LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035380.D

Aca On : 25 Jun 2018 16:15

Operator : JU/SJ

Sample : J3627-01

Misc :

ALS Vial : 11 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 4.574 214 219 226 rBV 57377 88797 2.43% 0.482%
2 5.168 314 320 328 rBV 156443 246782 6.75% 1.339%
3 5.626 391 398 412 rBV 700196 1157197 31.66% 6.281%
4 7.212 660 668 679 rBV 806967 1411533 38.62% 7.661%
5 7.588 724 732 742 rBV 716301 1268744 34.72% 6.886%

8.052 804 811 818 rBV 192531 329665 9.02% 1.789%
8.375 857 866 874 rVB 578549 1000673 27.38% 5.431%
9.209 999 1008 1021 rBV 463443 852454 23.33% 4.627%
10.854 1280 1288 1297 rBV 250172 447815 12.25% 2.431%
13.298 1697 1704 1712 rBV 1447851 2195312 60.07% 11.915%

=
QO ~NO®

11 14.120 1838 1844 1853 rBV 111408 175225 4._.79% 0.951%
12 14.672 1928 1938 1947 rBV2 421462 697403 19.08% 3.785%

13 15.512 2077 2081 2087 rVB2 32252 42510 1.16% 0.231%
14 16.159 2184 2191 2204 rBV 1108917 1632963 44.68% 8.863%
15 16.370 2223 2227 2237 rVB 30555 48598 1.33% 0.264%

16 17.416 2398 2405 2414 rBV2 598230 924539 25.30% 5.018%
17 18.297 2550 2555 2559 rBv4 28258 39045 1.07% 0.212%
18 20.024 2843 2849 2858 rVB 2879129 3654648 100.00% 19.835%
19 21.322 3065 3070 3079 rBV2 60148 121515 3.32% 0.660%
20 21.680 3124 3131 3139 rBV 632827 1077876 29.49% 5.850%

21 24.900 3666 3679 3693 rBvV 335211 1011497 27.68% 5.490%

Sum of corrected areas: 18424791
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\
Data File : BG035380.D

Aca On : 25 Jun 2018 16:15

Operator : JU/SJ

Sample : J3627-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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: BG035380.D
2500000
2000000
1500000

1000000 721
5.63 1 7.59
8.37
9.21

-ttt -t -t

Time--> 3.50 4.00 4.50 500 550 600 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG035380.D

500000

20.02

2500000

2000000

1500000 13.30

16.16
1000000

17.42 2168

500000 14.67

14.12 15.51 16.37 18.30 L 21.32

L0 L L L (o o e o e o o e e s B L L e B B

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: BG035380.D

2500000

2000000

1500000

1000000

500000 24.90

O AR R L L R RAREE REEa L L e e L RRARA RARRA BABAR R

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 : BG035380.D

Aca On : 25 Jun 2018 16:15

Operator : JU/SJ

a?ggle ; J3627-01 Akl
ALS Vial : 11 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-Hexen-2-one Concentration Rank 4

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

4_.57 5.39 ng 88797 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
3 Furan. 2-methoxy- 98 C5H602 025414-22-6 86
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 218 (4.568 min): BG035380.D (-214) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.1 9.2
| | 672 420 4.40 4.60 4.80 5.00
O e e e S e o e e ey m/z 55.15 85.01%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3168: 3-Hexen-2-one
83.0
43.0 55.0
5000 A R IR S
98.0 420 4.40 4.60 4.80 5.00
29.0 ' m/z 98.15 29.19%
15.0 ‘
I A Ay s S s s L RS N A
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55.0 83.0
420 440 460 480 5.00
5000 43.0 m/z 43.15 25.21%
29.0 98.0
67.0 75.0
S L S SR SRS SIS UL SIS I WAL
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3090: Furan, 2—methoxy— L LI L L BN B
83.0 98.0 420 4.40 4.60 4.80 5.00
55.0 m/z 39.15 21.92%
5000
41.0 69.0
0"|'“'|""w'"F"“|'M"|“"\"'w'l"|'“'u""
m/z--> 10 20 30 40 50 60 70 8 90 100 420 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 : BG035380.D

