LSC Area Percent Report

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

Data File : BF108608.D

Aca On : 29 Aug 2018 16:53 Instrument :

Operator : JU/SJ BNA_F

Sample - J4683-01 ClientSampleld :

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

ALS Vial : 16 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 5.631 557 560 588 rBV 331885 833504 20.38% 3.831%
2 6.625 726 729 750 rBV 252122 620883 15.18% 2.854%
3 6.772 750 754 778 rVB 1470004 1899916 46.45% 8.732%
4 7.001 789 793 815 rVB 488108 698175 17.07% 3.209%
5 7.154 815 819 849 rBVY 2544407 2756021 67.38% 12.667%

7.566 884 889 911 rBV 1849898 2301589 56.27% 10.579%
8.284 1007 1011 1038 rBV 640398 860082 21.03% 3.953%
9.354 1189 1193 1224 rVB 3943596 4090226 100.00% 18.800%
9.742 1256 1259 1273 rBV 128221 160734 3.93% 0.739%
10.042 1306 1310 1329 rVB 848025 885081 21.64% 4.068%

=
QO ~NO®

11 10.695 1418 1421 1430 rBV 141426 134847 3.30% 0.620%
12 10.836 1441 1445 1458 rBV 1166863 1326919 32.44% 6.099%
13 11.542 1561 1565 1580 rBV 637534 741409 18.13% 3.408%
14 13.124 1829 1834 1844 rBV 2831352 2554244 62.45% 11.740%
15 14.195 2012 2016 2024 rBV 660015 665217 16.26% 3.057%

16 14.948 2140 2144 2148 rVB 54741 56322 1.38% 0.259%
17 15.030 2155 2158 2162 rVB 52110 50311 1.23% 0.231%
18 15.307 2201 2205 2211 rVB 70851 86028 2.10% 0.395%

19 15.718 2271 2275 2277 rBV 85579 116397 2.85% 0.535%
20 15.748 2277 2280 2289 rVB2 421699 620483 15.17% 2.852%

21 16.189 2350 2355 2362 rVB 82006 129839 3.17% 0.597%
22 16.742 2442 2449 2458 rBV2 58033 116736 2.85% 0.537%
23 17.389 2553 2559 2567 rVB2 22964 52106 1.27% 0.239%

Sum of corrected areas: 21757069
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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\BF082918\

BF108608.D

29 Aug 2018 16:53

JussJ

J4683-01

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 : BF108608.D

Aca On : 29 Aug 2018 16:53

Operator : JU/SJ

Sample : J4683-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

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

6.77 54.43 ng 1899920 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 754 (6.772 min): BF108608.D (-750) (-) m/z 132.00 100.00%
13%.0
5000 68.1
20 540 e | S0 ko cho 700 7k
01 B o e i I m/z 68.10 41.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 R L LA R
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 32.19%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.00 27.38%
0 |||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- B R e e  RNan
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 17.16%
117.0
5000
91.0
S
0||‘|||‘|||“N||‘l‘|||“|||=||‘|‘||l‘|l“|||||||||||||||
m/z--> 20 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 : BF108608.D

Aca On : 29 Aug 2018 16:53

Operator : JU/SJ

Sample : J4683-01

Misc :

ALS Vial : 16 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 5
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.05 ng 134847 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 Quinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 40
3 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 40
4 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-79-9 40
5 Adipic acid, ethyl hexyl ester 258 C14H2604 1000324-10-7 38
Abundance Scan 1422 (10.701 min): BF108608.D (-1418) (-) m/z 157.10 100.00%
157.1
5000
115.0
=0 a0 203.1 10.40 10.60 10.80 11.00
ol 0 4 L m/z 115.00 34.23%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
A
5000{ 29.0 S B B L S
115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 17.01%
,|,5§,0, 80 2310 277.0
m/z--> 50 100 150 200 250 300 350
Abundance #29207: Quinoline, 4,8-dimethyl-
157.0
10.40 10.60 10.80 11.00
5000 m/z 203.10 8.74%
77.0 128,0l
R B e e e B o WA g
m/z--> 50 100 150 200 250 300 350
Abundance #191456: Piperazine-1-carboxylic acid, 4-(5-chloro-2-metho... e L R
157.0 10.40 10.60 10.80 11.00

m/z 111.00 8.69%

5000
56.0

85.0
bodbd 1200 205023402620  317.0 3620
I

m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00

8270-BF080818.M Thu Aug 30 12:33:44 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108608.D

