LSC Area Percent Report

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

Data File : BF107154.D

Aca On 6 Jul 2018 5:58 Instrument :
Operator : JU/SJ BNA_F

Sample - J3851-01 ClientSampleld :
Misc - 070218-DBRI-F-D-B
ALS Vial : 38 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 5.172 479 482 496 rBV 33971 41144 2.21% 0.368%
2 5.584 549 552 570 rBV 545101 557899 30.02% 4.988%
3 6.590 720 723 735 rBV 379131 396575 21.34% 3.546%
4 6.725 742 746 749 rBVY 1069861 958511 51.57% 8.571%
5 6.943 780 783 787 rBV 398754 350214 18.84% 3.131%

7.101 806 810 814 rBV 1352342 1325683 71.33% 11.854%
7.513 875 880 883 rBvV 962536 1058252 56.94% 9.462%
8.231 998 1002 1017 rBV 440069 433401 23.32% 3.875%
9.301 1179 1184 1188 rBV 1801579 1858617 100.00% 16.619%
9.695 1247 1251 1259 rVB 79282 73710 3.97% 0.659%

=
QO ~NO®

11 9.989 1298 1301 1307 rVB 482911 430987 23.19%% 3.854%
12 10.648 1409 1413 1416 rBV 354719 296049 15.93% 2.647%
13 10.783 1432 1436 1443 rBV 718556 674483 36.29% 6.031%
14 10.866 1447 1450 1454 rVvVv 20905 19596 1.05% 0.175%
15 11.483 1551 1555 1561 rBV 408626 371872 20.01% 3.325%

16 13.066 1819 1824 1827 rBV 1679975 1589841 85.54% 14.216%

17 13.948 1970 1974 1985 rBV3 33855 61137 3.29% 0.547%
18 14.130 2002 2005 2013 rBV 401732 400813 21.57% 3.584%
19 15.630 2256 2260 2261 rBV2 19801 28101 1.51% 0.251%

20 15.660 2261 2265 2271 rVB 189046 256855 13.82% 2.297%

Sum of corrected areas: 11183740
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070518\
Data File : BF107154.D

Aca On > 6 Jul 2018 5:58

Operator : JU/SJ

Sample : J3851-01

Misc :

ALS Vvial : 38 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

070218-DBRI-F-D-B

Abundance TIC: BF107154.D
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Library Search Compound Report

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

Data File : BF107154.D

Aca On 6 Jul 2018 5:58

Operator : JU/SJ

ﬁ?ggle i J3851-01 070218-DBRI-F-D-B
ALS Vial : 38 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.17 2.35 ng 41144 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 3-Heptanol 116 C7H160 000589-82-2 9

Abundance Scan 482 (5.172 min): BF107154.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 S RS R L
83.0 | 480 500 520 5.40 5.60
o) SEEREESSY 1 FUMBMSSERSY | OSSN kSRS MRS m/z 59.00 57.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A RS R L
480 500 520 5.40 5.60
59.0 1010 m/z 101.10 19.31%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 560
5000 m/z 58.00 16.70%
41.0
29.0 101.0
0 50.0 73.0  86.0
LRI SRR SRR SURL LA S SULELL UL S SURLLIL UL S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester A L RRAR
43.0 480 500 520 5.40 5.60
m/z 41.00 9.55%
57.0
5000
20.0 101.0
oL 0 ll. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 560
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8270-BF061918 .M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107154.D

Aca On > 6 Jul 2018 5:58

Operator : JU/SJ

Sample - J3851-01

Misc :

ALS Vial : 38 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 2 unknown6.72 Concentration Rank 2

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

6.72 54.74 ng 958511 1,4-Dichlorobenzene-d4 6.94
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 745 (6.719 min): BF107154.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 P R oh0 ok 6k 7ho
O e | e L e e s (x e m/z 68.10 41.83%
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 LSRR SRR L S
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.00 31.41%
0'W'”'P'”I”J“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 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 25.25%
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 #14503: 1H-Benzimidazole, 2-methy!- N B e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.58%
5000
150 280 390 520 830 770 900 1040 .., |
m/z--> 10 20 §0 Jo 50 60 70 80 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\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107154.D

Aca On > 6 Jul 2018 5:58

Operator : JU/SJ

Sample - J3851-01

Misc :

ALS Vial : 38 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 4 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.65 13.74 ng 296049 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 1-Amino-2-methvInaphthalene 157 C11H11N 002246-44-8 53
4 1.4-Dioxaspirol4.41nonane. 7.8-b... 188 C9H1604 1000155-54-9 36
5 Piperazine-1l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-79-9 36
Abundance Scan 1413 (10.648 min): BF107154.D (-1409) (-) m/z 157.10 100.00%
157.1
5000
115.0 L
40 870 203.1 10,40 10,60 10.80 11.00
Ol el e bbb e || M7z 115.00  33.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 B B I I B
5000 115.0 10,40 10,60 10.80 11.00
203.0 m/z 43.00 12.62%
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
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 8.89%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29219: 1-Amino-2-methylnaphthalene B R ma
157.0 10.40 10.60 10.80 11.00
m/z 111.00 8.62%
5000
0l 27.0 510 Wolmolﬁq
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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8270-BF061918 .M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107154.D

Aca On > 6 Jul 2018 5:58

Operator : JU/SJ

Sample - J3851-01

Misc :

ALS Vial : 38 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 Trichloroacetic acid, tetra... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.95 3.05 ng 61137 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90

Abundance Scan 1974 (13.948 min): BF107154.D (-1970) (-) m/z 83.10 100.00%
590 831
5000 1Ll
207.0 13.60 13.80 14.00 14.20
(o} m/z 54.95 99.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #189051: Trichloroacetic acid, tetradecyl ester
5000 AT AR BN B I
13.60 13.80 14.00 14.20
m/z 97.10 92.76%
139.0 168.0 196.0 241.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 57.05 91.58%
29.0 125.0
0 154.0  196.0 224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecy! ester L B o
13.60 13.80 14.00 14.20
m/z 69.05 79.65%
5000
o 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF107154.D

Acq On > 6 Jul 2018 5:58

Operator : JU/SJ

3?22'6 i J3851-01 070218-DBRI-F-D-B
ALS Vial : 38 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]
2-Pentanone, 4-hy... 5.17 2.4 ng 41144 1 6.94 350214 20.0
unknown6 .72 6.72 54_.7 ng 958511 1 6.94 350214 20.0
Triethyl citrate 10.65 13.7 ng 296049 3 9.99 430987 20.0
Trichloroacetic a... 13.95 3.0 ng 61137 5 14.14 400813 20.0
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