LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070918\

Data File : BF107256.D

Aca On 10 Jul 2018 4:-16 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J3876-04 0ﬂB1&ﬂPgE4LM
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 5.172 479 482 490 rBB 9319 10283 1.08% 0.190%
2 5.590 550 553 571 rBV 240457 258281 27.10% 4_.772%
3 6.595 721 724 736 rBV 150846 178874 18.77% 3.305%
4 6.725 742 746 753 rBV 477854 446619 46.87% 8.252%
5 6.942 780 783 787 rBV 187420 166967 17 .52% 3.085%
6 7.101 806 810 814 rBV 689778 628131 65.92% 11.606%
7 7.513 875 880 895 rBV 473269 451627 A47.39% 8.344%
8 8.231 998 1002 1021 rBB 189158 182631 19.17% 3.374%
9 9.301 1180 1184 1195 rBV 917531 833758 87.49% 15.405%
10 9.695 1248 1251 1259 rBB 74176 61048 6.41% 1.128%
11 9.989 1298 1301 1308 rVB 238500 200498 21.04% 3.704%
12 10.642 1409 1412 1419 rBB 66361 59538 6.25% 1.100%
13 10.789 1433 1437 1449 rBvV 368595 349678 36.70% 6.461%
14 11.489 1552 1556 1565 rBvV 258066 232697 24.42% 4._.299%
15 13.071 1820 1825 1828 rBVY 1064084 952922 100.00% 17.607%
16 13.954 1971 1975 1984 rBV4 20064 37693 3.96% 0.696%
17 14.142 2003 2007 2011 rBvV 203198 184612 19.37% 3.411%
18 14.883 2130 2133 2137 rvVB2 16011 14848 1.56% 0.274%
19 15.230 2189 2192 2195 rvB2 12163 13094 1.37% 0.242%
20 15.636 2257 2261 2264 rVB 12227 14567 1.53% 0.269%
21 15.683 2264 2269 2276 rBV 101305 133944 14.06% 2.475%

Sum of corrected areas: 5412310
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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\BF070918\

BF107256.D

10 Jul 2018 4:16

JussJ

J3876-04

35 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070918\
Data File : BF107256.D

Aca On 10 Jul 2018 4:16

Operator : JU/SJ

Sample = J3876-04

Misc :

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 unknown6.72 Concentration Rank 2

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

6.72 53.50 ng 446619 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 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 745 (6.719 min): BF107256.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 LSRR SR L S
400 540 | 6.40 6.60 6.80 7.00
Ottt el 78O L age0 W n/z 68.00 40.93%
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 30.74%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
640 6.60 680 7.00
5000 67.0 m/z 66.00 25.61%
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 R R ERREEE s
132.0 6.40 6.60 6.80 7.00
m/z 69.00 15.89%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'ﬁ'h'ﬁ%ﬁpl”"l‘”' T LSRR SR L S
m/z--> 30 40 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\BF070918\
Data File : BF107256.D

Aca On 10 Jul 2018 4:16

Operator : JU/SJ

Sample = J3876-04

Misc :

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.
10.64 5.94 ng 59538 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 50
3 Hexanedioic acid. 3-ethvl-. bis(... 286 C16H3004 057983-54-7 40
4 1-Amino-2-methvlnaphthalene 157 C11H11N 002246-44-8 37
5 Piperazine-l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-79-9 33
Abundance Scan 1412 (10.642 min): BF107256.D (-1409) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.0 A BN B SR B
87.0 203.1 10.40 10.60 10.80 11.00
SN PPN M | SN MOV S S — m/z 115.00 38.48%
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 B B e
2000 115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 18.01%
ol 1, | 80 80 ‘ 210 2110
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
R AR R R
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 10.27%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132850: Hexanedioic acid, 3-ethyl-, bis(1-methylpropyl) este B Eamma m
157.0 10.40 10.60 10.80 11.00
m/z 158.00 9.13%
41.0
5000 115.0
83.0
213.0
o 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10140 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070918\
Data File : BF107256.D

Aca On 10 Jul 2018 4:16

Operator : JU/SJ

Sample = J3876-04

Misc :

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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.08 ng 37693 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1974 (13.948 min): BF107256.D (-1971) (-) m/z 97.10 100.00%
57.0 911
5000
‘ | | 207.0 13.60 13.80 14.00 14.20
ok e S S S S S m/z 57.05 88.95%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
430 2390
5000 L11.0 LU BN UGS
13.60 13.80 14.00 14.20
m/z 43.00 88.55%
ol LI “H“R"M 1820 2240  280.0309.0
m/z--> 55 160 1%0 200 250 300 3%0
Abundance
83.0
43.0 RN BRI U
13.60 13.80 14.00 14.20
5000 111.0 m/z 55.00 74 .39%
0 1400 1870  238.0267.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #210517: 1-Heptacosanol A Ba T o
57.0 (97.0 13.60 13.80 14.00 14.20
m/z 83.05 71.54%
5000
39.0
27,0 | ‘l J’ | ! H |, 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&1;0 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070918\
Data File : BF107256.D

Acq On 10 Jul 2018 4:16

Operator : JU/SJ

Sample - J3876-04

Misc :

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 .72 6.72 53.5 ng 446619 1 6.94 166967 20.0
Triethyl citrate 10.64 5.9 ng 59538 3 9.99 200498 20.0
Behenic alcohol 13.95 4.1 ng 37693 5 14.14 184612 20.0
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