LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091420\
Data File : BP003275.D

Aca On : 14 Sep 2020 18:57

Operator : CG/JU

Sample : L3981-02

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 P\METHODS\8270-BP082420 .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 4.405 251 258 275 rVB 6612405 10582903 100.00% 26.852%
2 5.258 396 403 417 rBV 1149630 1743547 16.48% 4.424%
3 6.834 660 671 687 rBY 1031433 1773907 16.76% 4_.501%
4 7.640 800 808 819 rBV 608393 980724 9.27% 2.488%
5 8.787 995 1003 1015 rBV 724856 1269506 12.00% 3.221%
6 10.416 1272 1280 1294 rBV 734481 1367422 12.92% 3.470%
7 12.898 1696 1702 1719 rBV 2249667 3517469 33.24% 8.925%
8 13.745 1842 1846 1852 rVB 107021 161425 1.53% 0.410%
9 14.004 1885 1890 1894 rBV 77901 150000 1.42% 0.381%
10 14.281 1929 1937 1948 rVB2 1122188 1878912 17.75% 4_.767%

11 15.034 2061 2065 2071 rVB 418543 567362 5.36% 1.440%
12 15.169 2084 2088 2100 rBv4 76780 195282 1.85% 0.495%
13 15.781 2187 2192 2203 rBV 1374554 2068719 19.55% 5.249%
14 16.351 2286 2289 2293 rVB2 88498 112669 1.06% 0.286%
15 17.039 2400 2406 2411 rBV 1160810 1722372 16.28% 4 _370%

16 19.057 2746 2749 2754 rVB 396976 491845 4._.65% 1.248%
17 19.410 2806 2809 2814 rVB 342914 407508 3.85% 1.034%
18 19.616 2839 2844 2848 rBV 2880091 3562660 33.66% 9.040%
19 20.863 3052 3056 3061 rBV2 404447 521840 4._.93% 1.324%
20 21.057 3087 3089 3093 rVB 173855 170587 1.61% 0.433%

21 21.133 3097 3102 3106 rVV 1480480 2102526 19.87% 5.335%
22 21.169 3106 3108 3118 rVB 291111 405177 3.83% 1.028%
23 21.398 3144 3147 3151 rVB 501008 548596 5.18% 1.392%
24 21.621 3182 3185 3188 rVB 188437 209974 1.98% 0.533%
25 22.698 3363 3368 3373 rBV2 513102 1102354 10.42% 2.797%

26 23.368 3476 3482 3488 rBV2 988828 1796216 16.97% 4 _.558%

Sum of corrected areas: 39411502
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091420\
Data File : BP003275.D

Aca On : 14 Sep 2020 18:57

Operator : CG/JU

Sample : L3981-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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: BP003275.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091420\
Data File : BP003275.D

Aca On : 14 Sep 2020 18:57

Operator : CG/JU

Sample : L3981-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Diethyltoluamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.03 6.04 ng 567362 Acenaphthene-d10 14.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 91
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 81
3 o-Toluic acid. cvclobutvl ester 190 C12H1402 1000292-22-3 72
4 Benzoic acid. 2-methvl-. anhvdride 254 C16H1403 000607-86-3 49
5 o-Toluic acid, 4-chlorophenyl ester 246 C14H11Cl02 1000307-45-5 49
Abundance Scan 2064 (15.028 min): BP003275.D (-2061) (-) m/z 119.00 100.00%
119
5000 o1 190 /\_
162 14.80 15.00 15.20 15.40
03558 |1 07 1217244 281 324355 401430461489519546 | 77 190.10  39.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53785: Diethyltoluamide
119
5000 o1 190 LI S SULILILE SIS I
14.80 15.00 15.20 15.40
m/z 91.00 36.07%
0 29 6‘{3 162
mz-> 50 100 150 200 250 %0 o ad0 40 w0 =0
Abundance
119
' 14.80 15.00 15.20 15.40
5000 m/z 191.10 14.41%
o 190
o 42 162
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52946: o-Toluic acid, cyclobutyl ester e esas
119 14.80 15.00 15.20 15.40

m/z 65.00 11.83%

5000
91
147 190
0L.28 55, j

m/z--> 50 100 150 200 250 300 350 400 450 500 550 14. 80 15. OO 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091420\
Data File : BP003275.D

Aca On : 14 Sep 2020 18:57

Operator : CG/JU

Sample : L3981-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Hexadecane, 1l-bromo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.08 ng 195282 Acenaphthene-d10 14.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1-bromo- 304 C16H33Br 000112-82-3 56
2 Hexadecane 226 C16H34 000544-76-3 56
3 Triacontane. 1l-bromo- 500 C30H61Br 004209-22-7 35
4 1-Bromodocosane 388 C22H45Br 006938-66-5 30
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 25

