LSC Area Percent Report

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

Data File : BF106807.D

Aca On - 26 Jun 2018 7:44 Instrument :

Operator : JU/SJ BNA_F

Sample - J3689-05 ClientSampleld :

Vi _ 062118-DBRI-E-U-M
isc :

ALS Vial : 35 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 19972 22001 1.80% 0.295%
2 5.601 551 555 567 rBB 383671 364556 29.84% 4.884%
3 6.595 721 724 730 rBV 306433 280149 22.93% 3.753%
4 6.737 744 748 751 rBV 724038 633270 51.84% 8.483%
5 6.960 782 786 789 rBV 323957 256234 20.97% 3.433%
6 7.119 808 813 816 rBV 964039 888941 72.76% 11.908%
7 7.525 877 882 885 rBV 719255 686100 56.16% 9.191%
8 8.242 1000 1004 1020 rBV 363583 304979 24.96% 4.086%
9 9.319 1182 1187 1190 rBvV 1310217 1221685 100.00% 16.366%
10 10.001 1300 1303 1311 rVB 351755 302739 24.78% 4 .056%
11 10.660 1412 1415 1418 rBvV 53776 38759 3.17% 0.519%

12 10.795 1434 1438 1447 rBvV 509423 453474 37.12% 6.075%
13 11.495 1553 1557 1564 rBV 337933 294068 24.07% 3.939%
14 13.077 1822 1826 1830 rBV 1221341 1187761 97.22% 15.911%
15 13.954 1972 1975 1981 rBV2 28318 32927 2.70% 0.441%

16 14.148 2004 2008 2017 rBV 337516 296881 24.30% 3.977%
17 15.689 2265 2270 2279 rVB2 143142 200313 16.40% 2.683%

Sum of corrected areas: 7464837
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LSC Report - Integrated Chromatogram

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

Data File : BF106807.D

Aca On - 26 Jun 2018 7:44

Operator : JU/SJ

ﬁ?ggle i J3689-05 062118-DBRI-E-U-M
ALS Vial : 35 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

Abundance TIC: BF106807.D
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Library Search Compound Report

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

Data File : BF106807.D

Aca On - 26 Jun 2018 7:44

Operator : JU/SJ

ﬁ?ggle i J3689-05 062118-DBRI-E-U-M
ALS Vial : 35 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 unknown6.74 Concentration Rank 2

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

6.74 49.43 ng 633270 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.743 min): BF106807.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
200 s10 | 9.0 6.40 6.60 6.80 7.00
Ol et b i bt el | M7z 134.00  33.44Y%
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 AR S AR
6.40 6.60 6.80 7.00
2.0 510 m/z 68.10 29.99%
0'W'”'P'”I”'“'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 6.80 7.00
5000 67.0 m/z 66.00 19.05%
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 #14491: 5-Aminoindole — e e
132.0 6.40 6.60 6.80 7.00

m/z 96.00 12 _.40%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

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\BF062518\

Data File : BF106807.D

Aca On - 26 Jun 2018 7:44

Operator : JU/SJ

ﬁ?ggle i J3689-05 062118-DBRI-E-U-M
ALS Vial : 35 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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.56 ng 38759 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 78
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 59
3 Piperazine-l-carboxvlic acid. 4-... 396 C14H18CI2N205S 1000303-80-3 36
4 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 36
5 Piperazine-1l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-79-9 36
Abundance Scan 1415 (10.660 min): BF106807.D (-1412) (-) m/z 157.10 100.00%
157.1
5000 115.0
©o 2031 1040 10,60 1080 1160
ot B b 1 | m/z 115.00 36.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123853: Triethyl citrate
157.0
Y
5000 LI UL UL LR B
430 115.0 10,40 10,60 10.80 11.00
’ 203.0 m/z 43.00 14 .90%
84.0
o L L L L L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance
157.0
10.40 10.60 10.80 11.00
5000, 430 115.0 m/z 111.00 9.19%
73.0 188.0
L L L L L L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #209921: Piperazine-1-carboxylic acid, 4-(3,4-dichloro-2-m... R RAEEERmEEE
157.0 10.40 10.60 10.80 11.00
m/z 203.10 8.12%
5000 56.0
85.0
0 ji L L), 1280 191.0  239.0 342.0  396.0
m/z--> 50 100 150 200 250 300 350 400 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 : BF106807.D

Aca On - 26 Jun 2018 7:44

Operator : JU/SJ

ﬁ?ggle i J3689-05 062118-DBRI-E-U-M
ALS Vial : 35 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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.22 ng 32927 Chrysene-di12 14.15
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 87
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 86
4 Silane. trichlorodocosvl- 442 C22HA45CI3Si 007325-84-0 53
5 Cyclotetradecane 196 C14H28 000295-17-0 47
Abundance Scan 1974 (13.948 min): BF106807.D (-1972) (-) m/z 83.00 100.00%
430, 830
5000 111.1
| 13.60 13.80 14.00 14.20
ok T B T B B e o e m/z 57.05 90.00%
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43.0
5000 83.0 L RN BRI U
13.60 13.80 14.00 14.20
1110 m/z 43.00 83.17%
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 97.00 81.30%
111.0
ol15.0 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> éo 160 1éo 260 250 360 3éo
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57.0 13.60 13.80 14.00 14.20
m/z 55.00 71.22%
5000
97.0
29.0 50
o Ih‘l EHIJ’I‘I‘ I“I‘II ﬁ’:'lfk‘. ?‘5|3'|0|18l3'|0| |22|4'|O|25?'|0| — —H e
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\HPCHEMI\BNA_F\DATA\BF062518\

Data File : BF106807.D

Acq On : 26 Jun 2018 7:44

Operator : JU/SJ

ﬁ?ggle i J3689-05 062118-DBRI-E-U-M
ALS Vial : 35 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]
unknown6.74 6.74 49.4 ng 633270 1 6.96 256234 20.0
Triethyl citrate 10.66 2.6 ng 38759 3 10.00 302739 20.0
n-Tetracosanol-1 13.95 2.2 ng 32927 5 14.15 296881 20.0
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