LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108609.D

Aca On : 29 Aug 2018 17:21 Instrument :

Operator : JU/SJ gmgigamlem'

353"“0 le : J4683-02 082718-JET‘IP-F-D-S
isc :

ALS Vial : 17 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 5.631 557 560 580 rBV 283719 690013 17.75% 3.345%
2 6.625 726 729 750 rBV 215182 562179 14.46% 2.726%
3 6.766 750 753 778 rVB 1305537 1785122 45.93% 8.655%
4 7.001 789 793 811 rVB 455289 660213 16.99% 3.201%
5 7.154 815 819 844 rBVY 2451210 2624943 67.54% 12.726%
6 7.566 884 889 923 rBVY 1743091 2268761 58.37% 10.999%
7 8.284 1007 1011 1036 rBV 600279 830911 21.38% 4.028%
8 9.354 1189 1193 1208 rBV 3804480 3886609 100.00% 18.843%
9 9.742 1256 1259 1275 rBV 142585 180101 4.63% 0.873%
10 10.042 1306 1310 1330 rVB 807459 852884 21.94% 4.135%
11 10.695 1418 1421 1428 rBvV 97048 95741 2.46% 0.464%

12 10.836 1441 1445 1457 rBV 1062913 1261239 32.45% 6.115%
13 11.536 1561 1564 1580 rBV 615426 714015 18.37% 3.462%
14 13.124 1829 1834 1843 rBV 2685399 2484313 63.92% 12.044%
15 14.195 2012 2016 2027 rVB 634842 648757 16.69% 3.145%

16 14.948 2140 2144 2148 rBvV 38250 42307 1.09% 0.205%
17 15.030 2155 2158 2162 rVB 44834 47600 1.22% 0.231%
18 15.307 2202 2205 2211 rVB 54164 62280 1.60% 0.302%
19 15.718 2270 2275 2276 rBV 64049 75622 1.95% 0.367%
20 15.748 2276 2280 2293 rVB 425364 628383 16.17% 3.047%
21 16.189 2349 2355 2364 rVB 59895 98826 2.54% 0.479%
22 16.736 2443 2448 2455 rBV 43189 85542 2.20% 0.415%
23 17.389 2554 2559 2567 rVB 20691 40007 1.03% 0.194%
Sum of corrected areas: 20626368
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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\

BF108609.D

29 Aug 2018 17:21

JussJ

J4683-02

17 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 : BF108609.D

Aca On 29 Aug 2018 17:21

Operator : JU/SJ

Sample : J4683-02

Misc :

ALS Vial : 17 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 54.08 ng 1785120 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 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 Xenon 132 Xe 007440-63-3 9

Abundance Scan 754 (6.772 min): BF108609.D (-750) (-) m/z 132.00 100.00%
13R.0
5000 68.1 JL
00 seo || o B ok 65> 650 750 75
Obrrrrrrrrrr ol 8L L W80 M Tm/z 68.10  42.09%
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 LA R
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.71%
0'I”"l'Jh'L'JL'W'”!i”?Wq'“l”"P'“l'”'P"WI'“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 66.00 27 .63%
33.0 44.0 0.0 105.0
0 6(\)9 ‘ 00 ‘ | 115.0 |
s % % Ao B e o e 1 16 1% 1% 10
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-  EEEEEGREE SR R SRR
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.15%
117.0
5000
39.0 910
Gl P O S o Nl
Obr b et J...”..”...” ”M..”l..u‘....
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 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 : BF108609.D

Aca On 29 Aug 2018 17:21

Operator : JU/SJ

Sample : J4683-02

Misc :

ALS Vial : 17 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 2.25 ng 95741 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 Adipic acid. ethvl 3-hexvl ester 258 C14H2604 1000353-62-1 47
4 Hexanedioic acid. 3-ethvl-. bis(... 286 C16H3004 057983-54-7 39
5 Adipic acid, ethyl 2-methylpent-... 258 C14H2604 1000353-55-5 38
Abundance Scan 1422 (10.701 min): BF108609.D (-1418) (-) m/z 157.10 100.00%
157.1
5000
115.0
B0 g0 203.1 10.40 10.60 10.80 11.00
Obrrrprrrr e e b b e e et e e e m/z 115.00 34.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000 29.0 T ""I""IA"'I""I
115.0 mmmmmmum
203.0 m/z 43.00 16.42%
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 9.56%
87.0
‘ 188.0
NN Y ST S D W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108838: Adipic acid, ethyl 3-hexyl ester e |
157.0 10.40 10.60 10.80 11.00
m/z 111.00 8.49%
111.0
5000
43.0
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\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108609.D

Aca On 29 Aug 2018 17:21

Operator : JU/SJ

Sample : J4683-02

Misc :

ALS Vial : 17 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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 3.15 ng 98826 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2355 (16.189 min): BF108609.D (-2349) (-) m/z 57.10 100.00%

5000

15.80 16.00 16.20 16.40 16.60
m/z 43.05 61.95%

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

15.80 16.00 16.20 16.40 16.60
m/z 71.10 54.41%

5000

169.0 225.0 296.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
R R B e R R
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.05 40.96%

13.0
h 7 1690 2250 30903650 437.0

O P e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 20.93%
5000
13.0 160.0

ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 R —
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108609.D

Aca On 29 Aug 2018 17:21

Operator : JU/SJ

Sample : J4683-02

Misc :

ALS Vial : 17 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 Hentriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.72 ng 85542 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2449 (16.742 min): BF108609.D (-2443) (-) m/z 57.10 100.00%
57.1
5000 W‘\/LA/‘A
99.1 NS SRR I
] “ 141.1 183.1 283.0 16.40 16.60 16.80 17.00
ol b bl iy R m/z 43.10  69.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 AL DU DU B B
16 40 16 60 16. 80 17.00
m/z 71.10 64 .69%
o lll 141.0 1830 225.0 267.0 309.0 351.0 437.0
m/z--> 55 160 150 200 2%0 360 3%0 460 '
Abundance #194493: Hexacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.05 44 .91%
99.0
o . } Il ||| ; 1410 1830 2250 267.0 309.0 367.0
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #202661: Heptacosane
57.0 16.40 16.60 16.80 17.00
m/z 55.05 28.77%
= /\'/MMW\/\?MWM
9.0
0259 | ||, 1410 183.0 2250 267.0 309.0 380.0
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1640 1660 1680 1700 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082918\
Data File : BF108609.D

Acq On 29 Aug 2018 17:21

Operator : JU/SJ

Sample - J4683-02

Misc :

ALS Vial : 17 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_.1 ng 1785120 1 7.00 660213 20.0
Triethyl citrate 10.70 2.3 ng 95741 3 10.04 852884 20.0
Heneicosane 16.19 3.1 ng 098826 6 15.75 628383 20.0
Hentriacontane 16.74 2.7 ng 85542 6 15.75 628383 20.0
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