Aca On : 29 Aug 2018 16:53

Operator : JU/SJ

Sample : J4683-01

Misc :

ALS Vial : 16 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 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.31 2.77 ng 86028 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2206 (15.312 min): BF108608.D (-2201) (-) m/z 57.05 100.00%
57.0
5000 ‘
14]_ 1 183 1 15.00 15.20 15.40 15.60
ol ,J.‘i ! i| S w8l | m/z 43.05 65.67%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 U SR SRR SRR
15.00 15.20 15.40 15.60
m/z 71.10 56.07%
. 27,}0|‘ | 9? © 1410 1830 2250 2820
m/z--> 50 100 1%0 200 250 300 350
Abundance #209566: Octacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 48_.72%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LA L L L N N N B |
57.0 15.00 15.20 15.40 15.60
m/z 55.05 18.39%
5000
99.0
ol L. ].iih | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> 50 100 1%0 200 250 300 350 ' 15.00 15.20 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108608.D

Aca On : 29 Aug 2018 16:53

Operator : JU/SJ

Sample : J4683-01

Misc :

ALS Vial : 16 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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 4.19 ng 129839 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 2355 (16.189 min): BF108608.D (-2350) (-) m/z 57.05 100.00%
57.0 h |
5000
99.1 A NI S SUNN B
J l| ’ 141 2 207.0 3021 3521 15.80 16.00 16.20 16.40 16.60
Oyl A m/z 71.10 60.61%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 AU AR B BN
15. 80 16. oo 16 20 16. 40 16 60
99.0 m/z 43.05 58.32%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 46.89%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #194493: Hexacosane | BRELELELE BLELLL N L B LN N
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 22 .32%
- MJ\M
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1éo 200 250 300 3%0 ' 1580 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108608.D

Aca On : 29 Aug 2018 16:53

Operator : JU/SJ

Sample : J4683-01

Misc :

ALS Vial : 16 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 6 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.74 3.76 ng 116736 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2449 (16.742 min): BF108608.D (-2442) (-) m/z 57.10 100.00%
51.1
NN SRR I
1411 207.1 267.0 16.40 16.60 16.80 17.00
o...|,- ‘il “ -"--' T Pl SR -5 . m/z 71.10 64.53%
m/z--> 50 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 ABAULSRR ARRE
16 40 16 60 16. 80 17.00
m/z 43.10 60.18%
ﬁm|||11“m1%02mzmom% 366.0
m/z--> 50 100 1%0 260 2éo 360 3éo
Abundance #129492: Eicosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.05 44 .60%
o 27‘\-0“ L1990 1410 1830 250 2820
m/z--> 55 160 1%0 200 250 360 3éo
Abundance #209566: Octacosane B R o T B Shbat
57.0 16.40 16.60 16.80 17.00
m/z 55.05 24 .43Y%
- MM
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo ' 1640 1660 1680 1700 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082918\
Data File : BF108608.D

Acq On : 29 Aug 2018 16:53

Operator : JU/SJ

Sample - J4683-01

Misc :

ALS Vial : 16 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_4 ng 1899920 1 7.00 698175 20.0
Triethyl citrate 10.70 3.0 ng 134847 3 10.04 885081 20.0
Eicosane 15.31 2.8 ng 86028 6 15.75 620483 20.0
Heneicosane 16.19 4.2 ng 129839 6 15.75 620483 20.0
Hexacosane 16.74 3.8 ng 116736 6 15.75 620483 20.0

8270-BF080818.M Thu Aug 30 12:33:46 2018 Page: 8



