LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083118\

Data File : BF108717.D

Aca On : 1 Sep 2018 4:-41 Instrument :

Operator : JU/SJ gmgigamlem'

353"“0 le : J4729-03 082918-JET‘IQ-E-U-B
isc :

ALS Vial : 29 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-BF083018 .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

5.231 489 492 501 rBV 19575 30921 1.25% 0.239%
5.678 560 568 577 rBv4 32526 154875 6.24% 1.198%
rBv 53656 118707 4.78% 0.918%
6.772 751 754 790 rVB 399831 977937 39.38% 7.563%
7.007 790 794 812 rVB 123225 324601 13.07% 2.510%
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7.154 815 819 841 rBV 1155895 1684317 67.82% 13.026%
7.566 885 889 928 rBV 468607 1316934 53.03% 10.185%
8.284 1007 1011 1046 rBvV 155418 426211 17.16% 3.296%
9.348 1189 1192 1233 rBV 1553621 2411204 97.09% 18.647%
9.748 1256 1260 1267 rBV 19154 29860 1.20% 0.231%

=
QO ~NO®

11 10.042 1306 1310 1332 rBV 289971 423814 17.06% 3.278%
12 10.695 1418 1421 1429 rBV 61739 61942 2.49% 0.479%
13 10.836 1441 1445 1470 rBV 379357 809747 32.60% 6.262%
14 11.542 1561 1565 1586 rBV 254085 489986 19.73% 3.789%
15 13.119 1829 1833 1850 rBV 2181548 2483538 100.00% 19.207%

16 14.089 1992 1998 2003 rBvVv7 12796 31716 1.28% 0.245%
17 14.195 2012 2016 2025 rBvV 410033 560223 22.56% 4.333%
18 15.295 2200 2203 2209 rVB 32905 39070 1.57% 0.302%
19 15.701 2268 2272 2276 rBV 35272 45892 1.85% 0.355%
20 15.754 2276 2281 2295 rVB2 184058 362504 14.60% 2.803%
21 16.171 2347 2352 2358 rBV2 34819 58604 2.36% 0.453%
22 16.718 2441 2445 2452 rVB2 30588 49810 2.01% 0.385%
23 17.365 2549 2555 2561 rBvV4 18352 38181 1.54% 0.295%
Sum of corrected areas: 12930594
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF083118\

BF108717.D
1 Sep 2018 4:41
JussJ
J4729-03
29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF108717.D
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Time-->
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13.00
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2000000

1500000

1000000

500000

TIC: BF108717.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108717.D

Aca On : 1 Sep 2018 4:41

Operator : JU/SJ

Sample : J4729-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 60.25 ng 977937 1,4-Dichlorobenzene-d4 7.01
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 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 754 (6.772 min): BF108717.D (-751) (-) m/z 132.00 100.00%

132.0
5000 68.0

00 540 ‘ 81 L 60 6.40 6.60 6.80 7.00 7.20
! pr L] In

O b bl .,....,....,..J.,ﬁ?..,....,....,...,.. m/z 68.05  44.43%

m/z--> 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 R L R L
6.40 6.60 6.80 7.00 7.20

m/z 134.00 31.82%

31.0 51.0 ‘
o.,....,l...'!-,.!..,”...,...!i...7{3,9...,....,..I.,....,....,'...,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

6.40 6.60 6.80 7.00 7.20

5000 m/z 66.05 28.72%
33.0 44.0 0.0 105.0
0 0 | | e |
o] ENEREEMRR PR FOVOFPMRMIY BUSBBE PR b SIS MR N B 2R [ M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 17.12%

117.0
5000
20 510 e 91.0
. 27.0 ) [ 5 770 1050 | )

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 680 7.00 720
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108717.D

