LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\

Data File : BG035376.D

Aca On - 25 Jun 2018 13:41 Instrument :
Operator : JU/SJ ?:'I\:gﬁ(t;Sam ol
a?zgle ; J3627-23 zemﬁcoaf
ALS Vial : 7 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-BG060718 .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_.572 213 218 224 rBV 97566 151144 4.23% 0.876%
2 5.165 312 319 328 rBV 396886 611725 17.11% 3.546%
3 5.629 391 398 409 rBV 586521 976109 27.30% 5.659%
4 7.209 659 667 679 rBV 708237 1240163 34.68% 7.190%
5 7.585 722 731 743 rBV 666903 1134950 31.74% 6.580%
6 8.049 803 810 818 rBV2 160062 275139 7.69% 1.595%
7 8.372 856 865 875 rBV 506300 910286 25.46% 5.277%
8 9.212 1000 1008 1017 rBV 434774 764807 21.39% 4_.434%
9 10.857 1277 1288 1297 rVB 212243 380551 10.64% 2.206%
10 13.301 1696 1704 1710 rBVY 1228874 1944680 54.39% 11.274%
11 14.117 1838 1843 1853 rBvV 55971 87503 2.45% 0.507%

12 14.676 1931 1938 1947 rBvV2 352100 569432 15.92% 3.301%
13 16.156 2183 2190 2202 rBV 1031108 1623201 45.39%% 9.410%
14 17.413 2399 2404 2414 rBV 522046 806073 22.54% 4.673%
15 18.294 2550 2554 2561 rBV3 40918 59430 1.66% 0.345%

16 20.021 2842 2848 2860 rVB 2699843 3575735 100.00% 20.729%
17 21.325 3064 3070 3075 rBvV7 40888 83256 2.33% 0.483%
18 21.684 3123 3131 3142 rVB2 607186 1001783 28.02% 5.808%
19 24.903 3666 3679 3689 rBv2 320338 938551 26.25% 5.441%
20 25.549 3779 3789 3795 rBv4 38256 115035 3.22% 0.667%

Sum of corrected areas: 17249553
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035376.D

Aca On : 25 Jun 2018 13:41

Operator : JU/SJ

Sample : J3627-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035376.D

2500000
2000000
1500000

1000000

7.21
563 %9 8.37
500000 5.16 ' 9.21

10.86
457 8.05 A

T L L L A b

T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035376.D

20,02
2500000

2000000

1500000
13.30

16.16
1000000

21.68
17.41

500000 14.68

14.12 A 18.29 21.33

O e e e o e e o o e T T e e 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: BG035376.D

2500000

2000000

1500000

1000000

500000 24.90

25.55
O A R L e A R RARR AR RS maa L e

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\BG062518\

Data File : BG035376.D

Aca On : 25 Jun 2018 13:41

Operator : JU/SJ

a?ggle ; J3627-23 A
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4_.57 10.99 ng 151144 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 218 (4.572 min): BG035376.D (-213) (-) m/z 83.15 100.00%

83.2
5000
39.1

‘ 420 440 460 480 500
obrr b 4 1288 2071 2918 4776 Thn/z 55.10  74.04%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3246: 3-Penten-2-one, 4-methyl-
83.0
5000 43c LI L L L L L L L L L

420 4.40 4.60 4.80 5.00
m/z 98.15  31.27%

0 M ‘\\ ﬂ‘
L o o o o LA A B e o o BB B O
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
83.0
L o e e R
420 4.40 4.60 4.80 5.00
5000 43.0 m/z 39.15 25.88%
O e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3372: 2-Pentene, 2,4-dimethyl- R AR L R
83.0 420 440 460 480 500

m/z 43.15 25.29%

O e e e I B e N IR

m/z--> 0 50 100 150 200 250 300 350 400 450 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035376.D

