LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072518\

Data File : BF107686.D

Aca On - 26 Jul 2018 5:29 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4133-03 0nn1&oséipos
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-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 5.595 550 554 580 rBV 835549 1392862 25.34% 4._.462%
2 6.595 721 724 744 rBV 498655 1060731 19.30% 3.398%
3 6.737 744 748 772 rVV 2447177 2934225 53.39% 9.400%
4 6.966 784 787 809 rBV 841458 1140747 20.76% 3.654%
5 7.125 810 814 829 rBVY 3998716 4268502 77.66% 13.674%

7.537 879 884 893 rBvV 2527980 3136370 57.06% 10.048%
8.248 1002 1005 1022 rBV 1130718 1308082 23.80% 4.191%
9.325 1183 1188 1203 rBV 5040971 5496195 100.00% 17.607%
9.713 1250 1254 1260 rBV 196861 196932 3.58% 0.631%
10.007 1301 1304 1326 rVB2 1211087 1220407 22.20% 3.910%

=
QO ~NO®

11 10.666 1413 1416 1424 rBV 378422 302333 5.50% 0.969%
12 10.801 1435 1439 1452 rBV 1621220 1859423 33.83% 5.957%
13 11.501 1554 1558 1571 rBV 957518 1075733 19.57% 3.446%
14 13.089 1823 1828 1845 rBV 3308925 3503533 63.74% 11.224%
15 13.971 1974 1978 1987 rBV 140235 234865 4.27% 0.752%

16 14.154 2005 2009 2018 rBV 936301 1028934 18.72% 3.296%

17 14.760 2109 2112 2116 rBVY 76845 64553 1.17% 0.207%

18 15.265 2194 2198 2205 rBV2 63570 72204 1.31% 0.231%

19 15.689 2263 2270 2278 rBVY 514817 856704 15.59% 2.745%

20 16.130 2341 2345 2349 rVB2 43687 61935 1.13% 0.198%
Sum of corrected areas: 31215270
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072518\
Data File : BF107686.D

Aca On : 26 Jul 2018 5:29

Operator : JU/SJ

Sample : J4133-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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\BFO072518\

Data File : BF107686.D

Aca On - 26 Jul 2018 5:29

Operator : JU/SJ

ﬁ?ggle i J4133-03 072318-DBRI-F-D-S
ALS Vial : 37 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 51.44 ng 2934230 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
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 (6.742 min): BF107686.D (-744) (-) m/z 132.00 100.00%
132.0
5000 ﬂ\_
68.0
96.0 PUASERESAANESAALESAARLE
40.0 540 6.40 6.60 6.80 7.00
Obrrrerrerrrr et el e 830 L 2070 m/z 68.00 35.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS SR AR

6.40 6.60 6.80 7.00
m/z 134.00 33.36%

31.0 51.0

0 TR
L R L B e O e e S REARNREE RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R e S RERmEw
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.74%
41.0 53.0 97.0 1170
‘ ‘ 79.0 '
0 “ Ll \‘m‘ L]y L ‘ [l
R R L B o o R e e e R SRR R S RRRRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R R R
132.0 640 660 680 7.00

m/z 69.05 13.80%

5000
104.0
66.0
149 270 390 SO0 1 708 s90 | mso |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072518\

Data File : BF107686.D

Aca On - 26 Jul 2018 5:29

Operator : JU/SJ

ﬁ?ggle i J4133-03 072318-DBRI-F-D-S
ALS Vial : 37 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 3
R.T. EstConc Area Relative to ISTD R.T.
10.67 4.95 ng 302333 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 Piperazine-1l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 38
3 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 38
4 1-Amino-2-methvInaphthalene 157 C11H1iIN 002246-44-8 37
5 N-Methoxy-2,2-dicarbomethoxyazir... 189 C7H11NO5 053084-34-7 32
Abundance Scan 1417 (10.672 min): BF107686.D (-1413) (-) m/z 157.10 100.00%
157.1
5000 1150
B0 470 203.1 10,40 10,60 10.80 11.00
ot o b e m/z 115.00 35.64%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
L
5000 29.0 B L I I
115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 13.65%
,|,5§,0, 8o . 2310 277.0
m/z--> 50 100 150 200 250 300 350
Abundance #191456: Piperazine-1-carboxylic acid, 4-(5-chloro-2-metho...
157.0
10.40 10.60 10.80 11.00
5000 m/z 111.00 8.52%
56.0
ol bl R0 205023402620  317.0 3620
m/z--> 50 100 150 200 250 300 350
Abundance #73862: Ethylmalonic acid dipropy! ester T R
157.0 10.40 10.60 10.80 11.00
m/z 203.10 8.17%
s000{ 430 1150
87.0
L]
N L I
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072518\

Data File : BF107686.D

Aca On - 26 Jul 2018 5:29

Operator : JU/SJ

ﬁ?ggle i J4133-03 072318-DBRI-F-D-S
ALS Vial : 37 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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.57 ng 234865 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 1978 (13.971 min): BF107686.D (-1974) (-) m/z 57.05 100.00%
57.0
97.1
5000
NSRRI UL B
39.1 176.1208.0 . 13.60 13.80 14.00 14.20
o,“ IRirea2080 2ep1 0 h/7 55.00  88.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 R AR B S
13.60 13.80 14.00 14.20
m/z 43.00 82.12%
ol159) 1390 1960 2690 3a00
m/z--> 55 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 70.01%
169.0
ol | l L ‘i3zo |, 2240 2690 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene P P
58.0 13.60 13.80 14.00 14.20
m/z 69.00 62.19%
97.0
- Wj\w/»v
0140{ J \ 1390 1810 308.0
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072518\

Data File : BF107686.D

Acq On : 26 Jul 2018 5:29

Operator : JU/SJ

ﬁ?ggle i J4133-03 072318-DBRI-F-D-S
ALS Vial : 37 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 51.4 ng 2934230 1 6.97 1140750 20.0
Triethyl citrate 10.67 5.0 ng 302333 3 10.01 1220410 20.0
Trifluoroacetoxy ... 13.97 4.6 ng 234865 5 14.15 1028930 20.0
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