Aca On : 1 Sep 2018 4:41

Operator : JU/SJ

Sample : J4729-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 2.92 ng 61942 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 50
3 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 50
4 Hexanedioic acid. 3-ethvl-. bis(... 286 C16H3004 057983-54-7 39
5 3-Chloro2-fluorobenzoic acid, 4-... 356 C20H30CIFO2 1000338-64-4 36
Abundance Scan 1422 (10.701 min): BF108717.D (-1418) (-) m/z 157.10 100.00%
157.1
5000
115.0
43|-° 87.0 203.1 10.40 10.60 10.80 11.00
Obrrr e Here e e e e e e e e m/z 115.00 34.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 A BREEE R E s LE s e
5000 115.0 1040 10.60 10.80 11.00
203.0 m/z 43.00 15.40%
ob | 6o.0 8.0 | | 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 111.00 9.38%
87.0
I Ly | 18§0
0 N ‘|‘||‘| ||M|| ||‘|| 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 #29219: 1-Amino-2-methylnaphthalene e !
157.0 10.40 10.60 10.80 11.00
m/z 203.10 8.03%
5000
0l 27.0 510 Wolmolﬁq
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\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108717.D

Aca On : 1 Sep 2018 4:41

Operator : JU/SJ

Sample : J4729-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.16 ng 39070 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Octacosane 394 C28H58 000630-02-4 80
3 Pentacosane 352 C25H52 000629-99-2 80
4 Heneicosane 296 C21H44 000629-94-7 74
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2202 (15.289 min): BF108717.D (-2200) (-) m/z 57.10 100.00%
57.1
5000
91 1630 o081 15,00 15.20 1540 15.60
: 1 2520 : : : :
o ALy T T 220820 m/z 71.10 51.96%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 R DA SRR B B

15.00 15.20 15.40 15.60
m/z 43.10 41.27%

99.0
0 |.\ I Il 1410 1830 2250 267.0 309.0  367.0
—— e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
R N REREEEE SR R
15.00 15.20 15.40 15.60
5000 m/z 85.10 36.17%
99.0
L LY 4L g 10 1m0 s o o ssao
e i A e s IR o o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0 15.00 15.20 15.40 15.60
m/z 41.10 25.95%
5000
99.0
o270l Ly i | | 0 1830 2250 2670 3090 3520
L e e B e L e o B | R N REREEEE SR R
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108717.D

Aca On : 1 Sep 2018 4:41

Operator : JU/SJ

Sample : J4729-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 6
R.T. EstConc Area Relative to ISTD R.T.

15.70 2.53 ng 45892 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane 240 C17H36 000629-78-7 80
3 Octadecane 254 C18H38 000593-45-3 80
4 Pentacosane 352 C25H52 000629-99-2 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2272 (15.701 min): BF108717.D (-2268) (-) m/z 57.10 100.00%

57.1
5000 85.0

11301351 163.0 1910 o521 2831 15.40 15.60 15.80 16.00

0! m/z 43.10 57.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L LB B |
15.40 15.60 15.80 16.00
m/z 71.05 54_.21%
29.0 130 4410
o U 1410 1690 197.0 2250 253.0 2960
B L B o e e AR ERES e a sy o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0
R AR E R
85.0 15.40 15.60 15.80 16.00
5000 m/z 85.05 48.59%
29.0
0 L Ly A11?0\1410 169.0 197.0 _ 240.0
L B O L L o e e e RRRANARAS SRSy R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57.0 15.40 15.60 15.80 16.00
m/z 55.10 24 _.21%
5000 85.0
29.0
oL Tl [0 1410 1600 197.0 2250 2540
B O LA B o s L R e RARAR RS )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108717.D

Aca On : 1 Sep 2018 4:41

Operator : JU/SJ

Sample : J4729-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Tetratetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.17 3.23 ng 58604 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2352 (16.171 min): BF108717.D (-2347) (-) m/z 57.05 100.00%