Abundance Scan 2088 (15.169 min): BP003275.D (-2084) (-) m/z 57.10 100.00%

57

85
5000
165193 e e N EEmes
222 14.80 15.00 15.20 15.40
- Ao . I 1230262 328357387 422 476510544 | sz 71.05  68.85%

I
50 100 150 200 250 300 350 400 450 500 550

(@B

m/z-->
Abundance #147850: Hexadecane, 1-bromo-
5|7
5000 135 L L LANLINL L L L LB L B
85 14. 80 15. OO 15.20 15.40
29 m/z 85.05 55.45%
o {63101 225 304
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R B o e
14.80 15.00 15.20 15.40
5000 g5 m/z 43.10 54 .74%
0 113141169197226
B R B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235298: Triacontane, 1-bromo- R B o e
57 14.80 15.00 15.20 15.40
m/z 137.10 54 .65%
85
5000
135
421
. %QJ L))l 169197225253281 323351379 500
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14. 80 15. OO 15. 20 15.40

8270-BP082420.M Tue Sep 15 15:14:17 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091420\
Data File : BP003275.D

Aca On : 14 Sep 2020 18:57

Operator : CG/JU

Sample : L3981-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.86 4.96 ng 521840 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 76
4 1-Heneicosanol 312 C21H440 015594-90-8 70
5 1-Nonadecene 266 C19H38 018435-45-5 70
Abundance Scan 3056 (20.863 min): BP003275.D (-3052) (-) m/z 83.10 100.00%
3 226
56
5000
20.60 20.80 21.00 21.20
281
ob i A ot raae 399 415 462492521549 | 757797 10 99.98%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
56 83
5000 LU SRR BRI SULIUN SRR
20,60 20.80 21.00 21.20
) m/z 57.10 89.68%
0 39167196224
miz--> 6""s'o"'ic'>c3"iéé"éoé"ésc')"éoé"ééé"Aéé"&éé"ééd"ééé
Abundance
55 83
20,60 20.80 21.00 21.20
5000 11 m/z 226.05 86.92%
o 27 139167196224252280308
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #205392: Trichloroacetic acid, hexadecy! ester — TR
4 20.60 20.80 21.00 21.20
83 m/z 55.10 78.15%
5000
11
o 39167196224
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091420\
Data File : BP003275.D

Aca On : 14 Sep 2020 18:57

Operator : CG/JU

Sample : L3981-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 5 unknown21.40 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.40 5.22 ng 548596 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 49
2 Boron. diethvl(5-ethvl-4.6-nonan... 250 C15H31BN2 136705-03-8 47
3 4.6-Dimethvl-2-thioxo-1.2-dihvdr... 236 C11H16N2SSi 1000332-43-1 43
4 2.6-Piperidinedione. 4-Tl2-butvl... 347 C19H30BNO4 055429-44-2 43
5 3,4-Bis-(methylthio)-quinoline 221 C11H11NS2 074579-34-3 40
Abundance Scan 3147 (21.398 min): BP003275.D (-3144) (-) m/z 221.10 100.00%

4

-

5000 91110
T e
57 191 21.00 21.20 21.40 21.60 21.80
o e
Ot L Loy 4 UL (251281 328 362380417 450480519547 m/z 91.00 42.16%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90964: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phenyl-
291
5000 TT T T[T T T T [T T T T[T T TT[TT

21. 00 21 20 21. 40 21. 60 21. 80
91 143 m/z 119.10 36.85%

51 191
o bl 1 Jl I. l J N ..

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
221
21.00 21.20 21.40 21.60 21.80
5000 m/z 143.05 28.46%
177
o2 67 109 149 250
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90218: 4,6-Dimethyl-2-thioxo-1,2-dihydro-3-pyridinecarbon... e B AR Ea
221 21.00 21.20 21.40 21.60 21.80
m/z 105.00 25.64%
5000

%

73
15 45 L 104 146 191

e N N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. OO 21 20 21. 40 21. 60 21. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP091420\
Data File : BP003275.D

Acq On : 14 Sep 2020 18:57

Operator : CG/JU

Sample - L3981-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP082420_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]
Diethyltoluamide 15.03 6.0 ng 567362 3 14.28 1878910 20.0
Hexadecane, 1-bromo- 15.17 2.1 ng 195282 3 14.28 1878910 20.0
Cyclohexadecane 20.86 5.0 ng 521840 5 21.13 2102530 20.0
unknown21.40 21.40 5.2 ng 548596 5 21.13 2102530 20.0
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