LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041519\
Data File : BG040488.D

Acq On : 15 Apr 2019 20:20

Operator : JU/SJ

Sample - K2397-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total
1 3.182 14 16 24 rvB2 48924 70544 1.69% 0.398%
2 5.596 420 427 437 rBVY 402516 663505 15.92% 3.745%
3 7.200 691 700 711 rBV 239606 443606 10.64% 2.504%
4 7.571 756 763 783 rBvY 722038 1315033 31.55% 7.422%
5 8.041 837 843 856 rvB 170527 314220 7 .54% 1.774%

8.364 890 898 906 rBV 626676 1109491 26.62% 6.262%
9.222 1035 1044 1059 rBvV 558538 1043940 25.05% 5.892%
10.861 1314 1323 1334 rBV 211647 406853 9.76% 2.296%
13.293 1727 1737 1749 rBV 1357579 2254903 54.10% 12.727%
14.122 1873 1878 1885 rBV 29432 48922 1.17% 0.276%

=
QO ~NO®

11 14.674 1964 1972 1983 rBV2 353969 590495 14.17% 3.333%
12 16.166 2219 2226 2241 rBV 1095860 1860811 44.65% 10.503%
13 17.424 2433 2440 2451 rBV 551755 859651 20.63% 4._.852%
14 18.064 2543 2549 2554 rVB5 30815 45406 1.09% 0.256%
15 20.021 2876 2882 2890 rBV 3120332 4167886 100.00% 23.525%

16 21.695 3160 3167 3177 rBV 570054 990785 23.77% 5.592%
17 22.441 3290 3294 3300 rBV2 42036 64951 1.56% 0.367%
18 23.135 3406 3412 3419 rVB2 53745 96360 2.31% 0.544%
19 23.946 3543 3550 3557 rBV2 56599 125891 3.02% 0.711%
20 24.897 3702 3712 3716 rBV2 50358 126187 3.03% 0.712%

21 24.974 3716 3725 3741 rVB3 288041 950796 22.81% 5.367%
22 26.031 3898 3905 3919 rVB6 33555 107393 2.58% 0.606%
23 27.406 4130 4139 4147 rBVS 17233 59377 1.42% 0.335%

Sum of corrected areas: 17717006
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041519\
BG040488.D

15 Apr 2019 20:20

Ju/sJ

K2397-17

13 Sample Multiplier: 1
= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

LSCINT.P

Abundance
3000000

2500000
2000000
1500000
1000000

500000

"

TIC: BG040488.D

7.57 8.36
5.60

7.20 8.04

10.86

0

Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040488.D

13.29

16.17

17.42
14.67

14.12 18.06

20.

02

21.70

22.44

05
Time-->

13.00 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
3000000

2500000

2000000

1500000

1000000

500000

23.13

TIC: BG040488.D

24.97

23.95 2§Ag 26.03 27.41

A
T 1

o

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\BG041519\
Data File : BG040488.D

Acq On : 15 Apr 2019 20:20

Operator : JU/SJ

Sample - K2397-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 4.49 ng 70544 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 9
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance Scan 16 (3.182 min): BG040488.D (-14) (-) m/z 73.00 100.00%
7B
5000
43 87
| 3.20 3.30 3.40 3.50 3.60
ot e e | m/z 43.00 32.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 R IURRA UL UL IR R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.00 27.54%
0 2l I ‘
L S S S S A S L UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.00 24 .55%
43
0 27 55 87 113 131 174
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
7B 3.20 3.30 3.40 3.50 3.60
m/z 45.00 11.22%
5000
o 28 gl ol L &7 108 130 147
m/z--> 20 40 60 80 100 120 140 160 180 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041519\
Data File : BG040488.D

Acq On : 15 Apr 2019 20:20

Operator : JU/SJ

Sample - K2397-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.57 Concentration Rank 1

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

7.57 83.70 ng 1315030 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 763 (7.571 min): BG040488.D (-756) (-) m/z 132.00 100.00%
132
5000 68 /\_
96 T T T T
40 54 J 720 7.40 7.60 7.80 8.00
O‘M.V, g7 lsus W Tm/z 68.00  41.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA UL LS AN
720 7.40 7.60 7.80 8.00
2 78 m/z 134.00 31.34%
0 ‘ L1 H I ‘ !
RS FU LA L SR S UL S UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 720 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.00 27.98%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.08%
117
5000
29 91
7 1R er ey )
O el el w---w------------w

m/z--> 20 40 60 80 100 120 140 160 180 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\BG041519\
Data File : BG040488.D

