Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:

Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separati

8270-BF061918_.M Fri

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\

BF107148.D
6 Jul 2018
Ju/sJ
J3805-01

3:15

32 Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2

on: 5

rBv4

rBv

rBv
rvB
rBv
rBv
rvB

rBv
rBv

rBv3

rBv
rvB

rBv
rvB

rvB2
rBve6

Method
Title
Signal > TIC
peak R.T. first max last
# min scan scan scan
1 5.172 479 482 492
2 5.590 549 553 567
3 6.590 720 723 734
4 6.725 742 746 754
5 6.948 780 784 787
6 7.101 806 810 814
7 7.513 875 880 883
8 8.231 998 1002 1014
9 8.578 1052 1061 1067
10 9.301 1180 1184 1193
11 9.695 1247 1251 1256
12 9.989 1298 1301 1307
13 10.648 1409 1413 1416
14 10.783 1432 1436 1447
15 10.866 1447 1450 1456
16 11.483 1551 1555 1562
17 13.066 1820 1824 1827
18 13.954 1970 1975 1983
19 14.136 2002 2006 2015
20 15.230 2188 2192 2196
21 15.624 2256 2259 2262
22 15.665 2262 2266 2274
23 16.083 2333 2337 2343
24 16.612 2422 2427 2432

peak
heiaht
26418
451536
292942
933039
354333

1196408
872158
410576

17491

1623795

78914
420790
88456
593124
22290

378735
1575445
23908
430183
19724

17919
213702
14897
10985

Filtering:

Min Area: 3 % of largest Peak

Max Peaks:

5

100

Peak Location:

30026
454284
317936
805001
318019

1148112
882817
384200

45600

1568773

71289
370001
77324
548300
22448

339626
1479197
43351
408796
21891

22399
284163
23561
22890

of corrected areas:

Jul 06 12:33:53 2018

TOP

corr.
% max.

1.91%
28.96%
20.27%
51.31%
20.27%

73.19%
56.27%
24 _49%

2.91%
100.00%

4._.54%
23 .59%
4_.93%
34 .95%
1.43%

21.65%
94 .29%
2.76%
26 .06%
1.40%

1.43%
18.11%
1.50%
1.46%

9690004

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

3.281%
8.308%
3.282%

11.848%
9.111%
3.965%
0.471%

16.190%

0.736%
3.818%
0.798%
5.658%
0.232%

3.505%
15.265%
0.447%
4.219%
0.226%

0.231%
2.933%
0.243%
0.236%

Instrument :
BNA_F

ClientSampleld :
062818-TIPC-F-D-B

Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF070518\

BF107148.D

6 Jul 2018 3:15

Ju/SsJ

J3805-01 062818-TIPC-F-D-B
32 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107148.D
1500000
7.10
1000000 6.72
7.51
500000 5.59
6.95
6.59
5.17 | M,
O L e e e L e e e e e e T L e e e e e e L B LN A s s o e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF107148.D
930 13,07
1500000
1000000
10.78
500000 8.23 9.99 11.48
9.70 10.65
. 8.58 . i’ 71 o7
A e e e e LS A s T ——r—% e e B B e Tt — T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF107148.D
1500000
1000000
500000 14.14
15.67
13.95 15.23 15gA\2 16.08 16.61
O e T T T T T T T — B e e e e e e e e R e
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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8270-BF061918 .M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107148.D

Aca On > 6 Jul 2018 3:15

Operator : JU/SJ

Sample = J3805-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 1 unknown6.72 Concentration Rank 2

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

6.72 50.63 ng 805001 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.719 min): BF107148.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PEAARRERARBERALRE RN
400 540 | 6.40 6.60 6.80 7.00
Ot 801 dg80 W w7z 68.10  42.63%
m/z--> 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 LSRR SR L S
6.40 6.60 6.80 7.00
210 510 m/z 134.00 32.29%
m/z--> 30 40 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 680 7.00
5000 67.0 m/z 66.00 26.31%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine N B e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.74%
5000
33.0 44.0 0.0 105.0
0'"'I“"I""ﬁ"éﬁ?"'l'”%?9'”I"ﬂ'l'ihl%%ﬁgl'”' T LR R L
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

Jul 06 12:33:54 2018

062818-TIPC-F-D-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070518\

Data File : BF107148.D

Aca On 6 Jul 2018 3:15

Operator : JU/SJ

ﬁ?ggle i J3805-01 062818-TIPC-F-D-B
ALS Vial : 32 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 3 Neodecanoic acid Concentration Rank 4

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

8.58 2.37 ng 45600 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neodecanoic acid 172 C10H2002 026896-20-8 50
2 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 43
3 Thiophane. propvl- 130 C7H14S 001551-34-4 28
4 Ethane. isothiocvanato- 87 C3H5NS 000542-85-8 12
5 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 9

