LSC Area Percent Report

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

Data File : BF107572.D

Aca On - 21 Jul 2018 13:22 Instrument :

Operator : JU/SJ BNA_F

Sample  : J4094-05 s e

o : 071818-DBRI-E-U-M
isc :

ALS Vial : 44 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 113284 129286 1.48% 0.237%
2 5.601 551 555 578 rBY 1770132 2695838 30.78% 4.944%
3 6.596 721 724 742 rBV 1323627 2021402 23.08% 3.707%
4 6.743 745 749 770 rVV 4453531 4884815 55.78% 8.958%
5 6.972 785 788 810 rVB 1744157 1987357 22.69% 3.645%
6 7.131 810 815 837 rBY 6273654 6665711 76.12% 12.224%
7 7.537 879 884 909 rBVY 4252864 5547421 63.35% 10.173%
8 8.254 1002 1006 1022 rBV 2190959 2431518 27.77% 4 _.459%
9 9.331 1184 1189 1205 rBvV 7899658 8757121 100.00% 16.059%
10 9.719 1252 1255 1261 rBV 128177 137941 1.58% 0.253%

11 9.989 1298 1301 1302 rBV 172945 120068 1.37% 0.220%
12 10.013 1302 1305 1317 rVB 2233401 2327314 26.58% 4.268%
13 10.678 1414 1418 1432 rVB 839811 673695 7.69% 1.235%
14 10.807 1436 1440 1453 rBV 3147600 3364027 38.41% 6.169%
15 11.507 1555 1559 1568 rBV 1961281 2088513 23.85% 3.830%

16 12.019 1643 1646 1651 rBV 89184 113058 1.29% 0.207%
17 13.095 1825 1829 1841 rVB 5864684 5824753 66.51% 10.682%
18 13.977 1975 1979 1987 rBV 243915 312723 3.57% 0.573%
19 14.160 2006 2010 2018 rBV 2096677 1992422 22.75% 3.654%
20 14.601 2082 2085 2091 rBV3 89820 106850 1.22% 0.196%

21 14.924 2137 2140 2143 rBV 122128 108616 1.24% 0.199%
22 15.007 2150 2154 2160 rBV 80770 90803 1.04% 0.167%
23 15.283 2197 2201 2205 rBV 134254 150067 1.71% 0.275%
24 15.695 2265 2271 2280 rBV 1195645 1722245 19.67% 3.158%
25 16.154 2344 2349 2353 rBV 107525 157265 1.80% 0.288%

26 16.695 2436 2441 2446 rBV2 64034 118499 1.35% 0.217%

Sum of corrected areas: 54529328
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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\

BF107572.D

21 Jul 2018 13:22

JussJ

J4094-05

44 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

071818-DBRI-E-U-M
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Library Search Compound Report

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

Data File : BF107572.D

Aca On : 21 Jul 2018 13:22

Operator : JU/SJ

a?ggle i J4094-05 071818-DBRI-E-U-M
ALS Vial : 44 Sample Multiplier: 1

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

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 49.16 ng 4884820 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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.743 min): BF107572.D (-745) (-) m/z 132.00 100.00%
132.0 q
5000 68.0
40.0 97'0 1150 J 2070 6.40 6.60 6.80 7.00
o} B B m/z 67.95 40.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 33.69%
10 0| |
0"'|""|"'“"k"'"‘i""|"'"|""l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.26%
41.0 97.0
115.0
S S S I S I LA S L WY W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole ~v—v—,—v—v—v—v—‘h-v—v—Lv-v-v—v—,—v—v+v—,—v
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.16%
5000
104.0
66.0
0 270 500 | ;880 | \
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107572.D

Aca On 21 Jul 2018 13:22

Operator : JU/SJ

Sample : J4094-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

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

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 3
R.T. EstConc Area Relative to ISTD R.T.
10.68 5.79 ng 673695 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 Adipic acid. ethvl pent-4-en-2-v... 242 C13H2204 1000354-11-7 32
4 N-Methoxv-2.2-dicarbomethoxvazir... 189 C7H11NO5 053084-34-7 32
5 3-Chloro2-fluorobenzoic acid, 3-... 370 C21H32CIF02 1000338-64-6 28
Abundance Scan 1418 (10.678 min): BF107572.D (-1414) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.0 SRR SN SR SUNRE
g 870 203.1 10.40 10.60 10.80 11.00
o SRR .. BN | SV U N S — m/z 115.00 38.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000  29.0 L B I I
115.0 10,40 10,60 10.80 11.00
203.0 m/z 43.00 17.92%
ol 1, | 80 80 ‘ 2310 2170
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
AR RN AR AR
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 9.78%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95477: Adipic acid, ethyl pent-4-en-2-yl ester I RaaEE L e  RERE
111.0 157.0 10.40 10.60 10.80 11.00
m/z 203.10 8.15%
5000
41.0 69.0
0 ...,HJ..L..wn.u..,L...J..l.,....,....‘.... adh 9... SN ML L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF107572.D

Aca On : 21 Jul 2018 13:22

Operator : JU/SJ

a?ggle i J4094-05 071818-DBRI-E-U-M
ALS Vial : 44 Sample Multiplier: 1

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

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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.98 3.14 ng 312723 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 1979 (13.977 min): BF107572.D (-1975) (-) m/z 57.00 100.00%
57.0
97.0
alili Ll
LU PN BN BRI
39.1 13.60 13.80 14.00 14.20
0 ...,...\.,“.,..1.9.3,1....,.2.8.3.0,....,....,....,. m/z 43.10  79.83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 UM AR SN R B
13.60 13.80 14.00 14.20
‘ m/z 55.00 74 .27%
169.0 238.0
0 .“. ‘.“l“.“.‘.‘.“l .“]'.$.:I'7l0|‘.‘. —t ..‘. |2|8|3'|0| e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 SRR BN BN SN
13.60 13.80 14.00 14.20
5000 m/z 83.05 59.62%
0 131.0 2990 2100 2520 2970 448.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate R REn
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 56.35%
- hJMNJhwhwwﬁﬂwﬂkw,NJwJ»mN,ww
oL LA ‘ | 1390 490 2520 297.0 3480
m/z--> 50 100 150 200 250 360 350 400 450 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 : BF107572.D

Acg On 21 Jul 2018 13:22

Operator : JU/SJ

Sample - J4094-05 071818-DBRI-E-U-M
Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
Quant Title : 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]
unknown6 .74 6.74 49.2 ng 4884820 1 6.97 1987360 20.0
Triethyl citrate 10.68 5.8 ng 673695 3 10.01 2327310 20.0
Heptadecyl heptaf... 13.98 3.1 ng 312723 5 14.16 1992420 20.0
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