LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042674.D

Aca On : 1 Sep 2019 23:06

Operator : HP/JU

Sample : K4554-22

Misc :

ALS Vial : 10 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.118 3 5 20 rvB 142790 180722 7.10% 1.528%
2 5.556 413 420 434 rBV 407133 677882 26.62% 5.731%
3 7.160 685 693 712 rBV 417691 815855 32.04% 6.897%
4 7.530 748 756 767 rBV 456376 792468 31.12% 6.699%
5 7.994 829 835 845 rVB 92060 152230 5.98% 1.287%

8.323 883 891 903 rBV 371231 637285 25.03% 5.387%
9.164 1027 1034 1051 rBV 241907 461970 18.14% 3.905%
10.820 1307 1316 1332 rBV 99659 204799 8.04% 1.731%
13.276 1726 1734 1752 rBV 835551 1335319 52.44% 11.289%%
14.111 1869 1876 1890 rBV 34672 72007 2.83% 0.609%

=
QO ~NO®

11 14.657 1962 1969 1982 rBV 210267 353911 13.90% 2.992%
12 16.149 2216 2223 2243 rBV 742210 1291271 50.71% 10.916%
13 17.407 2431 2437 2451 rBvV2 297607 498689 19.58% 4.216%
14 20.016 2875 2881 2893 rBV 1823523 2546400 100.00% 21.527%
15 21.320 3098 3103 3114 rBV2 56942 112307 4.41% 0.949%

16 21.684 3158 3165 3176 rBV 375310 649294 25_.50% 5.489%

17 22.483 3295 3301 3306 rBvV 18076 32912 1.29% 0.278%

18 23.182 3413 3420 3427 rVB2 25117 49435 1.94% 0.418%

19 23.370 3445 3452 3460 rvB2 63918 118403 4 .65% 1.001%

20 23.993 3550 3558 3566 rVB2 26060 59104 2.32% 0.500%

21 24.922 3704 3716 3736 rBV2 233574 742283 29.15% 6.275%

22 26.079 3903 3913 3922 rBV4 15528 44425 1.74% 0.376%
Sum of corrected areas: 11828971
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042674.D

Aca On : 1 Sep 2019 23:06

Operator : HP/JU

Sample : K4554-22

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG042674.D

1500000

1000000

500000 556 716 7.53

12 7.99 10.82

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG042674.D
20102

1500000

1000000

13.28
16.15

500000 21,68

17.41
14.66

14.11 ﬁ 21.32 22.48

Or—+rrrr e e T T T R T T T T T T T T T T T T T T e e T T e e e T T

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 TIC: BG042674.D

1500000

1000000

500000

24.92

23@37 23.99 26.08

S T L e I

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\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042674.D

Aca On : 1 Sep 2019 23:06

Operator : HP/JU

Sample : K4554-22

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
Quant Title : 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.

3.12 23.74 ng 180722 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 5 (3.118 min): BG042674.D (-3) (-) m/z 73.10 100.00%
7B

i

5000
43 55 87
3.20 3.30 3.40 3.50
el 4 e M7z 43,10 32.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L L BB |
43 55 3.20 3.30 3.40 3.50
7 87 m/z 87.10 30.23%
N N1 S 7 R - S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 S RARmEammasss

3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 28.18%

29 ‘L
o Ll el e | er 2
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- R B A RREEE
73 3.20 3.30 3.40 3.50
m/z 41.10 10.22%
5000
45
29
L 35 er 101
s B B EARAasasmes e R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042674.D

Aca On : 1 Sep 2019 23:06

Operator : HP/JU

Sample : K4554-22

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.53 Concentration Rank 1

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

7.53 104.12 ng 792468 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 756 (7.530 min): BG042674.D (-748) (-) m/z 132.00 100.00%
5000
68
0 st || e ® J 7o 7 780 70
54 - - -
e TT 8T L ASus L w/z 134.00  33.500%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 U A L UL LR
7.20 7.40 7.60 7.80
m/z 68.10 32.05%
miz--> 40 60 8 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
SRR AR AR ARRY
69 108 7.20 7.40 7.60 7.80
5000 m/z 66.10 22.01%
31 51 8
‘ L1 H l !
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 14 .32%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. VNN A W
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042674.D

Aca On : 1 Sep 2019 23:06

Operator : HP/JU

Sample : K4554-22

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
Quant Title : 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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 3.46 ng 112307 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 1-Heptacosanol 396 C27H560 002004-39-9 95
Abundance Scan 3103 (21.320 min): BG042674.D (-3098) (-) m/z 57.10 100.00%
g7 83
5000 ‘ 111
139
168 193 21.00 21.20 21.40 21.60
S '..Il.'l; s e m/z 55.10 93.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
5000
11 21.00 21.20 21.40 21.60
29 160 m/z 83.10 89.66%
REIREY hl?g. |, 20 25 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
21.00 21.20 21.40 21.60
5000 11 m/z 43.05 82.17%
29
L LI H L L1?9‘1§7 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57 21.00 21.20 21.40 21.60
83 m/z 97.05 81.38%
5000 111
29
LA \LJWMl?g. 182 210 255 356
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042674.D

Aca On : 1 Sep 2019 23:06

Operator : HP/JU

Sample : K4554-22

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
Quant Title : 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 2,6,10,14,18-Pentamethyl-2,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.37 3.19 ng 118403 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 Supraene 410 C30H50 007683-64-9 86
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 78
Abundance Scan 3452 (23.370 min): BG042674.D (-3445) (-) m/z 69.05 100.00%
69 v
5000
4 95 137

23.00 23.20 23.40 23.60
161 189 231 282 341
...|,-'.|H||"l|'|l....,............,....,.. m/z 81.10 52.84%

m/z--> 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69
5000 41

23.00 23.20 23.40 23.60
95]21 m/z 41.10 19.79%
Sl L | a7 205005205 273 200 342
R . T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
23.00 23.20 23.40 23.60
5000 m/z 95.10 15.39%
41
9 121 149
L] u L |°}” 175 203 231 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 23.00 23.20 23.40 23.60
m/z 137.10 14.98%
5000 41
93
L J‘\ h @hq | 161 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400 23. 00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090119\
Data File : BG042674.D

Acq On : 1 Sep 2019 23:06

Operator : HP/JU

Sample . K4554-22

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 3.12 23.7 ng 180722 1 7.99 152230 20.0
unknown7 .53 7.53 104.1 ng 792468 1 7.99 152230 20.0
Heptafluorobutyri... 21.32 3.5 ng 112307 5 21.68 649294 20.0
2,6,10,14,18-Pent... 23.37 3.2 ng 118403 6 24.92 742283 20.0
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