LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010820\
Data File : BG043974.D

Aca On : 8 Jan 2020 19:22

Operator :© JU

Sample : PB125951BL

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\HPCHEMI\BNA G\METHODS\8270-BG123019.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 3.138 3 8 47 rVB 2107605 4839575 61.95% 10.823%
2 5.065 330 336 349 rVB 237312 412007 5.27% 0.921%
3 5.535 409 416 436 rBV 1233107 2174575 27 .84% 4.863%
4 7.122 675 686 702 rBV 850859 1527538 19.55% 3.416%
5 7.492 740 749 763 rBVY 1967701 3700912 47.37% 8.277%

7.956 821 828 836 rBV 420820 744209 9.53% 1.664%
8.279 872 883 898 rBV 1561926 2846991 36.44% 6.367%
9.108 1013 1024 1043 rBV 1219374 2337761 29.93% 5.228%
10.753 1297 1304 1316 rBV 541152 1019616 13.05% 2.280%
13.214 1715 1723 1734 rBV 3138358 5211729 66.71% 11.655%

=
QO ~NO®

11 14.589 1950 1957 1968 rBV 891061 1470094 18.82% 3.288%
12 16.076 2202 2210 2227 rBV 2703452 4375462 56.01% 9.785%
13 17.327 2416 2423 2435 rBV 1128918 1759008 22.52% 3.934%
14 19.948 2862 2869 2881 rBV 5440367 7812007 100.00% 17.471%
15 21.581 3139 3147 3158 rBV2 1012233 1762544 22 .56% 3.942%

16 21.793 3179 3183 3190 rBV 50268 79517 1.02% 0.178%
17 22.392 3280 3285 3292 rVB2 83273 142075 1.82% 0.318%
18 23.068 3395 3400 3405 rVB 94318 163099 2.09% 0.365%
19 23.855 3528 3534 3543 rVB2 91417 198682 2.54% 0.444%
20 24.701 3667 3678 3687 rBV2 623445 1773180 22.70% 3.966%

21 24.777 3687 3691 3700 rVB3 88156 212181 2.72% 0.475%
22 25.876 3873 3878 3888 rVB4 55770 152222 1.95% 0.340%

Sum of corrected areas: 44714984
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010820\
Data File : BG043974.D

Aca On : 8 Jan 2020 19:22

Operator : JU

Sample : PB125951BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043974.D
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10000001 7.12

7.96 10.75

5.07

I R L L i o T S SNt SO REY MBS | BN SN | S N

Time--> 3.50 400 450 500 550 600 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043974.D
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4000000

13.21
3000000 16.08

2000000

17.33
1000000 14.59 21.58

21.79 22.39

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: BG043974.D
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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\BG010820\
Data File : BG043974.D

Aca On : 8 Jan 2020 19:22

Operator :© JU

Sample : PB125951BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 1

R.T. EstConc Area Relative to ISTD R.T.
" 3.14 130.06 ng 4839580  1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Butane. 2-methoxv-2-methvi- 102 C6H140 000994-05-8 83

005162-48-1 38
000625-50-3 35
000497-26-7 28
036839-67-5 17

.2.4-Trimethvl-3-pentanol 130 C8H180
cetamide. N-ethvl- 87 C4H9NO
.3-Dioxolane. 2-methvl- 88 C4H802
entane, 3-methoxy- 102 C6H140

abrwNPE
TR, >N

Abundance Scan 8 (3.138 min): BG043974.D (-3) (-) m/z 73.10 100.00%
s

i

5000 43
55 87
| 65 | 101 133 147 3.20 3.30 3.40 3.50 3.60
o) S 1 S e A S S Z m/z 43.10 39.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 LIS IL  LL  LBL BL B BLNL LB B
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 27.47%
29
Ottt e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
8
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.05 27.16%
o M \H I, 6] 97 112 129
B L L e o L e N L L AR RS e SRR s LR AARRERRER R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 13.32%
- 43 87 JL
15 72
\ ! 5159 |
Ot P T R T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010820\
Data File : BG043974.D

Aca On : 8 Jan 2020 19:22

Operator :© JU

Sample : PB125951BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.07 11.07 ng 412007 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 32
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 337 (5.071 min): BG043974.D (-330) (-) m/z 43.10 100.00%

43
59
5000

101 R EE e ey e s AR
4.80 500 520 540
| | 73 g7
ottt e e m/z 59.10 59.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LIS I L L L L L L LB
480 5.00 5.20 5.40
m/z 101.10 19.62%
2 g3 !
A .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152528: Hexaethylene glycol dimethy! ether
59
R L A RRSRE AR B
480 5.00 5.20 5.40
5000 m/z 58.10 15.73%
a1 45 103
87
0 Ul ﬂ “ 735 * 117 133147161175 191 207221 265
e et e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R R RE e AR RNEa
43 4.80 5.00 520 540

m/z 41.10 8.83%

5000 101
28 59
84
15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010820\
Data File : BG043974.D

