LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041717.D

Aca On 18 Jul 2019 19:43

Operator : HP/JU

Sample : K3834-14

Misc :

ALS Vial : 11 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-BG071519.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 3.201 13 19 35 rvB 1177759 2371022 29.70% 5.662%
2 5.610 422 429 438 rBV 873014 1390237 17.42% 3.320%
3 7.197 692 699 710 rBV 540165 972847 12.19% 2.323%
4 7.579 755 764 776 rBV 1634441 2864135 35.88% 6.839%
5 8.049 836 844 852 rBV 414941 713723 8.94% 1.704%

8.372 889 899 910 rBV 1640799 2800415 35.08% 6.687%
9.200 1031 1040 1051 rBV 1243958 2296279 28.77% 5.483%
10.851 1313 1321 1329 rBV 561042 985189 12.34% 2.352%
13.295 1729 1737 1747 rBV 3363956 5466320 68.48% 13.053%
14.112 1870 1876 1881 rBV 132860 208037 2.61% 0.497%

=
QO ~NO®

11 14.664 1959 1970 1983 rBV2 846471 1481362 18.56% 3.537%
12 15.393 2088 2094 2102 rBV 1028576 1434004 17.96% 3.424%
13 16.139 2214 2221 2237 rBV 2647709 4228532 52.97% 10.097%
14 17.396 2428 2435 2443 rBV 1208689 1791724 22.44% 4.278%
15 18.284 2581 2586 2595 rBV 79114 138163 1.73% 0.330%

16 20.005 2872 2879 2891 rVB 5722483 7982853 100.00% 19.062%
17 21.315 3097 3102 3121 rBV3 101779 350475 4_.39% 0.837%
18 21.644 3151 3158 3167 rBV2 1194823 2032195 25.46% 4 _.853%
19 22.479 3296 3300 3307 rBv4 46558 91394 1.14% 0.218%
20 23.172 3414 3418 3426 rVB 61019 120545 1.51% 0.288%

21 23.983 3550 3556 3562 rVB3 57236 119653 1.50% 0.286%
22 24.841 3692 3702 3712 rBV2 727994 2039777 25.55% 4.871%

Sum of corrected areas: 41878881
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\

BG041717.D

18 Jul 2019 19:43

HP/JU

K3834-14

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

5000000

4000000

3000000

2000000

3.20
1000000

TIC: BG041717.D

7.58 8.37

5.61

7.20 10.85

8.05

0
Time-->

3.50 400 450 500 550 600 6.50 7.00

L o o e o B e e I e s B LB B s
750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance

5000000

4000000

3000000

2000000

1000000

13.30

TIC: BG041717.D
20.01

16.14

17.40 21.64

14.66 15.39

1411 18.28 21.32 22.48

05
Time-->

A A
LI I e e e e L B O e N D e I B B B B B B e B

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

5000000

4000000

3000000

2000000

1000000

23.

TIC: BG041717.D

24.84

17 23.98

o=
23.00

Time-->

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\BGO71819\
Data File : BG041717.D

Aca On 18 Jul 2019 19:43

Operator : HP/JU

Sample : K3834-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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.

3.20 66 .44 ng 2371020 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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (3.201 min): BG041717.D (-13) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
ol e e e 2% Tm/z 43.10 43.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUAS AR U AR RARAE RS
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 29.34%
'”I'd'Wd"'P"'I”"I'”'I"”I"'W""P"'I”"
m/z--> 20 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
4 g 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.05 26.38%
29
'}?P"'I”"I'”'I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.47%
5000 43
58
29 ‘ 87
i A
m/z--> 20 4'0 60 80 100 120 140 160 180 200 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\BGO71819\
Data File : BG041717.D

Aca On 18 Jul 2019 19:43

Operator : HP/JU

Sample : K3834-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 80.26 ng 2864140 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 764 (7.579 min): BG041717.D (-755) (-) m/z 132.00 100.00%
132
5000 68
40 54 % 7.20 7.40 7.60 7.80 8.00
Th 2 2 Tm/z 68.10  42.29%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL IR LU LI
7.20 7.40 7.60 7.80 8.00
m/z 134.00 34 .36%
31
'ﬁﬂlw'l'!'j?“"lj"w""|'”'|"'w""|'”'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 28.25%
97
‘ ‘ 117
IIII‘I‘III\I \H H“::‘:‘ |]|-O|7||‘|||H|||||||||||||||||||||
m/z--> 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl e e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.10 17.43%
5000 9g 116
o ,...M‘,u...“,.ut. ,m..kk,..“u S R }??II . /AN A S
m/z--> 40 60 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041717.D