Aca On : 25 Jun 2018 16:15

Operator : JU/SJ

a?ggle ; J3627-01 Akl
ALS Vial : 11 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.
5.17 14.97 ng 246782 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 47
2 Hvdrazine. 1l.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 2.2.3.3.5.8.11-Heptamethvl-4.7.1_.._. 348 C18H4004Si 1000367-07-2 28
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
Abundance Scan 320 (5.168 min): BG035380.D (-314) (-) m/z 43.15 100.00%
431
5000

480 5.00 520 5.40 5.60
3033 "m/z 59.15 63.51%

253.2

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L L LB B
4.80 5.00 520 5.40 5.60
0
150 1010 m/z 101.15 25.31%
oujwmtw..w”.w”.w””,””,””..”P.”P.”P.”..”P.”..”P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59.0
T T
480 5.00 520 5.40 5.60
5000 1010 m/z 58.15 19.02%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #182516: 2,2,3,3,5,8,11-Heptamethyl-4,7,10,13-tetraoxa-3-s...
59.0 480 5.00 520 5.40 5.60
m/z 41.15 8.38%
5000
101.0
159.0
3.0 || | 180 | 1910 2310 2750
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

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

Data File : BG035380.D

Aca On : 25 Jun 2018 16:15

Operator : JU/SJ

a?ggle ; J3627-01 Akl
ALS Vial : 11 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 3 unknown7.59 Concentration Rank 1

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

7.59 76.97 ng 1268740 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Indazole, 3-methyl- 132 C8H8N2 1000316-00-2 12

Abundance Scan 732 (7.588 min): BG035380.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2
7.20 7.40 7.60 7.80 8.00
ol 8 b, .l,ll. A 113720722418 8049 42010 Tn/z 68.15  46.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 RS BRSNS AR
7.20 7.40 7.60 7.80 8.00
m/z 66.15 33.59%
8.0 630
oy b
m/z--> 50 100 150 200 250 300 350 400
Abundance
132.0
69.0 720 7.40 7.60 7.80 8.00
5000 m/z 134.15 32.05%
31.0
L L A UL L L BN B
m/z--> 50 100 150 200 250 300 350 400
Abundance #14144: 5-Fluoro-2-chloropyrimidine R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.48%
5000
33.0 97.T
0 “ll"t""l"" U SN SR LR UL A L LR LR
m/z--> 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\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035380.D

Aca On : 25 Jun 2018 16:15

Operator : JU/SJ

a?ggle ; J3627-01 Akl
ALS Vial : 11 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 Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.32 2.25 ng 121515 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 92
2 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 91
3 1l-Heptacosanol 396 C27H560 002004-39-9 90
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 11-Tricosene 322 C23H46 052078-56-5 87
Abundance Scan 3070 (21.322 min): BG035380.D (-3065) (-) m/z 83.15 100.00%
433 832
5000
25.3 207.2 2100 21.20 21,40 2160
164.9 207 281.1 3281 269.1 1.00 21.20 21.40 21.60
oyl m/z 57.20 84 .43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127768: Cycloeicosane
55,0
97.0
5000 VLA BN B
21.00 21.20 21.40 21.60
m/z 55.15 83.36%
oL, “ L “\ 390 1820 2240 2800
m/z--> 55 200 250 300 350 400 450
Abundance
57.0
o0 VLA BN BN
21.00 21.20 21.40 21.60
5000 m/z 43.25 81.38%
140.0 207.0 250.0 297.0
O e e e e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol i R S e L,
57.0 97.0 21.00 21.20 21.40 21.60
m/z 97.15 80.29%
5000
39.0
ol | h , 181.0 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z :\SVOASRV\HPCHEM1I\BNA_G\DATA\BG062518\

BG035380.D

25 Jun 2018 16:15

Ju/sJ

J3627-01

11 Sample Multiplier: 1

26KV-CC-1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Units Response

|--Internal Standard---|
| # RT Resp Conc]

TIC Top Hit name RT EstConc
3-Hexen-2-one 4 .57 5.4
2-Pentanone, 4-hy... 5.17 15.0

unknown7 .59
Cycloeicosane

7.59 77.0
21.32 2.3

ng 88797
ng 246782
ng 1268740
ng 121515

8270-BG0O60718.M Tue Jun 26 15:32:55 2018

1 8.05 329665 20.0
1 8.05 329665 20.0
1 8.05 329665 20.0
5 21.68 1077880 20.0
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