Aca On : 8 Jan 2020 19:22

Operator :© JU

Sample : PB125951BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 3 unknown7.49 Concentration Rank 2

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

7.49 99.46 ng 3700910 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (7.492 min): BG043974.D (-740) (-) m/z 132.00 100.00%
132
5000 68 /\
40 % 720 7.40 7.60 7.80
54 . . . :
0 S R ——2: 1 m/z 68.05 41.05%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U R L L R
7.20 7.40 7.60 7.80
31 m/z 134.00 34.92%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
720 740 7.60 7.80
5000 m/z 66.10 27 .10%
33 105
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal Ao e
132 7.20 7.40 7.60 7.80
m/z 69.10 17.05%
5000 67
41 97
117
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010820\
Data File : BG043974.D

Aca On : 8 Jan 2020 19:22

Operator :© JU

Sample : PB125951BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.86 2.24 ng 198682 Perylene-di12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 90
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 87
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 87
Abundance Scan 3535 (23.861 min): BG043974.D (-3528) (-) m/z 57.10 100.00%
57
85 H
5000
113 LR AU BRI SR
141 183 207 23.60 23.80 24.00 24.20
o4, A .I~.~“ Lt s it L, 239 207 327 356 m/z 71.10 72.47%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 AR A B
Bmmmmmmm
m/z 43.10 58.66%
Ll L) || L 1141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 3%0 '
Abundance #194509: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43
- | 23.60 23.80 24.00 24.20
5000 m/z 85.10 54 _.25%
o \‘ J J H 127 ams 1P 211231251 281 310 337 364
m/z--> §0 100 150 200 250 300 3%0 '
Abundance #209568: Docosane, 7-hexyl- T e
57 23.60 23.80 24.00 24.20
m/z 55.10 24 .44%
- 1 mmwwWMWNWNV/\VMM%NMAwMVV
113 182
oL_3 J‘f | 771617 211 239 267 3?9 337 363 392
m/z--> 5'0 1(')0 150 2(')0 250 300 3&1,0 ' 23 60 23. 80 24 00 24 20

8270-BG123019.-M Thu Jan 09 15:24:32 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010820\
Data File : BG043974.D

Aca On : 8 Jan 2020 19:22

Operator :© JU

Sample : PB125951BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 5

Peak Number 6 Pentadecane

R.T. EstConc Area Relative to ISTD R.T.
24.78 2.39 ng 212181 Perylene-di12 24._.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 3691 (24.777 min): BG043974.D (-3687) (-) m/z 57.10 100.00%
57
85
5000
LRI U BRSARE SRR N
24.40 24.60 24.80 25.00 25.20
141167 197
0 ....,....II,:'...,~.~..-.,...2:“,6...229?....3,5.6...4?1.‘.‘2.9.,.‘.‘7.7. m/z 71.10 64.31%

m/z--> 0 50 100 150 200 250 300 350 400

450

Abundance #71394: Pentadecane
5000
212
04

m/z--> 0 50 100 150 200 250 300 350 400

450

Abundance #94346: Heptadecane

5000

29
141169 197 240

N

24. 40 24. 60 24 80 25. OO 25. 20

m/z 43.10 56.94%

.

24.40 24.60 24.80 25.00 25.20

m/z 85.10 56 .83%

-

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #100330: 2-Bromo dodecane e o et
57 24.40 24.60 24.80 25.00 25.20
m/z 41.10 20.59%
- 1 JMmNVMﬁ%mmMWJﬁ\mevwwkwummh
29 113 169
o L 240 248
A e e L B
m/z--> 0 50 100 150 200 250 300 350 400 450 24, 40 24, 60 24 80 25. 00 25. 20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG010820\

BG043974.D

8 Jan 2020 19:22
Ju

PB125951BL

10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
Butane, 2-methoxy. .. 3.14 130.1 ng 4839580
2-Pentanone, 4-hy... 5.07 11.1 ng 412007
unknown7 .49 7.49 99.5 ng 3700910
Eicosane 23.86 2.2 ng 198682
Pentadecane 24.78 2.4 ng 212181

8270-BG123019.M Thu Jan 09 15:24:32 2020

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

7.96 744209 20.0
7.96 744209 20.0

24.70 1773180 20.0

1
1
1 7.96 744209 20.0
6
6 24.70 1773180 20.0
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