LSC Area Percent Report

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

Data File : BF108612.D

Aca On : 29 Aug 2018 18:43 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J4683-05 082718-SIDIF-)F-D-B
ALS Vial : 20 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 5.630 557 560 588 rBV 334367 849361 20.76% 3.933%
2 6.624 726 729 750 rBV 260373 633609 15.49% 2.934%
3 6.771 750 754 779 rVB 1472088 1940923 47.44% 8.986%
4 7.001 789 793 815 rVB 455579 662329 16.19% 3.067%
5 7.154 815 819 843 rBY 2504854 2750790 67.24% 12.736%
6 7.566 884 889 912 rBVY 1873077 2338458 57.16% 10.827%
7 8.283 1007 1011 1038 rBV 581316 813234 19.88% 3.765%
8 9.354 1189 1193 1218 rVB 3929885 4091049 100.00% 18.941%
9 9.742 1256 1259 1275 rBV 156094 204640 5.00% 0.947%
10 10.042 1306 1310 1324 rVB 784301 822489 20.10% 3.808%
11 10.695 1418 1421 1429 rBvV 97396 91582 2.24% 0.424%

12 10.836 1441 1445 1458 rBV 1160775 1357607 33.18% 6.286%
13 11.542 1561 1565 1577 rBV 606406 717007 17.53% 3.320%
14 13.124 1830 1834 1843 rVB 2834813 2608307 63.76% 12.076%
15 14.194 2012 2016 2026 rBV 634105 631797 15.44% 2.925%

16 14.947 2140 2144 2150 rVB 46539 48349 1.18% 0.224%
17 15.306 2201 2205 2210 rVB 62034 72480 1.77% 0.336%
18 15.718 2270 2275 2276 rBV 74652 89272 2.18% 0.413%

19 15.747 2276 2280 2292 rVB 421285 627999 15.35% 2.908%
20 16.188 2349 2355 2361 rBV 63683 104305 2.55% 0.483%

21 16.735 2442 2448 2456 rBV 47980 91069 2.23% 0.422%
22 17.388 2552 2559 2566 rVB3 22733 51791 1.27% 0.240%
Sum of corrected areas: 21598447
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

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

BF108612.D

29 Aug 2018 18:43

JussJ

J4683-05

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF080818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

082718-SIDI-F-D-B
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3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF108612.D

14.19
15.75
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108612.D

Aca On : 29 Aug 2018 18:43

Operator : JU/SJ

ﬁ?ggle i J4683-05 082718-SIDI-F-D-B
ALS Vial : 20 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 58.61 ng 1940920 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 754 (6.771 min): BF108612.D (-750) (-) m/z 132.00 100.00%
13%.0
5000 68.1
200 540 0 s | S0 ok cho 7o 720
01 R e m/z 68.10 43.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

u

5000 LI LI L L L L L LB B
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.01%
51.0 700 86.0
0 SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R e .
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.05 27.80%
S SMSSSS WU fri N &
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- R EAmEGEEEL S s
132.0 640 660 680 700 720

m/z 69.05 16.87%

117.0
5000
39.0 91.0
s L
] B B L I

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\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108612.D

Aca On : 29 Aug 2018 18:43

Operator : JU/SJ

ﬁ?ggle i J4683-05 082718-SIDI-F-D-B
ALS Vial : 20 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 3 Triethyl citrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.69 2.23 ng 91582 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 72
3 Adipic acid. ethvl 2-hexvl ester 258 C14H2604 1000353-70-7 47
4 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-79-9 38
5 3-Chloro2-fluorobenzoic acid, 4-... 370 C21H32CIFO2 1000338-64-7 38
Abundance Scan 1420 (10.689 min): BF108612.D (-1418) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.0
68.9 203.1 10,40 10.60 10.80 11.00
O prrre e bbb b e e || M7z 115.00  41. 25%
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 USRS SN "|A"' NN
115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.00 31.33%
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 68.90 12.28%
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 #108839: Adipic acid, ethyl 2-hexyl ester T - AR
157.0 10.40 10.60 10.80 11.00
m/z 42.00 11.53%
5000 111.0
20 84.0
0...“J.w&.ﬂ,.”.ﬂﬁ..p.HW.J”,.”:,HJ.....??ﬁon.....w..”,. R § I
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\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108612.D

