LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\

Data File : BG038724.D

Aca On : 19 Dec 2018 11:46 Instrument :

Operator : JU/SJ ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : J6398-13 C-MW-07-121118

ALS Vial : 32 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-BG121218 .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 3.183 12 16 27 rVB 23873 41066 1.58% 0.411%
2 5.604 422 428 440 rVB 201367 340693 13.09% 3.412%
3 7.208 693 701 712 rBV 126908 241801 9.29% 2.421%
4 7.584 758 765 772 rBV 387097 676992 26.00% 6.779%
5 8.054 839 845 852 rBV 83284 146773 5.64% 1.470%

8.377 892 900 913 rVB 359176 641394 24 .64% 6.423%
9.235 1037 1046 1055 rBvV 303775 568494 21.84% 5.693%
10.874 1318 1325 1333 rBVY 110300 205039 7.88% 2.053%
13.313 1732 1740 1752 rBV 866825 1380206 53.01% 13.821%
14.694 1968 1975 1985 rVvB2 193359 312062 11.99% 3.125%

=
QO ~NO®

11 16.186 2221 2229 2246 rBV3 742714 1193357 45.84% 11.950%
12 17.443 2436 2443 2456 rVB2 271202 434862 16.70% 4 _355%
13 20.046 2879 2886 2896 rBV 1878826 2603528 100.00% 26.071%
14 21.721 3162 3171 3183 rBv2 300301 519197 19.94% 5.199%

15 23.172 3412 3418 3427 rVB 22451 41111 1.58% 0.412%

16 23.977 3548 3555 3564 rVB3 23390 52469 2.02% 0.525%

17 24.940 3710 3719 3723 rBV3 20685 55674 2.14% 0.558%

18 25.017 3723 3732 3748 rVB 165881 485163 18.63% 4 .858%

19 26.086 3905 3914 3924 rBV5 15812 46239 1.78% 0.463%
Sum of corrected areas: 9986120
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121818\

Data File : BG038724.D

Aca On : 19 Dec 2018 11:46

Operator : JU/SJ

ﬁ?ggle i J6398-13 C-MW-07-121118
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038724.D

1500000

1000000

500000

7.58
8.38 9.24
5,60 7.21
. 10.87
3 18 8.05
- - - - -
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038724.D
20,05
1500000
1000000
13.31
16.19
500000
17.44 2172
14.69
O T L @

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: BG038724.D

1500000

1000000

500000

25.02
2317 23.98 24 4 26.09
L B L L e e e T B L B

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\BG121818\

Data File : BG038724.D

Aca On : 19 Dec 2018 11:46

Operator : JU/SJ

ﬁ?ggle i J6398-13 C-MW-07-121118
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 5.60 ng 41066 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 1-Pentanamine 87 C5H13N 000110-58-7 25
3 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance Scan 15 (3.178 min): BG038724.D (-12) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
| 3.20 3.30 3.40 3.50 3.60
Ol eyt b e Tmzz 43.00 0 47.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AU UL AR IR R
43.0 3.20 3.30 3.40 3.50 3.60
- 550 87.0 m/z 55.00 27.47%
29.0
Ot ”....JH..”':”. I B e I I
I I I I T I [ I I | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1907: 1-Pentanamine
3d.0
3.20 3.30 3.40 3.50 3.60
5000 m/z 87.00 26.78%
41.0 87.0
ok 80l il 20 90 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl- R A AR e
73.0 3.20 3.30 3.40 3.50 3.60
m/z 45.00 13.37%
5000 59.0
87.0
29.0 102.0
e L S U U UL S I SULIULS UL I B AU UL AR IR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BG121818\

Data File : BG038724.D

Aca On : 19 Dec 2018 11:46

Operator : JU/SJ

ﬁ?ggle i J6398-13 C-MW-07-121118
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.58 Concentration Rank 1

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

7.58 92.25 ng 676992 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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 764 (7.578 min): BG038724.D (-758) (-) m/z 131.90 100.00%
131.9
5000 68.0 /\
00 sao || 980 750 7h0 760 780 50
bbb e b i B e el m/Z 68,00 39.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL SR IR LI
720 7.40 7.60 7.80 8.00
2.0 510 m/z 66.00 32.28%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
A IARAN AR B AR
7.20 7.40 7.60 7.80 8.00
5000 97.0 m/z 133.90 31.41%
70.0
31.0
mz-> 10 20 30 4'0 AR A s
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e A B o
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.83%
5000
150 280 39.0 520 30 770 900 1040 .,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121818\

Data File : BG038724.D

Aca On : 19 Dec 2018 11:46

Operator : JU/SJ

ﬁ?ggle i J6398-13 C-MW-07-121118
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 4 Sulfurous acid, butyl tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.98 2.16 ng 52469 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 83
2 Octacosane 394 C28H58 000630-02-4 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 Hexatriacontane 507 C36H74 000630-06-8 80
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
Abundance Scan 3556 (23.983 min): BG038724.D (-3548) (-) m/z 57.00 100.00%
57.0
5000

| ‘ ’ 141.0 182.0 220 8252 02809 23.60 23.80 24.00 24.20
ol by {1 0410 1820 220825002809 | G TTAS 0 76050

m/z--> 50 100 150 200 250 300 350
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
5000
23.60 23.80 24.00 24.20
- m/z 71.00 53.68%
0 27.r°.” A I| 112|7 0 168.0197.0 231.0261.0
i . T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
TSR RN i S,
23.60 23.80 24.00 24.20
5000 m/z 85.00 39.00%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
LB e e e B e T B e BRI
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane e RRmE Laa e L
57.0 23.60 23.80 24.00 24.20
m/z 41.00 24.32%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0
. A A
m/z--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\

BG038724.D

19 Dec 2018 11:46

JussJ

J6398-13

32 Sample Multiplier: 1

: C:\Database\NIST11.L

C-MW-07-121118

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
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

Peak Number

5 Eicosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24 .94 2.30 ng 55674 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 80
3 Octacosane 394 C28H58 000630-02-4 74
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 74
5 Tetracosane 338 C24H50 000646-31-1 74
Abundance Scan 3719 (24.940 min): BG038724.D (-3710) (-) m/z 57.00 100.00%
57.0
5000
99.0
| | || | 1410 207.9  253.0281.9 354.9 24.60 24.80 25.00 25.20
o b —— e m/z 43.00 68.96%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000
24.60 24.80 25.00 25.20
1o m/z 71.10 63.22%
0 | 170 410 1830 2050 2820
m/z--> 55 160 150 260 2%0 360 3%0
Abundance #153231: 5-Ethyl-5-methylnonadecane
57.0
24.60 24.80 25.00 25.20
5000 m/z 85.00 40.40%
113.0
. || 1] { 1550 2110 2570%810
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #209566: Octacosane L
57.0 24.60 24.80 25.00 25.20
m/z 55.00 28.72%
5000
99.0
0 27,0 ] | |y, 141.0 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3%0 ' 24.60 24.80 25.00 25.20
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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\BG121818\
BG038724.D

19

Dec 2018 11:46

Ju/sJ
J6398-13

32

Sample Multiplier: 1

C-MW-07-121118

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Units Response

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

Butane, 2-methoxy. .. 3.18 5
unknown7 .58 7.58 92
Sulfurous acid, b... 23.98 2
Eicosane 24 .94 2

ng 41066
ng 676992
ng 52469
ng 55674

8270-BG121218_.M Wed Dec 19 14:29:18 2018

1 8.05 146773 20.0
1 8.05 146773 20.0
6 25.02 485163 20.0
6 25.02 485163 20.0
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