57.0
5000
1132 1692 15.80 16.00 16.20 16.40

o m/z 71.10 69.20%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000

15.80 16.00 16.20 16.40
m/z 43.10 60.81%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
R e A EEERE
15.80 16.00 16.20 16.40
5000 m/z 85.10 45.93%
ol 1 1301690 225.0 281.0 365.0
“.”,..w.”.“.” R B R R R BARENREEEEEEs s nEs sy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22 .95%
5000

13.0
| ,169.0 225.0 281.0 337.0 394.0

e SN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. OO 16 20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108717.D

Aca On : 1 Sep 2018 4:41

Operator : JU/SJ

Sample : J4729-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 7 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.72 2.75 ng 49810 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 80
3 Triacontane 422 C30H62 000638-68-6 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2445 (16.718 min): BF108717.D (-2441) (-) m/z 57.05 100.00%

57.0
99.1 LRI L B e

] l | 165.1 208.0 267.1 16 40 16. 60 16. 80 17. 00

ol bl e | m/z 71.05  71.04%

m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0

5000 R e R I EEmEmmmm
1640 16. 60 16. 80 17. OO

m/z 43.10 63.01%

llﬂ L] 141.0 1830 2250 267.0 309.0 351.0 437.0

0...,.... S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57.0
R ERERE R RS SRRy
16.40 16.60 16.80 17.00
5000 m/z 85.05  49.30%
99.0
‘ J ) 1410 211.0
0..u‘,..ﬁﬂ,ﬂﬂ.lﬁ....,.... )
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0 16.40 16.60 16.80 17.00
m/z 55.05 30.84%
5000
99.0
ol d i | | 1410 1830 2250 267.0 309.0 351.0  422.0
m/z--> 50 100 150 200 250 300 350 400 16 40 16. 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108717.D

Aca On : 1 Sep 2018 4:41

Operator : JU/SJ

Sample : J4729-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 8 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.37 2.11 ng 38181 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 Octacosane 394 C28H58 000630-02-4 50
3 Pentacosane 352 C25H52 000629-99-2 50
4 Hexacosane 366 C26H54 000630-01-3 50
5 Octadecane 254 C18H38 000593-45-3 47
Abundance Scan 2556 (17.371 min): BF108717.D (-2549) (-) m/z 57.05 100.00%
5%.0
5000
99.1 R R N mEEEE
13‘]30 1910 267.1 17.00 17.20 17.40 17.60
- N m/z 71.05 56.02%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 L DA OB B S B
ﬂ%ﬂ%ﬂ%ﬂm
o7lo m/z 43.10 44 _35%
o 141.0 183.0 225.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
17.00 17.20 17.40 17.60
5000 m/z 85.10 37.18%
99.0
027‘|0‘ J‘ 1 ﬂ L }410 1830 2250  281.0  337.0  394.0
m/z--> §0 100 1%0 260 2éo 360 3%0 '
Abundance #185533: Pentacosane
57.0 17.00 17.20 17.40 17.60
m/z 55.05 28.32%
5000
27l |y J | | 110 1830 2250 267.0 300.0 352.0
m/z--> 50 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 ' 17. oo 17. 20 17. 40 17|60 '

8270-BF083018.M Tue Sep 04 16:15:33 2018 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\
Data File : BF108717.D

Acq On : 1 Sep 2018 4:41

Operator : JU/SJ

Sample : J4729-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
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]
unknown6.77 6.77 60.3 ng 977937 1 7.01 324601 20.0
Triethyl citrate 10.70 2.9 ng 61942 3 10.04 423814 20.0
Hexacosane 15.29 2.2 ng 39070 6 15.75 362504 20.0
Heneicosane 15.70 2.5 ng 45892 6 15.75 362504 20.0
Tetratetracontane 16.17 3.2 ng 58604 6 15.75 362504 20.0
Hentriacontane 16.72 2.8 ng 49810 6 15.75 362504 20.0
Eicosane 17.37 2.1 ng 38181 6 15.75 362504 20.0
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