Abundance Scan 1061 (8.578 min): BF107148.D (-1052) (-) m/z 87.00 100.00%
81.0
5000 43.0
57.0 730 116.1 130.1
|| i ul 1°|1-° 820 840 860 880 9.00
0”P”W””P”W””P”W””P”W””P”WL”P”W””P”W””P”W”' m/z 88.00 43.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #39476: Neodecanoic acid
87.0
41.0
: 550 102.0 8.20 8.40 8.60 8.80 9.00
71.0 116.0 130.0 m/z 43.00 38.83%
0 150 H‘ ‘H \‘ L ‘ 1 \‘ 14301570
R 4'0 50 60 75 80 90 100 110 150 130 140 150 160
Abundance
87.0
8.0 840 8.60 8.80 9.00
5000 m/z 41.00 27.92%
270 450 116.0
59.0 101.0
o 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13581: Thiophane, propyl-
87.0 8.20 8.40 8.60 8.80 9.00
m/z 130.10 22.59%
5000
210 M0 550 ¢ 000 1300
0 'W%?'QI“"I"“I""""I”':I"”I"'W"" ”"1}§f)"”I""P"'I'“'I"' U S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 820 8.40 8.60 8.80 900
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070518\

Data File : BF107148.D

Aca On 6 Jul 2018 3:15

Operator : JU/SJ

ﬁ?ggle i J3805-01 062818-TIPC-F-D-B
ALS Vial : 32 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\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 4 Triethyl citrate Concentration Rank 3

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

10.65 4.18 ng 77324 Acenaphthene-d10 9.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 74
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Piperazine-l1-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 36
4 Piperazine-1l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-79-9 36
5 3-Chloro2-fluorobenzoic acid, 3-... 370 C21H32CIF02 1000338-64-6 36

Abundance Scan 1413 (10.648 min): BF107148.D (-1409) (-) m/z 157.10 100.00%
157.1
5000
115.0 L
e h e
430  g79 203.1 10.40 10.60 10.80 11.00
) e | S — m/z 115.00 33.28%
m'z--> 50 100 150 200 250 300 350
Abundance #123852: Triethyl citrate
157.0
5000 115.0 L —
43.0 203.0 10.40 10.60 10.80 11.00
' m/z 43.00 11.39%
87.0
ol byl by 41,2310 2770
mz--> 50 100 150 200 250 300 350
Abundance
157.0
N
10.40 10.60 10.80 11.00
s000] 430 115.0 m/z 203.10 8.32%
87.0
188.0
o ——————————
mz--> 50 100 150 200 250 300 350
Abundance #191456: Piperazine-1-carboxylic acid, 4-(5-chloro-2-metho... L o
157.0 10.40 10.60 10.80 11.00
m/z 111.00 8.01%
5000
56.0
N I O P e 205.0 234.0262.0289.0317.0 362.0
T [ e T e e e e e SRRMRMISREBENES A B T R
mz--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00

8270-BF061918 .M Fri

Jul 06 12:33:57 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070518\

Data File : BF107148.D

Aca On 6 Jul 2018 3:15

Operator : JU/SJ

ﬁ?ggle i J3805-01 062818-TIPC-F-D-B
ALS Vial : 32 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 5 Octadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.12 ng 43351 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 1974 (13.948 min): BF107148.D (-1970) (-) m/z 97.10 100.00%
550 1.1
5000
125.1
| 13.60 13.80 14.00 14.20
ob———A L S S oA S B B S S T m/z 55.05 98.35%
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 RN AU BRI UG
13.60 13.80 14.00 14.20
9.0 125.0 m/z 57.05 97 .58%
0 \‘. \‘\ Al H“ \H‘ \H\ \‘\ J“\ ‘|15f|-.0]_82.0 224'0252'0 2970 348.0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 97.0
69.0 RN BRI U
13.60 13.80 14.00 14.20
5000 m/z 43.00 97.28%
125.0
0l15.0 154.0182.0210.0 238.0266.0
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate A Ba T o
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.00 88.96%
5000
29.0 125.0
0 J Ul ‘ A J\ L J\ ‘I15.4'0182'0210'023‘8'0 2830 334.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF0O70518\

Data File : BF107148.D

Acq On > 6 Jul 2018 3:15

Operator : JU/SJ

3?22'6 i J3805-01 062818-TIPC-F-D-B
ALS Vial : 32 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 50.6 ng 805001 1 6.95 318019 20.0
Neodecanoic acid 8.58 2.4 ng 45600 2 8.23 384200 20.0
Triethyl citrate 10.65 4.2 ng 77324 3 9.99 370001 20.0
Octadecyl trifluo... 13.95 2.1 ng 43351 5 14.14 408796 20.0
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