LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\

Data File : BG036458.D

Aca On : 28 Aug 2018 9:54 Instrument :

Operator : JU/SJ ?:'l\:gﬁ(t;Sam ol

agmple : J4660-06 osznaoséipus
isc :

ALS Vial : 35 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 G\METHODS\8270-BG082318 .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 5.171 314 320 328 rBV 46230 70236 1.33% 0.302%
2 5.629 391 398 409 rBV 483469 790471 14.98% 3.399%
3 7.216 659 668 678 rBV 323006 555702 10.53% 2.389%
4 7.598 724 733 742 rBV 811629 1402811 26.59% 6.032%
5 8.068 806 813 820 rBV 237807 402110 7.62% 1.729%
6 8.391 860 868 877 rBVY 1065561 1836105 34.80% 7 .895%
7 9.225 1002 1010 1023 rBV 886753 1577259 29.89% 6.782%
8 10.870 1282 1290 1301 rVB 315387 575347 10.90% 2.474%
9 13.314 1698 1706 1714 rBV 2350627 3745554 70.99% 16.106%
10 14.137 1838 1846 1851 rBvV 70635 100911 1.91% 0.434%

11 14.689 1934 1940 1950 rvB2 515108 821496 15.57% 3.532%
12 16.170 2185 2192 2201 rBV 1222528 1872289 35.49% 8.051%
13 17.433 2399 2407 2415 rBV2 704873 1051550 19.93% 4.522%
14 18.320 2553 2558 2565 rBV2 41557 61816 1.17% 0.266%
15 19.736 2794 2799 2806 rVB2 93574 106875 2.03% 0.460%

16 20.042 2845 2851 2861 rBV 3871060 5276045 100.00% 22.686%
17 20.776 2972 2976 2981 rBV 68475 82566 1.56% 0.355%
18 21.358 3069 3075 3082 rBV2 64241 140105 2.66% 0.602%
19 21.699 3126 3133 3143 rVB 758073 1242248 23.55% 5.342%

20 22.562 3276 3280 3291 rVBS8 37099 73146 1.39% 0.315%

21 23.220 3386 3392 3401 rVB2 31941 65603 1.24% 0.282%

22 24.031 3524 3530 3537 rBV3 35012 72619 1.38% 0.312%

23 24.913 3670 3680 3689 rBV 421689 1190705 22.57% 5.120%

24 24.989 3690 3693 3705 rVvB4 33817 75320 1.43% 0.324%

25 26.135 3881 3888 3895 rVB5 25112 67474 1.28% 0.290%
Sum of corrected areas: 23256363
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036458.D

Aca On : 28 Aug 2018 9:54

Operator : JU/SJ

ﬁ?ggle i J4660-06 082318-DBRI-F-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036458.D
3500000
3000000
2500000
2000000
1500000

8.39
1000000 7.60 9.23

5.63
500000
7.22 8.07 10.87

5.17

T Al SN | MSURSRSUEMRSREGRSME s RS NEMNE] NS SRR 1 MRS 0 | S .

T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG036458.D

2004
3500000

3000000
2500000{ 13 31
2000000

1500000
16.17

1000000 17.43 21.70

500000 14.69

14.14 18.32 19‘\.74 20.78 21.36 22.56
[0 e T LA e o B o o L L L o o k JL A A A S A e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG036458.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 24.91
23.22 24.03 :;)ng 26.13

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036458.D

Aca On : 28 Aug 2018 9:54

Operator : JU/SJ

ﬁ?ggle i J4660-06 082318-DBRI-F-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 3

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

5.17 3.49 ng 70236 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
3 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 320 (5.171 min): BG036458.D (-314) (-) m/z 43.10 100.00%
43.1
5000 591
| a1 sad 1°|“ 480 500 520 540 560
T M NSRS m/z 59.10 49.00%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR L LS I
59.0 480 500 520 540 560
m/z 58.10 19.46%
3L0 | 83.0 g30 1000
o e e e e e e
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
480 5.00 520 5.40 5.60
5000 57.0 m/z 101.10 16.09%
29.0
‘ 101.0
o ‘ |, ‘ 78.0
LA LA S LN FURLEL LS S FURLELEL UL SURLELELES UARLL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4094: Formamide, N,N—diethyl— L BRI LI LI L N L N B
30.0 58.0 480 5.00 520 5.40 5.60
: m/z 41.10 8.33%
101.0
5000 44.0
86.0
“ 72.0
T L S L S S S S S O
m/z--> 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036458.D

Aca On : 28 Aug 2018 9:54

Operator : JU/SJ

ﬁ?ggle i J4660-06 082318-DBRI-F-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.60 Concentration Rank 2

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

7.60 69.77 ng 1402810 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 733 (7.598 min): BG036458.D (-724) (-) m/z 132.10 100.00%
13R.1
5000 68.1
%01 o1 o | 7E Tk 7k 7R 8bo
o} : e o m/z 68.10 44 _07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 R UL UL R

7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.10 32.69%

| _[s10, "3 860

Ottt e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine- proplonyl
57.0 132.
I e e R
74.0 7.20 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.10 29.18%
L1l h‘ u \H“ ‘ . Il 158.0 189.0
0...,....,....,....,....,....,.. T T
m/z--> 20 40 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole Pt e ——
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.47%
5000
104.0
66.0
o 270 500 " ;80 |
e T T R e B R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036458.D

Aca On : 28 Aug 2018 9:54

Operator : JU/SJ

Sample : J4660-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclopentadecane Concentration Rank 4

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

21.36 2.26 ng 140105 Chrysene-di12 21.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 91

Abundance Scan 3075 (21.358 min): BG036458.D (-3069) (-) m/z 57.05 100.00%
57.0
5000 97.2
L 391 197.2 2652  326.8 21.00 21.20 21.40 21.60
Ot 4.&w,nw..u.... L e L B e o m/z 43.10 77.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55.0
5000 970 L L LRI L L L L
21. 00 21 20 21.40 21.60
m/z 55.10 60.12%
J 390 210.0
o ....,J.fﬂ}..n.,.... S
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosy! trifluoroacetate
57.0
97.0 21.00 21.20 21.40 21.60
5000 m/z 83.10 54 .43%
39.0
0i2610] § 1| { ) 139 1810 2220 2640 3220 30970 4180
L B o o e e B e S LA e o T e o S o o R
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0 21.00 21.20 21.40 21.60
0
97.0 m/z 71.20 46 .36%
5000
012610 ‘ wago 1820 2380 2830 384.0
iy e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60

8270-BG082318.M Tue Aug 28 12:33:51 2018

082318-DBRI-F-U-S

Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082718\

Data File : BG036458.D

Acg On : 28 Aug 2018 9:54

Operator : JU/SJ

ﬁ?ggle i J4660-06 082318-DBRI-F-U-S
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.17 3.5 ng 70236 1 8.07 402110 20.0
unknown7 .60 7.60 69.8 ng 1402810 1 8.07 402110 20.0
Cyclopentadecane 21.36 2.3 ng 140105 5 21.70 1242250 20.0
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