LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109240.D

Aca On : 22 Sep 2018 23:43

Operator : JU/SJ

Sample : J5021-01

Misc :

ALS Vial : 25 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-BF092218 .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 4.899 475 478 486 rVB 57932 71840 3.59% 0.422%
2 5.316 544 549 552 rBVY 1943697 1841871 92.01% 10.827%
3 6.346 719 724 732 rBVY 1903361 2001798 100.00% 11.767%
4 6.475 742 746 749 rBVY 2227130 1931199 96.47% 11.352%
5 6.704 782 785 789 rBV 770764 644038 32.17% 3.786%
6 6.863 808 812 815 rBVY 1684417 1325127 66.20% 7.790%
7 7.269 876 881 884 rBVY 1199721 1175851 58.74% 6.912%
8 7.987 999 1003 1007 rBV 991581 794756 39.70% 4.672%
9 9.063 1182 1186 1189 rBV 1964208 1546957 77.28% 9.094%
10 9.457 1249 1253 1256 rBV 732537 543266 27.14% 3.194%

11 9.739 1297 1301 1304 rBV 923238 790512 39.49% 4.647%
12 10.516 1430 1433 1441 rBV 1012090 970884 48.50% 5.707%
13 11.210 1548 1551 1554 rBV 712772 644958 32.22% 3.791%

14 11.751 1640 1643 1647 rBV2 40381 44279 2.21% 0.260%
15 12.416 1753 1756 1760 rBV 58846 48987 2.45% 0.288%
16 12.645 1789 1795 1799 rBV 50670 55682 2.78% 0.327%
17 12.739 1808 1811 1813 rBV 34335 28329 1.42% 0.167%
18 12.792 1816 1820 1824 rVB 1272869 1054728 52.69% 6.200%
19 13.069 1864 1867 1871 rBV2 54616 49094 2.45% 0.289%

20 13.710 1972 1976 1988 rBV2 88818 187378 9.36% 1.101%

21 13.839 1993 1998 2001 rBV 665834 643863 32.16% 3.785%

22 13.945 2014 2016 2020 rBv4 17315 22183 1.11% 0.130%

23 14.692 2140 2143 2146 rVB 83600 86545 4.32% 0.509%

24 14.933 2182 2184 2190 rVB2 36225 40862 2.04% 0.240%

25 15.239 2231 2236 2240 rBV 379035 430332 21.50% 2.530%

26 15.286 2242 2244 2248 rVB 32392 35932 1.79% 0.211%
Sum of corrected areas: 17011251
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\
Data File : BF109240.D

Aca On : 22 Sep 2018 23:43

Operator : JU/SJ

Sample : J5021-01

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218 .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: BF109240.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109240.D

Aca On : 22 Sep 2018 23:43

Operator : JU/SJ

Sample : J5021-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.90 2.23 ng 71840 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 478 (4.899 min): BF109240.D (-475) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 "'|""|""|""|"/'\'
83.0 | 4.60 4.80 5.00 5.20
o} A N | ENNESSUREOVY | N N m/z 59.10 54.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR S L SR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 18.97%
0 210 Ll 690 830 920"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0
460 480 5.00 520
5000 m/z 58.00 15.86%
101.0
15.0 270 71.0
‘ L il 5e.0 86.0
e S S S SULIULS SUS I I IULILS SULI LS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one T[T T T T[T T T[T T T T [ TTTT
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.67%
5000
55.0
150 27.0
o Lol 710 830 980 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109240.D

Aca On : 22 Sep 2018 23:43

Operator : JU/SJ

Sample : J5021-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2 unknown6.47 Concentration Rank 1

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

6.47 59.97 ng 1931200 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 745 (6.469 min): BF109240.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 %1 s J TT550 60 660 680
01 et e A e e m/z 68.10 46.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 IREBEAREE RS LRSS S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.41%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
" 620 640 6.60 6.80
5000 m/z 66.00 30.18%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R o R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.42%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R R EE e RRE.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109240.D

Aca On : 22 Sep 2018 23:43

Operator : JU/SJ

Sample : J5021-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 5.82 ng 187378 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
2 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 91
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 1976 (13.710 min): BF109240.D (-1972) (-) m/z 57.10 100.00%
5711 (97.1
5000 NMN%JVMVVVAMANP\\JN/*““AV“”“W
om0 1290 w00 a0 1560 180 1900
o} e T T T I e m/z 83.10 95 .25%
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 SR AR AR SR UL
13,40 13.60 13.80 14.00
m/z 43.05 94 _45%
oL 218 iLZF O 1680 20602380 2950
m/z--> 50 100 150 200 250 300 350 '
Abundance #225717: Carbonic acid, octadecyl 2,2, 2-trichloroethyl ester
83.0
43.0 13.40 13.60 13.80 14.00
5000 m/z 55.05 86 .56%
25.0
1950 2520
0! iluj“u‘iu‘ h“lsso ‘:H'l::\::l‘:::: T
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester A REEREEaSS
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.10 86.42%
169.0
oL 219 | ‘ ! PZF ° | 1990 2410 392.0
m/z--> 50 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109240.D

Aca On : 22 Sep 2018 23:43

Operator : JU/SJ

Sample : J5021-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 4
R.T. EstConc Area Relative to ISTD R.T.
14.69 4.02 ng 86545 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 83
3 4-0xo0-.beta.-damascone 206 C13H1802 053398-08-6 64
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 59
5 2,6-Octadiene, 1-(2-bromophenoxy... 308 C1l6H21BrO 1000163-04-5 59
Abundance Scan 2143 (14.692 min): BF109240.D (-2140) (-) m/z 69.10 100.00%
69.1
5000 ﬂﬁ,Mﬁuvﬂww*mJ{M-~_m-_.;~m
1211 14.40 14.60 14.80 15.00
61.1
oL, ?g.lo,-'-. ' .'l.'.’f izl 231, %021 8611 0 “m/z 81.10  46.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 L I UL IS SR

14.40 14.60 14,80 15.00
m/z 41.10 20.89%

3 .0
0 29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
Tt ....,....,.... LI B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
I L e N S R
14.40 14.60 14.80 15.00
5000 m/z 95.10 14.69%
137.0
0 | }07 0™~/ 191.0 231.0 273.0 341.0 410.0
e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #65892: 4-Oxo-.beta.-damascone I EAmEmEEE RS
69.0 14.40 14.60 14.80 15.00
m/z 121.10 11.25%
5000
138.0 206.0
0 3 T " ‘1070\1 iy 1730{ ‘
- II IIIIIIIIIIII IIIIIIIII T T T IIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092218\
Data File : BF109240.D

Acq On : 22 Sep 2018 23:43

Operator : JU/SJ

Sample - J5021-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
2-Pentanone, 4-hy... 4.90 2.2 ng 71840 1 6.70 644038 20.0
unknown6 .47 6.47 60.0 ng 1931200 1 6.70 644038 20.0
Dichloroacetic ac... 13.71 5.8 ng 187378 5 13.84 643863 20.0
Supraene 14.69 4.0 ng 86545 6 15.24 430332 20.0
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