LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031219\
Data File : BM019140.D

Aca On : 13 Mar 2019 09:40

Operator : JU/SJ

Sample : K1824-19

Misc :

ALS Vial : 32 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 M\METHODS\8270-BM031119.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 5.257 363 369 388 rBY 3818636 5771972 39.95% 7.325%
2 6.846 631 639 656 rBY 4118265 6849251 47 .40% 8.692%
3 7.198 691 699 717 rBVY 4127277 6627847 45.87% 8.411%
4 7.657 771 777 786 rBV 752663 1216927 8.42% 1.544%
5 7.975 823 831 842 rBY 2788818 4417127 30.57% 5.606%

8.828 966 976 998 rBV 2174441 3822330 26.45% 4_.851%
10.445 1244 1251 1265 rBVY 935728 1723491 11.93% 2.187%
12.927 1666 1673 1694 rBVY 6007570 8550324 59.17% 10.851%
13.780 1812 1818 1832 rBVY 354869 582240 4._.03% 0.739%
14.316 1902 1909 1926 rBV2 1737170 2696583 18.66% 3.422%

=
QO ~NO®

11 15.816 2157 2164 2184 rBV 6190228 9080806 62.84% 11.524%
12 17.068 2371 2377 2390 rBV2 2397309 3545231 24.53% 4._.499%
13 17.957 2523 2528 2535 rBV 177316 261754 1.81% 0.332%
14 19.703 2819 2825 2840 rBV 11128511 14449763 100.00% 18.338%
15 20.962 3035 3039 3048 rBvV 814275 1022035 7.07% 1.297%

16 21.268 3085 3091 3104 rBV 2987128 4270460 29.55% 5.420%
17 21.833 3184 3187 3189 rBvV 144322 153706 1.06% 0.195%
18 22.292 3262 3265 3270 rVB 158164 192687 1.33% 0.245%
19 22.792 3347 3350 3354 rBV 158543 202660 1.40% 0.257%
20 23.503 3465 3471 3480 rVB 1801275 3358716 23.24% 4.263%

Sum of corrected areas: 78795910
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\
Data File : BM019140.D

Aca On - 13 Mar 2019 09:40

Operator : JU/SJ

Sample : K1824-19

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019140.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019140.D

Aca On : 13 Mar 2019 09:40

Operator : JU/SJ

Sample : K1824-19

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.20 Concentration Rank 1

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

7.20 108.93 ng 6627850 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 699 (7.198 min): BM019140.D (-691) (-) m/z 132.00 100.00%
32
5000
6.80 7.00 7.20 7.40 7.60
m/z 68.10 49 _.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole
132
5000 VAR RS RS R
6.80 7.00 7.20 7.40 7.60
104 m/z 134.00 33.35%
51 66
27
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 31.52%
33 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13917: Benzene, 1,2,4-trifluoro- P
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.30%
5000 63 g1
112
,‘,49\ O S — BN G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019140.D

Aca On : 13 Mar 2019 09:40

Operator : JU/SJ

Sample : K1824-19

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.96 4.79 ng 1022040 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 94
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3039 (20.962 min): BM019140.D (-3035) (-) m/z 57.10 100.00%
57
5000 111 \ T
139 20.60 20.80 21.00 21.20
— l I0%68 207228052 281 335 355 401429 | stCg3 08 03.38%
m/z--> 50 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
55
83
5000 UBAMUSVUVABNUNEEL RS
20.60 20.80 21.00 21.20
29 111 m/z 69.05 92.51%
LA | yrmo 200 298
m/z--> 55 100 1%0 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
83 T o v o2
5000 m/z 55.05 81.83%
111
29 169 238
..J.x.,.l..‘.;l.h.l?g,w..,2%9.\.,..2.8?,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester LT
43 20.60 20.80 21.00 21.20
m/z 43.10 79.26%
69
5000
97
t ‘\ | J |125 169 210 JNA**,_,,_,_*J
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031219\
Data File : BM019140.D

Acq On : 13 Mar 2019 09:40

Operator : JU/SJ

Sample - K1824-19

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .20 7.20 108.9 ng 6627850 1 7.66 1216930 20.0
Cyclotetradecane 20.96 4.8 ng 1022040 5 21.27 4270460 20.0
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