LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070918\

Data File : BF107258.D

Aca On - 10 Jul 2018 5:13 Instrument :

Operator : JU/SJ BNA_F

Sample - J3890-02 ClientSampleld :

Vi : 070518-DBRI-E-U-M
isc :

ALS Vial : 37 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-BF061918 .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 5.172 479 482 492 rBB 14874 17075 1.77% 0.304%
2 5.590 550 553 570 rBV 252839 268194 27.74% 4_.775%
3 6.589 720 723 740 rBB 162733 194912 20.16% 3.471%
4 6.725 742 746 760 rBB 498701 487249 50.40% 8.676%
5 6.942 780 783 789 rBB 216794 183040 18.93% 3.259%
6 7.101 806 810 813 rBV 750496 687571 71.12% 12.243%
7 7.513 875 880 883 rBV 527086 500351 51.75% 8.909%
8 8.231 998 1002 1018 rBV 211590 203188 21.02% 3.618%
9 9.301 1180 1184 1195 rBV 987211 903691 93.47% 16.091%
10 9.695 1248 1251 1257 rBB 21294 18920 1.96% 0.337%

11 9.989 1298 1301 1308 rVB 229948 205158 21.22% 3.653%
12 10.642 1409 1412 1419 rBB 56440 44037 4 _55% 0.784%
13 10.789 1433 1437 1447 rBV 351166 343639 35.54% 6.119%
14 11.483 1552 1555 1562 rBV 226426 223396 23.11% 3.978%
15 13.071 1820 1825 1828 rBV 1069627 966830 100.00% 17.215%

16 13.954 1970 1975 1986 rBv4 18352 35030 3.62% 0.624%
17 14.142 2003 2007 2015 rBV 204261 189089 19.56% 3.367%
18 14.877 2130 2132 2137 rVB2 10536 10836 1.12% 0.193%

19 15.677 2264 2268 2277 rBV2 93299 134001 13.86% 2.386%

Sum of corrected areas: 5616207
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070918\
Data File : BF107258.D

Aca On 10 Jul 2018 5:13

Operator : JU/SJ

Sample = J3890-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

070518-DBRI-E-U-M

Abundance TIC: BF107258.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070918\

Data File : BF107258.D

Aca On - 10 Jul 2018 5:13

Operator : JU/SJ

a?ggle i J3890-02 070518-DBRI-E-U-M
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 2

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

6.72 53.24 ng 487249 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 745 (6.719 min): BF107258.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 9.1 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 42 _.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 PP
410 70 m/z 134.00 31.55%
Ol B20 Ly
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 25 .45%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R A RREREEEEE R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.25%
74.0
5000 ggo 1160
O ”Im"“hl'“"lﬂh"hl"h '|"%§%q' "|%8?p' SRR R R S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070918\

Data File : BF107258.D

Aca On - 10 Jul 2018 5:13

Operator : JU/SJ

a?ggle i J3890-02 070518-DBRI-E-U-M
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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.

10.64 4.29 ng 44037 Acenaphthene-d10 9.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 59
3 Quinoline. 4.8-dimethvl- 157 C11H1i1N 013362-80-6 40
4 1-Amino-2-methvlnaphthalene 157 C11H11N 002246-44-8 40
5 4-Fluoro-2-nitrophenol 157 C6H4FNO3 000394-33-2 40

Abundance Scan 1412 (10.642 min): BF107258.D (-1409) (-) m/z 157.10 100.00%
157.1
5000 115.0 k
43.0 L e
87.0 203.1 10.40 10.60 10.80 11.00
o Py S — m/z 115.00 37.23%
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 e e
115.0 10.40 10.60 10.80 11. OO
203.0 m/z 43.00 18.00%
ol 1, | 80 80 ‘ 2310 277.0
T T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 9.88%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29207: Quinoline, 4,8-dimethyl- R e B
157.0 10.40 10.60 10.80 11.00
m/z 203.10 8.16%
5000
0 \\770 1020\12?0\‘ |
L B o o o o o o RS REARE R RS S EES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070918\

Data File : BF107258.D

Aca On - 10 Jul 2018 5:13

Operator : JU/SJ

a?ggle i J3890-02 070518-DBRI-E-U-M
ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.71 ng 35030 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 87
2 1-Hexacosanol 382 C26H540 000506-52-5 64
3 Oxalic acid. cvclobutvl tridecvl... 326 C19H3404 1000309-70-4 53
4 l1sobutyl tetradecvl carbonate 314 C19H3803 959275-58-2 53
5 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 45
Abundance Scan 1974 (13.948 min): BF107258.D (-1970) (-) m/z 57.00 100.00%
57.0
85.1
5000
‘ 13.60 13.80 14.00 14.20
ok m/z 83.10 84.08%
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43.0
5000 83.0
13.60 13.80 14.00 14.20
1110 m/z 43.00 75.64%
o150, d i M‘M ¢‘j“;40016&01960 238.0266.0 308.0336.0
m/z--> éo 160 1éo 260 2éo 360 3éo
Abundance
43.0
13.60 13.80 14.00 14.20
5000 83.0 m/z 55.00 67.97%
111.0
ol15.0 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> §0 160 1éo 260 250 300 3éo
Abundance #165901: Oxalic acid, cyclobutyl tridecy! ester A Ba T o
55.0 13.60 13.80 14.00 14.20
m/z 69.00 67.74%
5000
85.0
o 27[0{\ | 1777, 1250 1820 2270
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3éo 13.I60 13.|80 14.'00 14.'20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF070918\

Data File : BF107258.D

Acq On : 10 Jul 2018 5:13

Operator : JU/SJ

a?ggle i J3890-02 070518-DBRI-E-U-M
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
unknown6.72 6.72 53.2 ng 487249 1 6.94 183040 20.0
Triethyl citrate 10.64 4.3 ng 44037 3 9.99 205158 20.0
n-Tetracosanol-1 13.95 3.7 ng 35030 5 14.14 189089 20.0
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