LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062518\

Data File : BF106806.D

Aca On - 26 Jun 2018 7:18 Instrument :
Operator : JU/SJ BNA_F

Sample - J3689-04 ClientSampleld :
Misc - 062118-DBRI-E-U-B
ALS Vial : 34 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 5.190 482 485 494 rBB 21144 21951 1.90% 0.314%
2 5.601 552 555 567 rBB 399444 354533 30.67% 5.075%
3 6.595 721 724 736 rBB 264792 258460 22.36% 3.700%
4 6.737 744 748 751 rBV 715185 600744 51.96% 8.600%
5 6.960 782 786 789 rBV 304887 237621 20.55% 3.402%

6 7.119 808 813 816 rBV 923445 849702 73.50% 12.164%
7 7.525 877 882 885 rBvV 694994 630153 54.51% 9.021%
8 8.242 1000 1004 1020 rBB 305447 266157 23.02% 3.810%
9 9.319 1182 1187 1195 rBV 1140967 1108887 95.92% 15.874%
10 9.707 1249 1253 1258 rBB 14867 13181 1.14% 0.189%
11 10.001 1300 1303 1312 rVB 294886 253597 21.94% 3.630%
12 10.660 1412 1415 1418 rBV 56616 41179 3.56% 0.589%
13 10.795 1434 1438 1445 rBV 450500 404710 35.01% 5.794%
14 10.883 1450 1453 1459 rVB 12380 12306 1.06% 0.176%

15 11.495 1553 1557 1564 rBV 313936 266234 23.03% 3.811%
16 13.077 1822 1826 1830 rBV 1195424 1156111 100.00% 16.550%
17 13.954 1972 1975 1985 rBV 35001 43802 3.79% 0.627%

18 14.148 2004 2008 2015 rBV 323053 281468 24.35% 4.029%
19 15.689 2264 2270 2277 rBV 135378 184622 15.97% 2.643%

Sum of corrected areas: 6985418

8270-BF061918.M Tue Jun 26 15:04:03 2018 Page: 1



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\BF062518\

BF106806.D

26 Jun 2018 7:18

JussJ

J3689-04

34 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

062118-DBRI-E-U-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062518\

Data File : BF106806.D

Aca On - 26 Jun 2018 7:18

Operator : JU/SJ

ﬁ?ggle i J3689-04 062118-DBRI-E-U-B
ALS Vial : 34 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 1 unknown6.74 Concentration Rank 2

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

6.74 50.56 ng 600744 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 749 (6.742 min): BF106806.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
woso || %O J 5k oho ok Tho
Ol il e el Tm/z 134.00  33.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR SR S AR
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 31.35%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 18.84%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R B
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.74%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R R R ARER
m/z--> 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\BF062518\

Data File : BF106806.D

Aca On - 26 Jun 2018 7:18

Operator : JU/SJ

ﬁ?ggle i J3689-04 062118-DBRI-E-U-B
ALS Vial : 34 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 3 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.66 3.25 ng 41179 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 59
3 4-Fluoro-2-nitrophenol 157 C6H4FNO3 000394-33-2 40
4 1-Amino-2-methvlnaphthalene 157 C11H1iIN 002246-44-8 38
5 Piperazine-1l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-79-9 36
Abundance Scan 1415 (10.660 min): BF106806.D (-1412) (-) m/z 157.10 100.00%
157.1
5000 1150
43|'° 87.0 203.1 10,40 10,60 10.80 11.00
o) NN PR S S N S m/z 115.00 36.05%
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 N N RN R m
115.0 10,40 10,60 10.80 11.00
203.0 m/z 43.00 15.39%
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 9.53%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29309: 4-Fluoro-2-nitrophenol T
157.0 10.40 10.60 10.80 11.00
m/z 111.00 9.47%
5000 57.0 83.0
30,0 ‘ 127.0
0 ...luu“..“l. HH‘ i \I‘l”l ..‘H.ll‘...l....‘ s RARARERLE e B —
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\BF062518\

Data File : BF106806.D

Aca On - 26 Jun 2018 7:18

Operator : JU/SJ

ﬁ?ggle i J3689-04 062118-DBRI-E-U-B
ALS Vial : 34 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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.11 ng 43802 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
2 1-Docosene 308 C22H44 001599-67-3 81
3 l17-Pentatriacontene 491 C35H70 006971-40-0 74
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 68
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 64
Abundance Scan 1974 (13.948 min): BF106806.D (-1972) (-) m/z 83.10 100.00%
43.0 g3.1
5000
25.1
| 13.60 13.80 14.00 14.20
-+ m/z 69.00 95.86%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000

13.60 13.80 14.00 14.20

0,
25.0 m/z 57.00 93.14%
LI 1m0
0 Ay
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
e
97.0 13.60 13.80 14.00 14.20
5000 m/z 43.00 93.08%
0140 139.0 181 0 308.0
s TR D N S AP R U NN R M
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene A R mam e o
43.0 13.60 13.80 14.00 14.20
m/z 55.00 91.33%
5000 83.0
25.0
. | J 12501670 2100 267.0307.0 490.0
B NS A
mz-> 0 50 100 150 200 250 300 350 400 450 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\BF062518\

Data File : BF106806.D

Acq On : 26 Jun 2018 7:-18

Operator : JU/SJ

ﬁ?ggle i J3689-04 062118-DBRI-E-U-B
ALS Vial : 34 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .74 6.74 50.6 ng 600744 1 6.96 237621 20.0
Triethyl citrate 10.66 3.3 ng 41179 3 10.00 253597 20.0
Trichloroacetic a... 13.95 3.1 ng 43802 5 14.15 281468 20.0
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