LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072018\

Data File : BF107563.D

Aca On - 21 Jul 2018 9:24 Instrument :
Operator : JU/SJ BNA_F

Sample - J4061-06 ClientSampleld :
Misc - 071718-DBRI-E-U-S
ALS Vial : 35 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 F\METHODS\8270-BF072018 .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 5.201 484 487 494 rBV 153412 176719 2.08% 0.324%
2 5.601 551 555 576 rBVY 2198387 2976084 35.04% 5.459%
3 6.601 721 725 745 rBVY 1412624 2230458 26.26% 4.091%
4 6.743 745 749 765 rVV 4434136 5070626 59.69% 9.301%
5 6.972 785 788 810 rVB 1697705 1975614 23.26% 3.624%

7.131 810 815 840 rBV 6253977 6712535 79.02% 12.313%
7.543 879 885 894 rBV 4399296 5517749 64.96% 10.121%
8.254 1002 1006 1024 rBV 2038465 2367957 27.88% 4._.344%
9.331 1184 1189 1205 rBV 7666528 8494475 100.00% 15.582%
9.725 1252 1256 1261 rBV 90516 100876 1.19% 0.185%

=
QO ~NO®

11 10.013 1302 1305 1327 rVB2 2034335 2175574 25.61% 3.991%
12 10.678 1415 1418 1425 rBV 419986 329028 3.87% 0.604%
13 10.807 1436 1440 1454 rBV 2992089 3289356 38.72% 6.034%
14 11.513 1556 1560 1567 rBV 1779896 1954248 23.01% 3.585%
15 13.095 1825 1829 1833 rBV 6174814 6728820 79.21% 12.343%

16 13.977 1975 1979 1989 rBV 259771 340350 4.01% 0.624%
17 14.160 2006 2010 2017 rBV 2109071 2017574 23.75% 3.701%
18 14.601 2082 2085 2092 rVvB2 103963 114153 1.34% 0.209%
19 14.924 2136 2140 2145 rVB 91839 110951 1.31% 0.204%
20 15.277 2197 2200 2204 rVB 97709 114154 1.34% 0.209%

21 15.695 2265 2271 2278 rBV 1077783 1594100 18.77% 2.924%
22 16.148 2344 2348 2354 rVB2 83735 124064 1.46% 0.228%

Sum of corrected areas: 54515465
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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 F\DATA\BF072018\

BF107563.D

21 Jul 2018 9:24

JussJ

J4061-06

35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072018\

Data File : BF107563.D

Aca On - 21 Jul 2018 9:24

Operator : JU/SJ

a?ggle i J4061-06 071718-DBRI-E-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 2

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

6.74 51.33 ng 5070630 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 749 (6.743 min): BF107563.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0
40.0 540 | 6.40 6.60 6.80 7.00
o..,....,....,....l'!...,:!..,::.-.|..l:.,?‘?.?,..!.,.’fﬂ‘?f’....,....,'...,.. m/z 67.95 41.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.40 6.60 6.80 7.00
33.0 44.0 0.0 105.0 m/z 134.00 33.73%
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.86%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.43%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072018\

Data File : BF107563.D

Aca On - 21 Jul 2018 9:24

Operator : JU/SJ

a?ggle i J4061-06 071718-DBRI-E-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Triethyl citrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.68 3.02 ng 329028 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 45
3 Piperazine-1-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-79-9 38
4 Adipic acid. ethvl pent-4-en-2-v... 242 C13H2204 1000354-11-7 38
5 Adipic acid, ethyl 4-methylpent-... 258 C14H2604 1000353-49-9 38
Abundance Scan 1418 (10.678 min): BF107563.D (-1415) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.0 ‘ L B B B R
87.0 203.1 10.40 10.60 10.80 11.00
o m/z 115.00 39.27%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
29.0 e S RN REEE e
5000 115.0 10.'40 10.I60 10.80 11.00
203.0 m/z 43.00 17.80%
o se0 8O | 2310 277.0
m/z--> éo 160 1%0 260 250 300 3%0
Abundance
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 10.08%
87.0
188.0
L L WL L WL B L
m/z--> 50 100 150 200 250 300 350
Abundance #191455: Piperazine—l—carboxylic acid, 4—(4—ch|oro—3—m8th0... LI L L L
157.0 10.40 10.60 10.80 11.00
m/z 158.10 8.04%
5000
56.0
85.0
ol whilal ., 1290 | 2050 2860 317.0 3620
m/z--> 5'0 1c')0 1&1;0 2(')0 25'30 3(')0 351;0 10.'40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072018\

Data File : BF107563.D

Aca On - 21 Jul 2018 9:24

Operator : JU/SJ

a?ggle i J4061-06 071718-DBRI-E-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.98 3.37 ng 340350 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 93
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
Abundance Scan 1979 (13.977 min): BF107563.D (-1975) (-) m/z 57.00 100.00%
57.0
5000
ot LSRN SUNLN BRI
1391 13.60 13.80 14.00 14.20
o iy 2ot 2101 25122820 0 S50 L 743700 72.45%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55.0
83.0
5000 UM SRR SUCIN B B
1110 13.60 13.80 14.00 14.20
29.0 ' m/z 55.00 71.22%
‘ M H\ | ‘ 139.0 182.0210.0
0 ‘\ “.. "‘IH \‘\ “llu..‘..lluuuluuuuluuuulu
m/z--> 100 150 200 250 300 350
Abundance
57.0
83.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 54 .40%
111.0
29.0 139.0 1690 21002380 o0
O o e e e e mm e ST
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester L a e R
43.0 13.60 13.80 14.00 14.20
83.0 m/z 97.10 54 _.12%
5000
111.0
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072018\

Data File : BF107563.D

Acq On = 21 Jul 2018 9:24

Operator : JU/SJ

a?ggle i J4061-06 071718-DBRI-E-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.74 6.74 51.3 ng 5070630 1 6.97 1975610 20.0
Triethyl citrate 10.68 3.0 ng 329028 3 10.01 2175570 20.0
Cyclopentadecane 13.98 3.4 ng 340350 5 14.16 2017570 20.0
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