LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\

Data File : BF108577.D

Aca On : 29 Aug 2018 1:34 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J4660-05 082318-SIDIF-)F-U-M
ALS Vial : 24 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 5.237 489 493 501 rBV 29085 46586 1.20% 0.220%
2 5.637 557 561 586 rBV 391506 917596 23.57% 4.327%
3 6.631 726 730 750 rBV 322556 714796 18.36% 3.370%
4 6.772 750 754 778 rVB 1598067 1891314 48.59% 8.918%
5 7.001 789 793 808 rBV 516959 642676 16.51% 3.030%

7.154 815 819 846 rBV 2535842 2680020 68.85% 12.637%
7.566 884 889 912 rBV 1993897 2242589 57.61% 10.574%
8.284 1007 1011 1027 rBV 665136 785551 20.18% 3.704%
9.354 1189 1193 1204 rBV 4053629 3892469 100.00% 18.354%
9.748 1256 1260 1267 rBV 61105 68768 1.77% 0.324%

=
QO ~NO®

11 10.042 1307 1310 1322 rVB2 824695 798815 20.52% 3.767%
12 10.701 1418 1422 1427 rBV 145052 130206 3.35% 0.614%
13 10.836 1441 1445 1458 rBV 1265317 1263178 32.45% 5.956%
14 11.536 1561 1564 1576 rBV 679446 669138 17.19% 3.155%
15 12.919 1796 1799 1805 rBV 59933 45581 1.17% 0.215%

16 13.124 1829 1834 1837 rBV 3316259 2858286 73.43% 13.477%
17 14.195 2012 2016 2024 rBV 722344 715046 18.37% 3.372%

18 14.948 2141 2144 2147 rVB 46098 41880 1.08% 0.197%

19 15.030 2154 2158 2164 rVB 101929 107726 2.77% 0.508%

20 15.307 2201 2205 2211 rBV 47160 61688 1.58% 0.291%

21 15.718 2271 2275 2276 rBV2 44510 51196 1.32% 0.241%

22 15.748 2276 2280 2287 rVB 392682 528538 13.58% 2.492%

23 16.189 2351 2355 2362 rVB2 34851 54603 1.40% 0.257%
Sum of corrected areas: 21208246
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108577.D

Aca On : 29 Aug 2018 1:34

Operator : JU/SJ

ﬁ?gg fe J4660-05 082318-SIDI-F-U-M
ALS Vial : 24 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1I\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

Abundance TIC: BF108577.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108577.D

Aca On : 29 Aug 2018 1:34

Operator : JU/SJ

3?22 le J4660-05 082318-SIDI-F-U-M
ALS Vial : 24 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 58.86 ng 1891310 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 754 (6.772 min): BF108577.D (-750) (-) m/z 132.00 100.00%
132.0 A
5000 68.1
40.0 %l'l 1150 J 6.40 6.60 6.80 7.00 7.20
01 B L T m/z 68.10 44 .32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000
6.40 6.60 6.80 7.00 7.20
104.0 m/z 134.00 31.90%
51.0 66.0
ol 27.0 89.0 e
m/z--> 20 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 66.10 29.34%
‘ 51.0 70.0 86.0 ‘ ‘
0'"I""I'”'k”'hﬂl"”l""l"‘W""I""P"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.30%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0| N RS
m/z--> 20 40 100 120 140 160 180 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\BF082818\

Data File : BF108577.D

Aca On : 29 Aug 2018 1:34

Operator : JU/SJ

3?22 le J4660-05 082318-SIDI-F-U-M
ALS Vial : 24 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 4
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.26 ng 130206 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 64
3 1-Amino-2-methvInaphthalene 157 C11H11N 002246-44-8 42
4 Quinoline. 4.8-dimethvl- 157 C11H1i1IN 013362-80-6 42
5 3-Chloro2-fluorobenzoic acid, 4-... 370 C21H32CIFO2 1000338-64-7 38
Abundance Scan 1422 (10.701 min): BF108577.D (-1418) (-) m/z 157.10 100.00%
157.1
5000
115.0
43.0 USSR L B
87.0 203.1 10.40 10.60 10.80 11.00
| ST YV R S | SN N S — m/z 115.00 33.51%
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 RABASSARARSARAEAN naREY
115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 17.16%
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 203.10 8.99%
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 #29219: 1-Amino-2-methylnaphthalene e e !
157.0 10.40 10.60 10.80 11.00
m/z 111.00 8.96%
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\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108577.D