Aca On : 25 Jun 2018 13:41

Operator : JU/SJ

a?ggle ; J3627-23 A
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 44 _47 ng 611725 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 4-Methoxv-1-pentene 100 C6H120 098386-09-5 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 318 (5.159 min): BG035376.D (-312) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2 RS S —
| 69.2 83.2 480 5.00 5.20 5.40
= L L . o S S T m/z 59.15 68.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A U L IR I
480 5.00 5.20 5.40
59.0 1010 m/z 101.15 26.78%
0 270 | 510 ‘ 6900 830910 ]
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.15 16.87%
27.0 55.0
150 10 830 980
S I UL I SIS UL IR UL SULIL L WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4425: Butane, l—ethoxy— l||||l|llll|llll|llll|jl\
59.0 480 5.00 5.20 5.40
31.0 m/z 41.15 7.80%
5000 41.0
73.0
oL 120 | L 51.0“ | 87.0 1020 "
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062518\

BG035376.D

25 Jun 2018 13:41

Jus/sJ

J3627-23 D6KV-CC-12
7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
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 unknown7.59 Concentration Rank 1

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

7.59 82.50 ng 1134950 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 732 (7.591 min): BG035376.D (-722) (-) m/z 132.15 100.00%
13p.2
5000 68.2
381 7.20 7.40 7.60 7.80 8.00
b, ?4?,%.2. L2806 3484 AL Thyz 68.15 47.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 R L U LR
7.20 7.40 7.60 7.80 8.00
3 m/z 134.15 34.76%
1.0 ‘
0.‘H‘.‘llu‘.“..l‘...‘.|....|....|........|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 132.0
720 7.40 7.60 7.80 8.00
5000 98.0 m/z 66.15 31.43%
o 189.0
m/z--> 55 160 1%0 260 250 300 3éo 460
Abundance #14395: 1,3,5-Trifluorobenzene .
13p.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.33%
5000
81.0
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035376.D

Aca On : 25 Jun 2018 13:41

Operator : JU/SJ

Sample : J3627-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown25.55 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.55 2.45 ng 115035 Perylene-di12 24.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 38
2 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 38
3 3-Cvclopropvilcarbonvloxvtetradecane 282 C18H3402 1000245-58-7 37
4 3-Cvclopropvlcarbonvloxvtridecane 268 C17H3202 1000245-58-4 37
5 3-lIsopropyl-4-methyl-dec-1-en-4-o0l 212 C14H280 1000194-91-8 37
Abundance Scan 3789 (25.549 min): BG035376.D (-3779) (-) m/z 69.15 100.00%
69.2
5000
h 129.2 201.1
165. 2651  326.1 . . 25.20 25.40 25.60 25.80
o bl M4 %23 n/z 85.15  34.34%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3359: 1-Pentene, 3,3-dimethyl-
69.0
5000
27.0 25.20 25.40 25.60 25.80
‘ m/z 55.15 33.29%
OIJNLNM‘”Mh""I'"'I"”I""I""I'"'P"'I'
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
69.0
25.20 25.40 25.60 25.80
5000 m/z 201.05 28.06%
o 2r.9 123.0
m/z--> 6 55 160 1%0 260 2éo 360 3éo 460 4%0
Abundance #129376: 3-Cyclopropylcarbonyloxytetradecane
69.0 25.20 25.40 25.60 25.80
m/z 129.15 24 .46Y%
5000
o3 4 210 1980
mz-> 0 50 100 150 200 250 300 350 400 450 25.20 25.40 25.60 25.80

8270-BG060718.M Tue Jun 26 15:32:10 2018

26KV-CC-12

Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062518\
Data File : BG035376.D

Acq On : 25 Jun 2018 13:41

Operator : JU/SJ

Sample - J3627-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
3-Penten-2-one, 4. .. 4.57 11.0 ng 151144
2-Pentanone, 4-hy... 5.16 44 .5 ng 611725
unknown7 .59 7.59 82.5 ng 1134950
unknown25 .55 25.55 2.5 ng 115035

8270-BG0O60718.M Tue Jun 26 15:32:10 2018

|--Internal Standard---|
Resp Conc]

|# RT

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

275139
275139
275139
938551

26KV-CC-12
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