LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022719\
Data File : BG039636.D

Aca On : 27 Feb 2019 15:59

Operator : JU/SJ

Sample : K1594-40

Misc :

ALS Vial : 8 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-BG012919.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 3.223 18 23 31 rBv 80854 158542 3.69% 0.695%
2 3.294 31 35 44 rVB 51134 80480 1.87% 0.353%
3 5.714 439 447 457 rBV 1028169 1691478 39.33% 7.415%
4 7.312 711 719 735 rBVY 1102578 1942917 45.18% 8.517%
5 7.694 776 784 794 rBVY 1031363 1773927 41.25% 7.776%

8.170 857 865 877 rVB 182264 321919 7.49% 1.411%
8.493 911 920 929 rBV 705321 1248907 29.04% 5.475%
9.344 1055 1065 1075 rBV 613908 1122860 26.11% 4.922%
10.989 1337 1345 1352 rBV 242500 445614 10.36% 1.953%
13.415 1750 1758 1770 rBV 1672057 2642558 61.45% 11.584%

=
QO ~NO®

11 14.232 1892 1897 1902 rBV 72493 103886 2.42% 0.455%
12 14.790 1985 1992 2001 rBV2 422806 663918 15.44% 2.910%
13 16.276 2238 2245 2262 rBV 1452662 2271302 52.82% 9.957%
14 17.533 2452 2459 2471 rBV 594500 893832 20.78% 3.918%
15 18.385 2599 2604 2613 rBV2 99125 168469 3.92% 0.739%

16 20.124 2894 2900 2912 rBV 3089308 4300389 100.00% 18.852%
17 21.416 3114 3120 3136 rBV 211322 463050 10.77% 2.030%
18 21.822 3182 3189 3200 rBV2 663031 1096772 25.50% 4._.808%

19 22.597 3316 3321 3326 rBvV3 31488 52098 1.21% 0.228%

20 23.320 3438 3444 3449 rBV 37729 65191 1.52% 0.286%

21 24.160 3581 3587 3592 rVB 38594 69552 1.62% 0.305%

22 25.199 3747 3764 3777 rBV3 353447 1148372 26.70% 5.034%

23 26.333 3949 3957 3970 rVB5 27992 85494 1.99% 0.375%
Sum of corrected areas: 22811527
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039636.D

Aca On : 27 Feb 2019 15:59

Operator : JU/SJ

Sample : K1594-40

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039636.D
3000000

2500000
2000000

1500000

5.71 731 769
1000000

8.49 934

500000
8.17 10.99

7

0 e e e e e e

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG039636.D
3000000 20,12

2500000

2000000
13.42

1500000 16.28

1000000

17.53 21.82

500000 14.79

21.42
14.23 18.39 22.60

O B B o B L L L U e e e e e o

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: BG039636.D
3000000

2500000

2000000

1500000

1000000

500000 25.20

23.32 24.16 }\ 26.33

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\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039636.D

Aca On : 27 Feb 2019 15:59

Operator : JU/SJ

Sample : K1594-40

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.29 5.00 ng 80480 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 3-Nitropropanoic acid 119 C3H5N04 000504-88-1 9

Abundance Scan 34 (3.288 min): BG039636.D (-31) (-) m/z 73.15 100.00%
7B
5000 43 /\\\
55 87
39 | 320 340 360
36 49 |58 7 84
Obrrrrrrrprrrrprrr S8 b et ey S e M7z 43.15 44 84%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- J\/\/\MW/
7B
5000 T T
43 320 340  3.60
55 87 m/z 87.15 27.24%
0 2qﬁg 33 39|w 46 50 | 59 6779 | 80
mz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1997: Silane, tetramethyl-
7B
320 340 360
5000 m/z 55.15 25.51%
45
o 262932 37 42 | 5255 59 65 70 |76 80 84 88
mz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2051: 1,3-Dioxolane, 2-methyl- T LR L
7B 320 340  3.60
m/z 45.15 12.83%
5000 43
58 a7
0 “'l“"?ﬁ?ﬁl'“l'“'l”'*lﬁ"v"?ﬁ"w"“l'“' Tt ”"P"'Pl'ﬁ"”l'“ ' ' T b 'N/
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039636.D