Aca On : 29 Aug 2018 1:34

Operator : JU/SJ

3?22 le J4660-05 082318-SIDI-F-U-M
ALS Vial : 24 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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.03 4.08 ng 107726 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 80
4 1.5.9-Decatriene., 2.3.5.8-tetram... 192 C14H24 230646-72-7 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 2158 (15.030 min): BF108577.D (-2154) (-) m/z 69.10 100.00%
69.1
5000 W_WA~AL
1371 C A0 1500 15190 15 40
07. 0 14.80 15.00 15.20 15.40
I N 0 O AU S NN N (o 7= o -0 1))
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LR UL B SULUL B
14.80 15.00 15.20 15.40
m/z 41.05 29.03%
137.0
0 29.0[ L 107.0 | 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
" 14:80 15.00 15.20 15.40
5000 m/z 95.10 13.04%
7.0
. ‘ “ | ﬁo70 | , 1750 2310 273.0 341.0 WLM
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- L B B L BB B
69.0 14.80 15.00 15.20 15.40
m/z 68.05 12.37%
5000
29.0
123.0
R £
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108577.D

Aca On : 29 Aug 2018 1:34

Operator : JU/SJ

3?22 le J4660-05 082318-SIDI-F-U-M
ALS Vial : 24 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.33 ng 61688 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Nonadecane 268 C19H40 000629-92-5 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 Hentriacontane 437 C31H64 000630-04-6 72
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72

Abundance Scan 2206 (15.313 min): BF108577.D (-2201) (-) m/z 57.10 100.00%

57.1

5000
12701550  207.0 267.0 15.00 15.20 15.40 15.60
0! m/z 43.10 67 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L LB LB |
15.00 15.20 15.40 15.60
m/z 71.10 61.43%
29.0 11309410
ol ] I i [ 270169.0197.0225.0253.0  296.0
e ””p”q““.”quupn.””.”.””.”.““.”.””P”q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117637: Nonadecane
57.0
R RERREEEE R Ry
85.0 15.00 15.20 15.40 15.60
5000 ’ m/z 85.05 49.93%
29.0
ol |y A30141.0169.0 197.0 268.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane R e AR
57.0 15.00 15.20 15.40 15.60
m/z 55.05 25.85%
5000 85.0
290 113.0
0 ‘ | o4 T 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
T e e e e e e e e e e e e R RERREEEE R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108577.D

Aca On : 29 Aug 2018 1:34

Operator : JU/SJ

3?22 le J4660-05 082318-SIDI-F-U-M
ALS Vial : 24 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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.19 2.07 ng 54603 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 2355 (16.189 min): BF108577.D (-2351) (-) m/z 57.05 100.00%

57.0
5000

207.1 283.0 15.80 16.00 16.20 16.40 16.60
0! : m/z 71.10 61.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane

57.0

131 1411 1691

15.80 16.00 16.20 16.40 16.60
m/z 85.10 50.86%

5000

1130 141.0 169.0 197.0 2050 254.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
R R e EE R
85.0 15.80 16.00 16.20 16.40 16.60
5000 ' m/z 43.10 50.37%
29.0 113.0
o ||| M0 1420 1690 1970 2250 2530 2960
RN R o R R e A AREANERSERTARAY RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane R REEREEEE
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 20.80%
5000 85.0
29.0
b b 4| 1130 1410 1690 1070 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082818\

Data File : BF108577.D

Acg On : 29 Aug 2018 1:34

Operator : JU/SJ

3?22 le J4660-05 082318-SIDI-F-U-M
ALS Vial : 24 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 58.9 ng 1891310 1 7.00 642676 20.0
Triethyl citrate 10.70 3.3 ng 130206 3 10.04 798815 20.0
Supraene 15.03 4.1 ng 107726 6 15.75 528538 20.0
Heneicosane 15.31 2.3 ng 61688 6 15.75 528538 20.0
Octadecane 16.19 2.1 ng 54603 6 15.75 528538 20.0
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