LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043681.D

Aca On : 18 Nov 2019 20:13

Operator :© JU

Sample - K5833-02

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-BG102119.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 3.154 7 11 24 rVB 54479 96121 5.13% 1.079%
2 5.098 337 342 353 rBV 68228 108654 5.80% 1.219%
3 5.586 417 425 443 rBV 305203 547070 29.19% 6.140%
4 7.190 689 698 709 rBV 312141 610764 32.59% 6.855%
5 7.537 748 757 767 rBV 343477 613231 32.72% 6.883%
6 7.989 827 834 844 rBV 90801 163935 8.75% 1.840%
7 8.318 882 890 902 rBV 266725 490841 26.19% 5.509%
8 9.158 1026 1033 1053 rBV 159956 352284 18.80% 3.954%
9 10.798 1305 1312 1321 rBV 88538 191151 10.20% 2.145%
10 13.248 1722 1729 1742 rBV 537051 941496 50.24% 10.567%
11 14.082 1864 1871 1883 rBvV2 41164 90638 4.84% 1.017%

12 14.622 1956 1963 1978 rBV 193519 332025 17.72% 3.727%
13 16.115 2210 2217 2233 rBV 424342 810948 43.28% 9.102%
14 17.372 2424 2431 2448 rBV 230402 426582 22.76% 4._.788%
15 19.981 2869 2875 2890 rBV 1354129 1873924 100.00% 21.032%

16 21.279 3092 3096 3105 rBVS8 19972 60621 3.23% 0.680%
17 21.638 3150 3157 3165 rBV2 279968 548443 29.27% 6.156%
18 22.413 3284 3289 3295 rBV5 12589 23498 1.25% 0.264%
19 23.089 3399 3404 3409 rBV5 15061 26122 1.39% 0.293%

20 24.816 3688 3698 3710 rBV 200785 601408 32.09% 6.750%

Sum of corrected areas: 8909756
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043681.D

Aca On : 18 Nov 2019 20:13

Operator :© JU

Sample - K5833-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043681.D
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Abundance TIC: BG043681.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043681.D

Aca On : 18 Nov 2019 20:13

Operator :© JU

Sample - K5833-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 4

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

3.15 11.73 ng 96121 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 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 12
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 9
5 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9

Abundance Scan 10 (3.148 min): BG043681.D (-7) (-) m/z 73.10 100.00%

73
5000 43
55 87

320 330 340 3.50 3.60
N RPN W NN BN m/z 43.10 43.02%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
B

5000 LI L N L L L L L LLL BL
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 28.77%
29
W 35 1] | 67 )] 80 |
e o L = == e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl-
3

3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 28.05%

43
oL 2 15 2935 || 535965 | 79 68
e T e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance : i i i

L
#4224: Boronic acid, ethyl-, dimethy! ester R e o AR
3 320 3.30 3.40 3.50 3.60

m/z 45.10 12.18%

5000 43
15
ol 2 232% 37 || 49 57 67 | 79 87 95 102

m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.20 3.30 3. 40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043681.D

Aca On : 18 Nov 2019 20:13

Operator :© JU

Sample - K5833-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3

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

5.10 13.26 ng 108654 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 342 (5.098 min): BG043681.D (-337) (-) m/z 43.10 100.00%
43
59
5000
101 S B S
480 5.00 5.20 5.40
O Ol 73 8 w/z 59.10  67.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A LR UL
480 5.00 5.20 5.40
59 m/z 101.10 25.71%
|| 83 101
0...,....,..:.,.§§Hﬂ:..?%.n.,..§?,.zq .n..?%...,....,”..,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.10 15.52%
101
ol 15 3 | 518 e g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13680: 3-Heptanol, 4-methyl-
59 480 5.00 5.20 5.40
m/z 41.10 10.17%
5000
27 41
83 101
R A N L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043681.D

Aca On : 18 Nov 2019 20:13

Operator :© JU

Sample - K5833-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.54 Concentration Rank 1

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

7.54 74.81 ng 613231 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 758 (7.543 min): BG043681.D (-748) (-) m/z 132.00 100.00%
132
5000 68 A\
96 AN SRR R LS R
40 o 54 ool ° & | 104 7.20 7.40 7.60 7.80
OH.W.HIM.”;H.W:mh“Jh,”.W.H.Pw”,”.w.”.pb”,”. m/z 68.10 40.80%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.20 7.40 7.60 7.80
31 70 m/z 134.10 33.85%
. 4051 €0 | 77 s | 105 116
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
89 o 7.20 740 7.60 7.80
5000 m/z 66.10 29.96%
78
31 35 ,, 51
0'”'J”Jhﬁl'WH'”I'”li“"P"W"”I'“'I”"P"W AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132 7.20 7.40 7.60 7.80
m/z 69.10 18.47%
5000
69
39 > ‘ 89 103 ‘
0....,...jﬂﬂ.ﬁ?qwntklﬁéu.,.J.l,...Jp..J.,JN..,}}E,...., e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043681.D

Aca On : 18 Nov 2019 20:13

Operator :© JU

Sample - K5833-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 10-Cyclohexylnonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.28 2.21 ng 60621 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Cvclohexvlnonadecane 350 C25H50 1000357-25-5 58
2 Eicosane. 9-cvclohexvl- 364 C26H52 004443-61-2 58
3 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 58
4 17-Pentatriacontene 491 C35H70 006971-40-0 49
5 1-Hentetracontanol 593 C41H840 040710-42-7 46
Abundance Scan 3096 (21.279 min): BG043681.D (-3092) (-) m/z 57.10 100.00%
g7
83
5000
3 111 207 281 N —
| | \ | 139 168 I l 341 21.00 21.20 21.40 21.60
/I R 10 1 N 1 Y A m/z 55.10 80.83%
m/z--> 50 100 150 200 250 300 350
Abundance #184203: 10-Cyclohexylnonadecane
g5 83
5000 LU AN BRI DU
21.00 21.20 21.40 21.60
29 1”-139 293 266 m/z 83.10 76.98%
0 || i -L Ii W l|1§7 194 || | 350
m/z--> 50 100 150 200 250 300 350
Abundance #193368: Eicosane, 9-cyclohexyl-
947
83
21.00 21.20 21.40 21.60
5000 m/z 71.10 62.18%
111
oL L i L 113 167105 29005 281 20 a0
m/z--> 50 100 150 200 250 300 350
Abundance #104193: Dodecane, 6-cyclohexyl-
57 21.00 21.20 21.40 21.60
83 m/z 69.10 52.36%
5000
1
1 M L
0.“.&“.. .“l.‘.J‘.l3.9|.‘.a‘.|....l....l....l..
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111819\
Data File : BG043681.D

Acq On : 18 Nov 2019 20:13

Operator : JU

Sample - K5833-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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... 3.15 11.7 ng 96121 1 7.99 163935 20.0
2-Pentanone, 4-hy... 5.10 13.3 ng 108654 1 7.99 163935 20.0
unknown? .54 7.54 74.8 ng 613231 1 7.99 163935 20.0
10-Cyclohexylnona... 21.28 2.2 ng 60621 5 21.64 548443 20.0
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