LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082918\

Data File : BF108610.D

Aca On : 29 Aug 2018 17:48 Instrument :

Operator : JU/SJ BNA_F

Sample - J4683-03 ClientSampleld :

Vi : 082718-JETT-F-U-B
isc :

ALS Vial : 18 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-BF080818 .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 5.637 557 561 588 rBV 283096 728835 22.25% 3.983%
2 6.631 726 730 750 rBV 198323 538612 16.44% 2.944%
3 6.772 750 754 779 rVV 1168741 1642948 50.15% 8.979%
4 7.001 789 793 815 rVB 408441 604866 18.46% 3.306%
5 7.154 815 819 844 rBVY 2185224 2404423 73.40% 13.140%

7.566 885 889 913 rBV 1461741 1972397 60.21% 10.779%
8.284 1007 1011 1043 rBvV 485857 706705 21.57% 3.862%
9.354 1189 1193 1210 rBV 3339169 3275980 100.00% 17.903%
106317 139722 4.27% 0.764%
10.042 1306 1310 1328 rVB 592542 663915 20.27% 3.628%
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11 10.695 1418 1421 1429 rBV 78625 76488 2.33% 0.418%
12 10.836 1441 1445 1458 rBV 842905 1036993 31.65% 5.667%
13 11.536 1561 1564 1579 rBV 491725 577017 17.61% 3.153%
14 13.124 1829 1834 1843 rBV 2498411 2356041 71.92% 12.876%

15 14.048 1985 1991 2004 rBV5 31468 94536 2.89% 0.517%
16 14.195 2012 2016 2027 rBvV 625542 632010 19.29% 3.454%
17 15.030 2155 2158 2162 rBvV 46702 46142 1.41% 0.252%
18 15.307 2201 2205 2210 rvB2 29945 35660 1.09% 0.195%
19 15.718 2270 2275 2276 rBV 36379 46009 1.40% 0.251%
20 15.748 2276 2280 2288 rVB 410631 610667 18.64% 3.337%
21 16.189 2350 2355 2363 rVB2 38362 63247 1.93% 0.346%
22 16.736 2444 2448 2456 rVB2 25427 44785 1.37% 0.245%
Sum of corrected areas: 18297998
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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\HPCHEM1I\BNA F\DATA\BF082918\

BF108610.D

29 Aug 2018 17:48

JussJ

J4683-03

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.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\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108610.D

Aca On 29 Aug 2018 17:48

Operator : JU/SJ

Sample : J4683-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 2

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

6.77 54.32 ng 1642950 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 754 (6.772 min): BF108610.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 540 °1 Th ok 6ko 70 75
0 : B E e m/z 68.10 43.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R LR LA S
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 33.63%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 28.81%
0...‘.|.5.]‘-.0.k‘.7.0‘.0.‘8.6.0..‘|.“...|.. L B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  EEARS L s
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.27%
74.0
5000 98.0 116.0
3 I | .NM _ul pm..‘ﬁ,..“‘. 180 %8?9.
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108610.D

Aca On 29 Aug 2018 17:48

Operator : JU/SJ

Sample : J4683-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.30 ng 76488 Acenaphthene-d10 10.04
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 Quinoline. 4.8-dimethvl- 157 C11H11IN 013362-80-6 38
4 Octanedioic acid. bis(l-methvlpr... 286 C16H3004 057983-35-4 36
5 3-Chloro2-fluorobenzoic acid, 4-... 384 C22H34CIF02 1000338-65-1 36
Abundance Scan 1422 (10.701 min): BF108610.D (-1418) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.1 SR B SO S B
87.0 203.1 10.'40 10.|60 10.|80 11.'00 '
| S S S S T N L — m/z 115.00 36.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
A
29.0 S B B L i
2000 115.0 10 40 10|60 10|8O 11'00 '
203.0 m/z 43.10 17.66%
bl | 600 80 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 10.45%
87.0
\ ‘ I Ly | 18§0
0 N ‘|‘||‘| ||M|| le\” I— o s o L e e e SV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29207: Quinoline, 4,8-dimethyl- e !
157.0 10.40 10.60 10.80 11.00
m/z 111.00 8.39%
5000
0 \\77‘0 1020\12?0\‘ | A
mz-> 20 40 80 80 100 130 140 160 180 200 250 240 2% 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108610.D

Aca On 29 Aug 2018 17:48

Operator : JU/SJ

Sample : J4683-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptadecyl trifluoroacetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.05 2.99 ng 94536 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 87

Abundance Scan 1991 (14.048 min): BF108610.D (-1985) (-) m/z 57.10 100.00%
51 g7.1
5000
125.1 L
| | | | 208.1 13.80 14.00 14.20 14.40
0 R T i e A m/z 55.05 90.46%
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
51.0
97.0
5000 UL AL SO DU B
13.80 14.00 14.20 14.40
29.0 125.0 m/z 43.05 83.78%
ol i j 154.0182,0210.0238.0 2830  334.0
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecy! trifluoroacetate
57.0
97.0 15180 14100 1420 1440
5000 m/z 97.10 83.43%
0.0 125.0
0 \J Ul ‘ A h L 1\‘ ‘|15.4'0182'0 224'025.2'0 2970 348.0
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55.0 83.0 13.80 14.00 14.20 14.40
m/z 83.05 80.99%
5000 111.0
29.0
0 \‘\ b b ‘\ J\ \‘\ 1‘?[3?.0}6.7'0 196'0224'0252'0280'0308'0
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108610.D

Aca On 29 Aug 2018 17:48

Operator : JU/SJ

Sample : J4683-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.07 ng 63247 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 86
3 10-Methvlnonadecane 282 C20H42 056862-62-5 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2355 (16.189 min): BF108610.D (-2350) (-) m/z 57.10 100.00%
57.1
5000
®nigse ma o | 22 1580 1600 1620 1640 1660
0 N ot m/z 71.10 64.74%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LRI BRI SRR SN B
15.80 16.00 16.20 16.40 16.60
99.0 m/z 43.10 64.21%
41.0
o2 L1 ll LS e e O
m/z--> 50 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43.0
15.80 16.00 16,20 16.40 16.60
5000 85.0 m/z 85.10 53.45Y%
‘ 281.0
bbbl 1270 169.0198.0 2380 | 3100 3520 392.0
m/z--> 55 100 1%0 260 2%0 360 3%0
Abundance #129494: 10-Methylnonadecane
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 22.49%
5000
’ 99.0 154.0
02|7h‘|0‘|‘|”“” NI\LIIIIIII ||||2|67|O|| T s e N o
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082918\
Data File : BF108610.D

Acq On 29 Aug 2018 17:48

Operator : JU/SJ

Sample - J4683-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 .77 6.77 54_.3 ng 1642950 1 7.00 604866 20.0
Triethyl citrate 10.70 2.3 ng 76488 3 10.04 663915 20.0
Heptadecyl triflu... 14.05 3.0 ng 94536 5 14.20 632010 20.0
Eicosane 16.19 2.1 ng 63247 6 15.75 610667 20.0
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