Acq On : 15 Apr 2019 20:20

Operator : JU/SJ

Sample - K2397-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.95 2.65 ng 125891 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 83
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 2-methyloctacosane 408 C29H60 1000376-72-8 83
4 Octacosane 394 C28H58 000630-02-4 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 3551 (23.951 min): BG040488.D (-3543) (-) m/z 57.05 100.00%
57
5000 44/\&A5
Y N o
207 23.60 23.80 24.00 24.20
281 341
ol ...J.l...".'.'..‘ AP sl — m/z 71.05 54.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #153222: Docosane
57
5000
23.60 23.80 24.00 24.20
m/z 43.00 52.43%
0 ‘ h by u‘ | \41\ 183 225 267 310
m/z--> o 50 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
23.60 23.80 24.00 24.20
5000 m/z 85.05 50.81%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

a8

O e T T T T [ T [T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5[7 23.60 23.80 24.00 24.20
m/z 55.00 27 .46%
5000
99
o260 1] | 141 183 225 267 309 365
T P T e e T T e T e T B e N REm e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23. 80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041519\
Data File : BG040488.D

Acq On : 15 Apr 2019 20:20

Operator : JU/SJ

Sample - K2397-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24 .90 2.65 ng 126187 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 3712 (24.897 min): BG040488.D (-3702) (-) m/z 57.00 100.00%

57

5000

24.60 24.80 25.00 25.20

35 155 194 221 949

282

328

0! m/z 71.00 69.72%
m/z--> 50 100 150 200 250 300
Abundance #129490: Eicosane
57
85
5000

24.60 24.80 25.00 25.20

m/z 43.05 65.34%
29 ‘ \113 141 169 197 282
ol B T a0 7 o o w2
m/z--> 50 100 150 200 250 300
Abundance
57
T T T
85 24.60 24.80 25.00 25.20
5000 m/z 85.10 50.64%
29 113
0 141 169 197 225 253 296
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300
Abundance #141429: Eicosane, 2-methyl-
57 24.60 24.80 25.00 25.20
m/z 99.00 21.43%
5000
85
29
0 H‘ A \| .‘\ i L‘ 1\13 | 1‘\11 ! 169 197 25\3 281
— e e e
m/z--> 50 100 150 200 250 300 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041519\
Data File : BG040488.D

Acq On : 15 Apr 2019 20:20

Operator : JU/SJ

Sample - K2397-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.03 2.26 ng 107393 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Hexadecane 226 C16H34 000544-76-3 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 3905 (26.031 min): BG040488.D (-3898) (-) m/z 57.00 100.00%
57
5000
155 191213 25.80 26.00 26.20 26.40
0 m/z 43.00 57.37%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000 LRI BRI SULRULN UL B
85 %m%m%m%m
13 m/z 71.00 57 .19%
o Ol § i1y ‘1$1‘169 197 225 253 280 309 351 379 407 436
miz--> 0 ' 160 1éo 260 250 360 350 460 !
Abundance
57
25.80 26.00 26.20 26.40
5000 85 m/z 85.00 41.87%
. 29 113 141 169 197 226
mz-> 0 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 25.80 26.00 26.20 26.40
m/z 55.00 27 .50%
85
5000
29
0 ﬂ ‘J | 11?1‘169 197 225 253 296
miz--> 0 % ﬁo @ 2& 250 ﬁ)3% ﬁo ! %m%m%m%m
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041519\
Data File : BG040488.D

Acq On : 15 Apr 2019 20:20

Operator : JU/SJ

Sample - K2397-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
Butane, 2-methoxy... 3.18 4.5 ng 70544 1 8.04 314220 20.0
unknown7 .57 7.57 83.7 ng 1315030 1 8.04 314220 20.0
Docosane 23.95 2.6 ng 125891 6 24.98 950796 20.0
Eicosane 24 .90 2.6 ng 126187 6 24.98 950796 20.0
Hentriacontane 26.03 2.3 ng 107393 6 24.98 950796 20.0

8270-BG032719.M Tue Apr 16 13:39:06 2019 Page: 8



