ 237268 341:7 448
N B e o e o R RN AN S RN EE e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20. 40 20 60 20. 80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045847.D

Aca On : 24 Jun 2020 16:34

Operator : CG/JU

Sample : PB129750BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 unknown20.84 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.84 5.17 ng 218629 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Cvclohexanedicarboxvlic acid... 258 C13H2205 1000340-02-3 38
2 2-Methvl-6-(4-methviphenvD)pvridine 183 C13H13N 101893-57-6 38
3 1.2-Cvclohexanedicarboxvlic acid... 270 C15H2604 1000339-55-7 35
4 Lauric anhvdride 382 C24H4603 000645-66-9 30
5 Pyrido[2,3-b]indole, 6-amino- 183 C11H9N3 006453-26-5 30
Abundance Scan 3022 (20.843 min): BG045847.D (-3015) (-) m/z 183.15 100.00%
143
57
5000 155
85 e 257 411
439 LRI BN BULRUILE B B
09 283 311 353 g, - 20,60 20.80 21.00 21.20
m/z 57.05 57 .85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108731: 1,2-Cyclohexanedicarboxylic acid, ethyl 2-methoxy...
58 183
5000 109 154
20. 60 20. 80 21. oo 21. 20
29 213 m/z 43.05 43 .95%
'LM'I' A 'I""?qq"l""l'"'I""I"'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
183
" 20,60 20.80 21.00 21.20
5000 m/z 155.10 43 .43%
155
39 77 115
miz-> 50 100 150 200 250 300 350 400 450
Abundance #119080: 1,2-Cyclohexanedicarboxylic acid, ethyl 3-methylb...
183 20.60 20.80 21.00 21.20
m/z 411.35 36.61%
5000 155
81
43 \ 109
“ i M ‘ | 225 270 ;
m/z--> 50 1(')0 1%0 2(')0 250 3(')0 3&1;0 4(')0 4&1;0 20. 60 20. 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045847.D

Aca On : 24 Jun 2020 16:34

Operator : CG/JU

Sample : PB129750BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 4 unknown21.21 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.21 10.62 ng 449048 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanamide. N-(3-chlorophenvl)-... 211 C11H14CINO 1000307-19-6 38
2 Pivalamide. N-(4-chlorophenvl)- 211 C11H14CINO 1000345-73-0 30
3 2-Hvdroxvcarbazole 183 C12H9NO 000086-79-3 30
4 2-Dibenzofuranamine 183 C12H9NO 003693-22-9 27
5 3-Dibenzofuranamine 183 C12H9NO 004106-66-5 27
Abundance Scan 3085 (21.213 min): BG045847.D (-3074) (-) m/z 183.15 100.00%
57 183
5000 127 211
83 383 B,
154 237285311 33 20.80 21.00 21.20 21.40 21.60
b m/z 57.05 83.89Y%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #70124: Propanamide, N-(3-chlorophenyl)-2,2-dimethyl-
57
127 211
5000 LRSI BN BRSNS BN B
20.80 21.00 21.20 21.40 21.60
m/z 127 .05 49 .98%
29 8 168
mzs 00 i 30 0 %0 #0 e ko 5
Abundance
¥ 211
127
20.80 21.00 21.20 21.40 21.60
5000 m/z 211.15 46 .81%
85
29 168
R At YA Jpe Rt bt At e g
Abundance #47981: 2-Hydroxycarbazole R e e e R
183 20.80 21.00 21.20 21.40 21.60
m/z 43.05 39.30%
5000
154
91
28 63| 27| |
m/z--> 50 100 150 200 250 300 350 400 450 500 2080 21.00 2120 2140 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062420\
Data File : BG045847.D

Acq On 24 Jun 2020 16:34

Operator : CG/JU

Sample : PB129750BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520._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]
Dodecanoic acid, ... 20.75 2.8 ng 117136 5 21.58 845382 20.0
unknown20.84 20.84 5.2 ng 218629 5 21.58 845382 20.0
unknown21.21 21.21 10.6 ng 449048 5 21.58 845382 20.0
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