Aca On 18 Jul 2019 19:43

Operator : HP/JU

Sample : K3834-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Diethyltoluamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.39 19.36 ng 1434000 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 96
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 93
3 3-(4-MethvlbenzovDacrvlic acid 190 C11H1003 020972-36-5 78
4 1-Valine. N-(p-toluovD)-. methvl... 249 C14H19NO3 1000299-64-7 64
5 Benzamide, N-(1,1-dimethylethyl)... 191 C12H17NO 042498-32-8 58
Abundance Scan 2094 (15.393 min): BG041717.D (-2088) (-) m/z 119.00 100.00%
119
5000 o1 190
65 APNALL IS BN BN
39 162 176 15.00 15.20 15.40 15.60 15.80
Oy S L 77 ) 205 | 132 148 102 176 1 - m/z 190.10 45.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53785: Diethyltoluamide
119
5000 91 190 AL SRR SRR BRI B
15,00 15,20 15.40 15.60 15.80
65 m/z 91.10 39.23%
203 51 | 77 | 105 | 133 148 162 176
miz--> 20 40 60 80 100 120 140 160 180
Abundance #53813: Benzamide, N,N-diethyl-4-methyl-
119
15.00 15.20 15.40 15.60 15.80
5000 m/z 191.10 17.62%
oL 190
65
425 | 77 | 105 | 136148 162 176 h
miz--> %4 60 80 100 120 140 160 180
Abundance #52839: 3-(4-Methylbenzoyl)acrylic acid T R
119 15.00 15.20 15.40 15.60 15.80
m/z 65.10 14 .40%
5000 91
65 190
w27 5 | 7 ) | 131 145 162974
m/z--> 20 40 60 80 100 120 m ﬁ01% ' 15.00 15,20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041717.D

Aca On 18 Jul 2019 19:43

Operator : HP/JU

Sample : K3834-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 1-Nonadecene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2132 3.45ng 350475  Chrysene-di2 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Nonadecere 266 Cl1oH38 018435-45-5 93

959261-23-5 93
031035-07-1 92
959085-66-6 91
959261-25-7 91

2 Heptafluorobutvric acid. pentade... 424 C19H31F702
3 9-Nonadecene 266 C19H38

4 Heptadecvl heptafluorobutvrate 452 C21H35F702
5 Pentafluoropropionic acid, octad... 416 C21H37F502

Abundance Scan 3103 (21.321 min): BG041717.D (-3097) (-) m/z 57.10 100.00%
57
83
5000
21,00 21.20 21.40 21.60
32154 181 215 243 282 , : ' '
44, m/z 43.10 89.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43 9
69
5000 LA L L L L L B LB LB |
21.00 21.20 21.40 21.60
125 m/z 55.10 71.30%
15 | L 4154 182 210 238 266
. T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83 S
21.00 21.20 21.40 21.60
5000 11 m/z 83.10 65.39%
29 ‘ 169
210
s T, 20 e ae
m/z--> 50 100 150 200 250 300 350 400
Abundance #115903: 9-Nonadecene R B e
55 21.00 21.20 21.40 21.60
83 m/z 97.10 60.79%
5000{ g
111
266
.y ,.].EY,{xJ??Q-%§7.. S S N [ e =20 b
m/z--> 50 100 150 200 250 300 350 400 21. OO 21 20 21. 40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO71819\
Data File : BG041717.D

Acq On 18 Jul 2019 19:43

Operator : HP/JU

Sample - K3834-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.20 66.4 ng 2371020 1 8.05 713723 20.0
unknown7 .58 7.58 80.3 ng 2864140 1 8.05 713723 20.0
Diethyltoluamide 15.39 19.4 ng 1434000 3 14.66 1481360 20.0
1-Nonadecene 21.32 3.5 ng 350475 5 21.64 2032200 20.0
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