LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072018\

Data File : BF107575.D

Aca On 21 Jul 2018 14:41 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4094-08 orwl&ﬂPgE4LM
isc :

ALS Vial : 47 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-BF072018 .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 5.201 484 487 497 rVB 98904 115384 1.43% 0.233%
2 5.596 551 554 576 rBY 1597967 2428666 30.14% 4 _.900%
3 6.595 721 724 745 rBVY 1130238 1806486 22.42% 3.644%
4 6.742 745 749 773 rVB 4068346 4561887 56.61% 9.203%
5 6.972 785 788 805 rBY 1618005 1873957 23.26% 3.781%

7.131 810 815 843 rBV 5964082 6266529 T77.77% 12.642%
7.537 879 884 894 rBV 4139264 4890677 60.70% 9.866%
8.254 1002 1006 1023 rBV 2110054 2322167 28.82% 4.685%
9.331 1184 1189 1205 rBV 7600340 8057784 100.00% 16.256%
9.719 1252 1255 1266 rBV 110670 134424 1.67% 0.271%

=
QO ~NO®

11 10.013 1302 1305 1324 rVB 2066320 2187144 27.14% 4.412%
12 10.678 1415 1418 1425 rBV 482521 388435 4.82% 0.784%
13 10.807 1436 1440 1453 rBV 2775285 2933550 36.41% 5.918%
14 11.507 1556 1559 1567 rBV 1821342 1886827 23.42% 3.806%
15 12.019 1642 1646 1654 rBV2 73564 101206 1.26% 0.204%

16 13.095 1825 1829 1840 rVB 5556510 5446255 67.59% 10.987%
17 13.977 1975 1979 1990 rBV 266843 347404 4_.31% 0.701%
18 14.160 2006 2010 2018 rBV 1931106 1893573 23.50% 3.820%
19 14.607 2082 2086 2091 rBv4 67435 89595 1.11% 0.181%
20 15.007 2150 2154 2159 rVB 254197 275562 3.42% 0.556%

21 15.695 2265 2271 2280 rBV 1075144 1561142 19.37% 3.149%

Sum of corrected areas: 49568654
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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\BF072018\

BF107575.D

21 Jul 2018 14:41

JussJ

J4094-08

47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107575.D

Aca On 21 Jul 2018 14:41

Operator : JU/SJ

Sample = J4094-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.74 48.69 ng 4561890 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 749 (6.742 min): BF107575.D (-745) (-) m/z 132.00 100.00%
13p.0
5000 68.0
40.0 9%.0 1151 J 6.40 6.60 6.80 7.00
0! L T e e m/z 68.00 39.91%
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
104.0 m/z 134.00 33.49%
510 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.40 6.60 6.80 7.00
5000 ogo 1160 m/z 66.00 27 .12%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.29%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
0 |||||‘||||‘||“N||“l‘|||‘”|||‘ﬁ||“i‘||l‘lul“uluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107575.D

Aca On 21 Jul 2018 14:41

Operator : JU/SJ

Sample = J4094-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.
10.68 3.55 ng 388435 Acenaphthene-d10 10.01
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 45
3 Piperazine-1l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 42
4 Adipic acid. ethvl 4-methvlpent-... 258 C14H2604 1000353-49-9 40
5 Adipic acid, ethyl pent-4-en-2-y... 242 C13H2204 1000354-11-7 38
Abundance Scan 1418 (10.678 min): BF107575.D (-1415) (-) m/z 157.05 100.00%
157.1
5000 115.0
43.0 R UL LS SR SULE
87.0 ‘ 203.1 10.40 10.60 10.80 11.00
o T m/z 114.95 38.03%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
29.0
2000 115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.00 17.96%
o se0 80 | 2310 277.0
m/z--> 50 100 150 200 250 300 350
Abundance
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 110.95 9.90%
87.0
188.0
R L I L L WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #191456: Piperazine-1-carboxylic acid, 4-(5-chloro-2-metho...
157.0 10.40 10.60 10.80 11.00
m/z 203.10 8.69%
5000
56.0
85.0
NI W P I e 205023402620  317.0 3620
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\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107575.D

Aca On 21 Jul 2018 14:41

Operator : JU/SJ

Sample = J4094-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.98 3.67 ng 347404 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
Abundance Scan 1979 (13.977 min): BF107575.D (-1975) (-) m/z 57.00 100.00%
5%.0
97.1
5000
s 1360 1960 1000 1420
53.1 - : : :
ol Wy L ge3laeL12L 2670 | /5 55.00  81.81%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0
5000 AR A AR R B
Bmmmmmmm
) m/z 43.00 74.18%
240 F5ﬂ
ol Ll | ,\\H,MI L. pSs30ito  soe0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 197.0
13.60 13.80 14.00 14.20
5000 m/z 83.10 62.88%
125.0
29.0 153.0
ol L LI g §7,"181:02100238.0266.0 30803360
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0 13.60 13.80 14.00 14.20
m/z 97.10 56.23%
5000
25.0
29.0
oL JJ‘ ‘ H‘L |1540 19602240 269.0 370.0
LI B T L BN R B B I B B N B R B B —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
m/z--> 5'0 ' 200 25'30 3(')0 3&1;0 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107575.D

Aca On 21 Jul 2018 14:41

Operator : JU/SJ

Sample = J4094-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.01 3.53 ng 275562 Perylene-d12 15.69
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 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 80
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl1l4H24 062951-96-6 72
Abundance Scan 2155 (15.013 min): BF107575.D (-2150) (-) m/z 69.10 100.00%
69.1 N
5000
U 09n™ s s sz oo | 1601480 1500 1520 150
ol oy ANy 1921 24912811 3412 4010 | nL,5781.05  52.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.60 14.80 15.00 15.20 15.40
1370 m/z 41.00 20.73%
oL 200 11050, | 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 95.05 13.04%
o 1050270 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79431: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- AR e e e
69.0 14.60 14.80 15.00 15.20 15.40
m/z 137.05 13.02%
5000
29.0 07.0
0..”. IIJIIILI\E:H; W.‘”.Jl-G.%L.O. .20|4:0...|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400 14.60 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\BF072018\
Data File : BF107575.D

Acq On = 21 Jul 2018 14:41

Operator : JU/SJ

Sample - J4094-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 .74 6.74 48.7 ng 4561890 1 6.97 1873960 20.0
Triethyl citrate 10.68 3.5 ng 388435 3 10.01 2187140 20.0
1-Docosene 13.98 3.7 ng 347404 5 14.16 1893570 20.0
Supraene 15.01 3.5 ng 275562 6 15.69 1561140 20.0
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