Aca On : 29 Aug 2018 18:43

Operator : JU/SJ

ﬁ?ggle i J4683-05 082718-SIDI-F-D-B
ALS Vial : 20 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 4 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.31 ng 72480 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2206 (15.312 min): BF108612.D (-2201) (-) m/z 57.10 100.00%
57.1
5000
8l a2 15.00 15.20 15.40 15.60
£ 183.1 : : : :
0|,| At e asd  h7 71.10 60.42%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
15.00 15.20 15.40 15.60
99.0 m/z 43.10 59.08%
o |.| I)l |, 1410 1830 2250 267.0 3000  367.0
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #209566: Octacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 47 .34%
99.0
0 27,0 ] |y, 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #175557: Tetracosane
57.0 15.00 15.20 15.40 15.60
m/z 41.00 20.13%
5000
99.0
0 2@0‘ ] | |/, 1410 183.0 2250 267.0 309.0338.0
m/z--> 55 160 1%0 260 250 360 3éo ' 1550 1520 1520 15%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108612.D

Aca On : 29 Aug 2018 18:43

Operator : JU/SJ

ﬁ?ggle i J4683-05 082718-SIDI-F-D-B
ALS Vial : 20 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 5 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 3.32 ng 104305 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2355 (16.188 min): BF108612.D (-2349) (-) m/z 57.05 100.00%

5000
990 T T T T
2212 2820 15.80 16.00 16.20 16.40 16.60
0 m/z 71.10 60.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 | BN LI L L L LB L
15.80 16.00 16.20 16.40 16.60
99.0 m/z 43.10 57 .34%
41.0
ol b iy 10 00 220 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
R o EREE e
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.05  46.30%
99.0
oL AL 1) 3410 1830 2250 267.0 3090 3510 as70
B L o e B e e B o I S L B o o |
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 22 .53%
5000
99.0
o250f || 1) 141.0 183.0 2250 281.0  337.0  394.0
L B e o e L o e e e S N B o o o R e S S
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40 16.60

8270-BF080818.M Thu Aug 30 12:34:30 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108612.D

Aca On : 29 Aug 2018 18:43

Operator : JU/SJ

ﬁ?ggle i J4683-05 082718-SIDI-F-D-B
ALS Vial : 20 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 6 10-Methylnonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.90 ng 91069 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 83

Abundance Scan 2449 (16.741 min): BF108612.D (-2442) (-) m/z 57.00 100.00%

57.0
5000 .

113.1 1471 16.40 16.60 16.80 17.00

m/z 43.05 63.71%

176.9 221.0 281.1

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129494: 10-Methylnonadecane
57.0

%

5000

16.40 16.60 16.80 17.00
m/z 71.10 63.45%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
R o AN R
85.0 16.40 16.60 16.80 17.00
5000 ' m/z 85.10 44.08%
29.0 113.0
o ||| M0 1410 1690 1970 2250 2500 2960
L B L L o e e RANARASNERRSs REEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0 16.40 16.60 16.80 17.00
m/z 55.05 24 .57%
85.0
5000
29.0
Tl 130 1410 1600 1970 2400
B L B o e e LA S RARER R B R e Ema
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 40 16 60 16. 80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082918\

Data File : BF108612.D

Acq On : 29 Aug 2018 18:43

Operator : JU/SJ

3?22'6 i J4683-05 082718-SIDI-E-D-B
ALS Vial =: 20 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .77 6.77 58.6 ng 1940920 1 7.00 662329 20.0
Triethyl citrate 10.69 2.2 ng 91582 3 10.04 822489 20.0
Hexacosane 15.31 2.3 ng 72480 6 15.75 627999 20.0
Eicosane 16.19 3.3 ng 104305 6 15.75 627999 20.0
10-Methylnonadecane 16.74 2.9 ng 91069 6 15.75 627999 20.0
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