LSC Area Percent Report

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

Data File : BF108626.D

Aca On = 30 Aug 2018 2:05 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22'6 i J4683-17 0&n1&ﬂPgF4»B
ALS Vial : 32 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 5.631 557 560 586 rBV 311395 781780 19.95% 3.691%
2 6.625 726 729 750 rBV 239616 601067 15.34% 2.838%
3 6.766 750 753 779 rVV 1349841 1894413 48.34% 8.945%
4 7.001 789 793 815 rVB 449492 709662 18.11% 3.351%
5 7.154 815 819 843 rBVY 2566832 2824747 72.08% 13.338%
6 7.566 884 889 912 rBVY 1640955 2327326 59.39% 10.989%
7 8.283 1007 1011 1041 rBV 541107 839432 21.42% 3.964%
8 9.354 1189 1193 1208 rBY 3906834 3918701 100.00% 18.503%
9 9.742 1256 1259 1274 rBV 187157 240787 6.14% 1.137%
10 10.042 1306 1310 1331 rVB 716652 797357 20.35% 3.765%
11 10.695 1418 1421 1430 rBvV 87909 80667 2.06% 0.381%

12 10.836 1441 1445 1462 rBV 931555 1233667 31.48% 5.825%
13 11.536 1560 1564 1583 rBV 564870 676648 17.27% 3.195%
14 13.118 1829 1833 1850 rBV 2547616 2605178 66.48% 12.301%
15 14.042 1985 1990 2001 rBvV4 31641 99201 2.53% 0.468%

16 14.189 2011 2015 2026 rBV 647684 693877 17.71% 3.276%
17 15.030 2153 2158 2162 rBV 169945 185477 4.73% 0.876%
18 15.748 2275 2280 2293 rVB 431551 668722 17.06% 3.158%

Sum of corrected areas: 21178709
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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\

BF108626.D

30 Aug 2018 2:05

JussJ

J4683-17

32 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 : BF108626.D

Aca On : 30 Aug 2018 2:05

Operator : JU/SJ

Sample : J4683-17

Misc :

ALS Vial : 32 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 53.39 ng 1894410 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 754 (6.772 min): BF108626.D (-750) (-) m/z 132.00 100.00%
13%.0
5000 68.0 Jk
400 510 % e J 540 k0 650 7.0 7.0
01 o E m/z 68.05 42 .46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 R LR LA S

6.40 6.60 680 7.00 7.20
m/z 134.00 32.42%

0 158.0 189.0
1 T I L I L I LB
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
T T
6.40 6.60 6.80 7.00 7.20
5000 67.0 m/z 66.05 27.44%
41.0 97.0
‘ ‘ 117.0
0 ‘ ‘ \ I ‘ Hrl ‘\ l
,....,... A o e B A
m/z--> 20 100 120 140 160 180
Abundance #14105. B|cyc|o[4.2.0]octa 1,3,5-triene, 2,4-dimethyl-  EEREEGREE IS S DRI
132.0 640 660 680 700 720

m/z 69.05 16.97%

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\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108626.D

Aca On : 30 Aug 2018 2:05

Operator : JU/SJ

Sample : J4683-17

Misc :

ALS Vial : 32 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 2.02 ng 80667 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 2-Chlorobenzoic acid. pentadecvl... 366 C22H35CI102 1000292-43-0 47
4 Adipic acid. ethvl 2-methvlpent-... 258 C14H2604 1000353-55-5 38
5 O-Methyl-DL-serine, N-dimethylam... 202 C9H18N203 1000375-99-6 37
Abundance Scan 1422 (10.701 min): BF108626.D (-1418) (-) m/z 157.10 100.00%
157.1
5000
115.0
B a0 203.1 10.40 10.60 10.80 11.00
o S e | e — m/z 115.00 34.72%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 "|""|""|/'M"'|""|
115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.10 16.17%
o dero @ | | o o
m/z--> 50 100 150 200 250 300 350
Abundance #73862: Ethylmalonic acid dipropyl ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 10.43%
87.0
] 188.0
0||||‘|‘|‘l‘|‘|I”l|;‘|i|{|||‘|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #194324: 2-Chlorobenzoic acid, pentadecy! ester e e !
157.0 10.40 10.60 10.80 11.00

m/z 111.00 9.04%

5000

55.0 83.0111.0
200, iyl | | 210.0 366.0

o5 A SRR £ S K W

T | T T T T
m/z--> 50 100 150 200 250 300 350 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 : BF108626.D

Aca On : 30 Aug 2018 2:05

Operator : JU/SJ

Sample : J4683-17

Misc :

ALS Vial : 32 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 Carbonic acid, hexadecyl 2,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.04 2.86 ng 99201 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI303 1000314-56-2 91
2 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 91
3 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1990 (14.042 min): BF108626.D (-1985) (-) m/z 55.05 100.00%
540 83.1

5000
13.80 14.00 14.20 14.40
207.0 .
Obprrrr bl 2810 m/z 57.10 98.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethyl ester
55.
5000

13.80 14.00 14.20 14.40
m/z 83.10 97.14%

29.0
33.0
168.0 196.0 2240

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #181284: Acetic acid, chloro-, octadecy! ester
57.0 83.0

13.80 14.00 14.20 14.40
m/z 43.05  96.44%

5000

20.0 140.0 169.0 207.0 250.0 297.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159663: 2- Chloropropionic acid, pentadecyl ester EEEE BRI
57.0 83.0 13.80 14.00 14.20 14.40
m/z 41.00 74 _.97%

5000 111.0

29.0

140.0 1820 2100 255.0

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108626.D

Aca On : 30 Aug 2018 2:05

Operator : JU/SJ

Sample : J4683-17

Misc :

ALS Vial : 32 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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.03 5.55 ng 185477 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1.3-Dioxolan-2-one. 3-methvl-3-(... 264 C16H2403 336879-76-6 64
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 52
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 50
Abundance Scan 2158 (15.030 min): BF108626.D (-2153) (-) m/z 69.05 100.00%
69.0
5000
1211 1480 15.00 15.20 15.40
ol ba bl yygy 1901 2821 3413 rTgi 10 B1.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 UREUL SR SO SO B
14.80 15.00 15.20 15.40
m/z 41.05 27 .70%
ol b4 T 1010 20 2730 a0 aino
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
" 14:80 15.00 15.20 15.40
5000 m/z 95.10 15.06%
137.0
0 29.0" L1970 | 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #114095: 1,3-Dioxolan-2-one, 3-methyl-3-(4,8-dimethylnona-...
69.0 14.80 15.00 15.20 15.40
m/z 68.10 12.11%
5000
. 33J4 [ 2%0 14701770 2200 2640 A
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082918\
Data File : BF108626.D

Acq On : 30 Aug 2018 2:05

Operator : JU/SJ

Sample - J4683-17

Misc :

ALS Vial : 32 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 53.4 ng 1894410 1 7.00 709662 20.0
Triethyl citrate 10.70 2.0 ng 80667 3 10.04 797357 20.0
Carbonic acid, he... 14.04 2.9 ng 99201 5 14.19 693877 20.0
Squalene 15.03 5.5 ng 185477 6 15.75 668722 20.0
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