LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106520.D

Aca On : 16 Jun 2018 4:44

Operator : JU/SJ

Sample : J3447-06

Misc :

ALS Vial : 33 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-BF061118.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 5.189 482 485 493 rVB 74211 84945 3.18% 0.452%
2 5.607 553 556 564 rBY 1191270 1252998 46.85% 6.660%
3 6.607 722 726 736 rBV2 904365 867630 32.44% 4.612%
4 6.742 745 749 753 rBVY 2279047 2058868 76.99% 10.943%
5 6.966 783 787 790 rBV 829796 642909 24.04% 3.417%

6 7.125 809 814 817 rBV 2127059 1973926 73.81% 10.492%
7 7.530 877 883 886 rBV 1622805 1624536 60.75% 8.635%
8 8.248 1001 1005 1008 rBV 900921 708945 26.51% 3.768%
9 9.319 1183 1187 1191 rBV 2566570 2535140 94.80% 13.475%
10 9.713 1250 1254 1261 rVB 117600 109789 4._.11% 0.584%
11 9.919 1286 1289 1293 rVB 42277 32909 1.23% 0.175%
12 10.007 1300 1304 1310 rVB 757975 656039 24.53% 3.487%
13 10.419 1371 1374 1377 rVB2 60129 46490 1.74% 0.247%
14 10.801 1434 1439 1442 rBV 1487602 1395723 52.19% 7.419%
15 10.895 1452 1455 1460 rVB 40638 42513 1.59% 0.226%

16 11.495 1554 1557 1561 rBV 730280 645577 24.14% 3.431%
17 13.083 1823 1827 1830 rBV 2808774 2674322 100.00% 14.215%
18 13.965 1974 1977 1987 rBV 70955 92698 3.47% 0.493%
19 14.148 2004 2008 2014 rVB 716605 717716 26.84% 3.815%
20 15.001 2149 2153 2158 rVB 152860 153813 5.75% 0.818%

21 15.677 2263 2268 2276 rVB 395284 496219 18.55% 2.638%

Sum of corrected areas: 18813705
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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\HPCHEM1I\BNA F\DATA\BF061518\

BF106520.D

16 Jun 2018 4:44

Jus/sJ

J3447-06

33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106520.D

Aca On : 16 Jun 2018 4:44

Operator : JU/SJ

Sample : J3447-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 4

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

5.19 2.64 ng 84945 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 Propane. 2-ethoxy-2-methvl- 102 C6H140 000637-92-3 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 485 (5.189 min): BF106520.D (-482) (-) m/z 43.00 100.00%
430
59.0
5000
10L0 koo ek a0 ap
Ot 809 L 880 | /7 59.00  55.14%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B R R
50.0 480 500 520 540 5.60
m/z 101.00 17.99%
. ‘?1‘.0 N | 83.0 9301010
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
410 480 500 520 540 5.60
5000 m/z 58.00 16.23%
86.0
51.0 69.0 101.0
L S S S S I UL IR S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4485: Propane, 2-ethoxy-2-methyl- e ma
59.0 4.80 5.00 520 5.40 5.60
m/z 41.05 8.59%
5000
87.0
29.0 41.0
0ty }?lq |""J|t "'l"'§q'9"'|" "Z%IP" [rrriprrrrprrT
m/z--> 10 20 30 40 50 70 80 90 100 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106520.D

Aca On : 16 Jun 2018 4:44

Operator : JU/SJ

Sample : J3447-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.74 Concentration Rank 1

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

6.74 64 .05 ng 2058870 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF106520.D (-745) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 510 || ho i T ok b 7o
o T A 1 N .- B £ I | N m/z 68.10 42.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LA S S AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.76%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .43%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T T 1\1 LI L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.50%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106520.D

Aca On : 16 Jun 2018 4:44

Operator : JU/SJ

Sample : J3447-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.97 2.58 ng 92698 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Octacosvl acetate 452 C30H6002 018206-97-8 93
4 Octacosanol 410 C28H580 000557-61-9 93
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90

Abundance Scan 1978 (13.971 min): BF106520.D (-1974) (-) m/z 57.00 100.00%
57.0
97.0
5000
 REAEE R R s e e
39.0 1971 13.60 13.80 14.00 14.20
o4 m/z 55.00 93.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LA L L L L L L B
13.60 13.80 14.00 14.20
m/z 83.05 82.07%
1690 2380
IR E R it
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0 97.0
B B e e
13.60 13.80 14.00 14.20
5000 m/z 43.05 77.38%
139.0
0 181.0 222.0 264.0 306.0 378.0
L B L B e o e LA B o o i o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate R B
43.0, 97.0 13.60 13.80 14.00 14.20
m/z 97.05 72 .64%
5000
39.0
ol L), 1810 250.0 292.0 334.0  392.0 437.0
L e B e L ALY i e v o e o BRI R e
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20

8270-BF061118.M Mon Jun 18 12:14:21 2018

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106520.D

Aca On : 16 Jun 2018 4:44

Operator : JU/SJ

Sample : J3447-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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.
15.00 6.20 ng 153813 Perylene-d12 15.68
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 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87
4 trans-Farnesol 222 C15H260 000106-28-5 83
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
Abundance Scan 2153 (15.001 min): BF106520.D (-2149) (-) m/z 69.05 100.00%
69.0
5000
07.1137.1 14.60 14.80 15.00 15.20 15.40
.?g.lo,lt. - 3 R M SN B oy S o017
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 A AL PR U B

14.60 14.80 15.00 15.20 15.40
m/z 41.00 20.54%

137.0
0 |y 307.07F 1910 231.0 273.0 341.0 410.0
S R A

T
m/z--> 50 100 150 200 250 300 350 400
Abundance

D
©
o

14.60 14.80 15.00 15.20 15.40

5000 m/z 95.10 12.18%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0
R e A L
miz--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- B B o
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.00 11.67%
5000
29.0
123.0
Ll S a0
miz--> 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\BF061518\
Data File : BF106520.D

Acq On : 16 Jun 2018 4:44

Operator : JU/SJ

Sample - J3447-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.19 2.6 ng 84945 1 6.97 642909 20.0
unknown6 .74 6.74 64.0 ng 2058870 1 6.97 642909 20.0
Heptadecyl heptaf... 13.97 2.6 ng 92698 5 14.15 717716 20.0
Squalene 15.00 6.2 ng 153813 6 15.68 496219 20.0
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