Aca On : 27 Feb 2019 15:59

Operator : JU/SJ

Sample : K1594-40

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.69 Concentration Rank 1

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

7.69 110.21 ng 1773930 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 783 (7.688 min): BG039636.D (-776) (-) m/z 132.15 100.00%
13
5000 68
6 e
40 54 62‘ 75 104 7.40 7.60 7.80 8.00
o....,...:I'!.‘.‘?,.'.'..,.-.h.'.',..'.-~.,..f.‘?,....,.'.'..,.1.1.5.,....,-'...,... m/z 68.15 44.13%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.40 7.60 7.80 8.00
78 m/z 134.15 32.06%
31 35 ,, 51
0'“'J“Jhw!'w”'“l'“!i“"w"w"“l'“' SRS SAIS SRR RRA
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

7.40 7.60 7.80 8.00

5000 67 m/z 66.15 30.53%
41 53 97 117
\‘ \ 61 9 g9
0....,?ﬂaiah..ih.n.pﬂjawl.MM“M...4.Ja.,}Pﬁl....\%gﬁ.,H...,..
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e
132 7.40 7.60 7.80 8.00

m/z 69.15 17.99%

5000

33 4 0 g7 105
‘ 51 60 78 86 ‘

L% P b

O e e e e B EREE mE

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039636.D

Aca On : 27 Feb 2019 15:59

Operator : JU/SJ

Sample : K1594-40

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.39 3.77 ng 168469 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 2605 (18.391 min): BG039636.D (-2599) (-) m/z 73.15 100.00%

60 7B
5000 129 213

Jo“v 143157171185 o 18.00 18.20 18.40 18.60 18.80
o m/z 43.15 97 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

18.00 18.20 18.40 18.60 18.80

m/z 60.15 81.84%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
RN R e S A
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 57.15 79.44%
29
143157
o2 L LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43 60 73 18.00 18.20 18.40 18.60 18.80
m/z 55.15 75.77%
29
5000
, 129 242
199
115 143
. |\ LJM 01 15717118571 213506
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60 18.80
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Data Path
Data File

Aca On

Sample
Misc

ALS Vial

Operator : J

K

8

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
BG039636.D
27 Feb 2019 15:59

ussdJ
1594-40

Sample Multiplier: 1

: C:\Database\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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

6 b5-Eicosene, (E)-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.42 8.44 ng 463050 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 Cvcloeicosane 280 C20H40 000296-56-0 95
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
4 1-Docosene 308 C22H44 001599-67-3 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94

Abundance Scan 3121 (21.422 min): BG039636.D (-3114) (-) m/z 57.20 100.00%
43 87
83 o
5000
125 50 21,20 21.40 2160 21.80
o 153168182 208 224 w77 BE 18 98 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55
69 83
4
5000
21.20 21.40 21.60 21.80
1u125 m/z 43.20 91.08%
o 2 139153167 182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127768: Cycloeicosane
4 55
69 83
21.20 21.40 21.60 21.80
5000 m/z 83.15 71.51%
2 125
oL 0 139153168182196210224238252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)- e B R RN AL
4 21,20 21.40 21.60 21.80
m/z 69.15 65.98%
5000
125
o 139153167 182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21,20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG022719\
Data File : BG039636.D

Acq On : 27 Feb 2019 15:59

Operator : JU/SJ

Sample - K1594-40

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_M
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... 3.29 5.0 ng 80480 1 8.17 321919 20.0
unknown? .69 7.69 110.2 ng 1773930 1 8.17 321919 20.0
n-Hexadecanoic acid 18.39 3.8 ng 168469 4 17.53 893832 20.0
5-Eicosene, (E)- 21.42 8.4 ng 463050 5 21.82 1096770 20.0
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