LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100119\
Data File : BG042971.D

Aca On : 1 Oct 2019 17:43

Operator :© JU

Sample : K4946-08

Misc :

ALS Vial : 5 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-BG092519 .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 3.184 9 16 24 rBvV3 90266 225373 6.05% 1.018%
2 3.260 25 29 42 rVB2 64716 120510 3.23% 0.544%
3 5.651 429 436 446 rBV 837045 1407971 37.77% 6.358%
4 7.238 698 706 724 rBV 928655 1700142 45.61% 7.677%
5 7.608 761 769 779 rBV 907296 1559424 41.83% 7.042%

8.072 841 848 857 rBV 243818 438978 11.78% 1.982%
8.395 892 903 913 rBV 641766 1146056 30.74% 5.175%
9.230 1036 1045 1055 rBV 525186 994955 26.69% 4._.493%
10.875 1313 1325 1334 rBV 321725 597996 16.04% 2.700%
13.313 1732 1740 1754 rBVY 1380398 2174214 58.33% 9.818%

=
QO ~NO®

11 14.136 1874 1880 1887 rBV 218599 312567 8.39% 1.411%
12 14.688 1966 1974 1984 rBV 558408 879908 23.61% 3.973%
13 16.174 2219 2227 2242 rBV 1410584 2138739 57.38% 9.658%
14 17.432 2434 2441 2452 rBV 734794 1142116 30.64% 5.157%
15 18.319 2587 2592 2601 rBV 106214 150038 4._.03% 0.678%

16 20.040 2878 2885 2892 rBV 2652109 3727623 100.00% 16.832%
17 21.345 3103 3107 3122 rBV2 122858 360089 9.66% 1.626%
18 21.697 3161 3167 3175 rBvV2 825877 1411412 37.86% 6.373%
19 23.401 3453 3457 3463 rVB3 46853 92188 2.47% 0.416%
20 24.923 3707 3716 3732 rVB2 495433 1519211 40.76% 6.860%

21 26.098 3910 3916 3917 rBV5 30834 46192 1.24% 0.209%

Sum of corrected areas: 22145702
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\

BG042971.D
1 Oct 2019 17:43
Ju
K4946-08
5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000
2000000
1500000
1000000

500000

2418

TIC: BG042971.D

565 7.24 761

8.40

8.07 10.87

0
Time-->

350 400 450 5.00 550 6.00 650 7.00

750 8.00 8.50 9.00 950 10.00 1050 1100 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

13.31

TIC: BG042971.D

24.04

16.17

21.70
17.43
14.69

14.14 21.34

18.32

05
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

2500000

2000000

1500000

1000000

500000

23.40
A\

TIC: BG042971.D

24.92

26.10

o5

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\BG100119\
Data File : BG042971.D

Aca On 1 Oct 2019 17:43

Operator :© JU

Sample - K4946-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Pentene, 2-methyl- Concentration Rank 3

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

3.18 10.27 ng 225373 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 50
4 Cvclobutanecarbonitrile. 3.3-dim... 109 C7H11N 053783-86-1 43
5 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 42

Abundance Scan 15 (3.178 min): BG042971.D (-9) (-) m/z 56.10 100.00%
5¢.1
84.0
5000
3.20 3.30 3.40 3.50 3.60
) — ‘,1.-1 a 1381 2070 2481 2900 3481 Th7z 84.05  67.25%
m/z--> 50 100 150 200 250 300 350
Abundance #1455: Cyclohexane
56.0 g4.0
5000 NS U LU IURUA IR
3.20 3.30 3.40 3.50 3.60
m/z 41.10 52 .45%
27.0
0 L s A
m/z--> 50 100 150 200 250 300 350
Abundance #1478: 1-Pentene, 2-methyl-
56.0
3.20 3.30 3.40 3.50 3.60
5000{ 27.0 m/z 55.10 43.31%
84.0
0|‘||||J|J||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #1472: Cyclobutane, ethyl-
56.0 3.20 3.30 3.40 3.50 3.60
m/z 39.10 25.82%
5000
28.0
OII”IJIJII8I4'IOIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 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\BG100119\
Data File : BG042971.D

Aca On 1 Oct 2019 17:43

Operator :© JU

Sample - K4946-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 4

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

3.26 5.49 ng 120510 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 10
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
5 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 9

Abundance Scan 29 (3.260 min): BG042971.D (-25) (-) m/z 73.05 100.00%
74.0

-

5000
390 ‘ | 3.20 3.30 3.40 3.50 3.60 3.70
oﬁ_rrmrﬁl..,....,..%9?}....,...., 3958 40301 Tz 43.10 34.27%
m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

3.20 3.30 3.40 3.50 3.60 3.70
m/z 55.10 30.92%

T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8379: 3-Pentanol, 2,4-dimethyl-

o
+
p—
1<
~
w N
o

3.20 3.30 3.40 3.50 3.60 3.70

5000 m/z 87.05 26.70%
410
o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #734: N-Ethylformamide
30.0 3.203.30 3.40 3.50 3.60 3.70
730 m/z 71.10 11.60%
5000
0.¢J.,....,....,....,....,....,....,....,.
m/z--> 0 50 100 150 200 250 300 350 400 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042971.D

Aca On 1 Oct 2019 17:43

Operator :© JU

Sample - K4946-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.61 Concentration Rank 1

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

7.61 71.05 ng 1559420 1,4-Dichlorobenzene-d4 8.07
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 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22

Abundance Scan 769 (7.608 min): BG042971.D (-761) (-) m/z 132.00 100.00%
132.0
5000 68.1
w0 || % - 720 Th 7E0 7o 550
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 ARARRARAS RARR RSN
7.20 7.40 7.60 7.80 8.00
70.0 m/z 134.00 34 .65%
31 0 I
c””.”.”Js”.””...””.”.””.”.””.”.””.”.””.”.””
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
60 750 790 760 780 500
5000 m/z 66.10 33.81%
31.0
O'AMLmthHHPHWH"“W““v“'““'“'““'“'““'HW““V“W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 /\
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R Ram o e
132.0 720 7.0 7.60 7.80 8.00
m/z 69.10 20.89%
5000
67.0
onfiﬂhmﬁkﬁ.m”...””.”w””.”.””.”.””.”w””“”q””, SRR U S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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\BG100119\
Data File : BG042971.D

Aca On 1 Oct 2019 17:43

Operator :© JU

Sample - K4946-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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.
18.32 2.63 ng 150038 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Undecanoic acid 186 C11H2202 000112-37-8 50

Abundance Scan 2592 (18.319 min): BG042971.D (-2587) (-) m/z 73.10 100.00%

73.1

43.0

5000

18.00 18.20 18.40 18.60

0 m/z 43.05 78.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0
18.00 18.20 18.40 18.60
213.0 m/z 60.10 73.93%
| 157.0 185.0
Ol il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
430 | 730
18.00 18.20 18.40 18.60
5000 m/z 55.05 67.25%
129.0
214.0
| WA
bl A bl i b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 18.00 18.20 18.40 18.60
m/z 57.10 64 .86%
5000 129.0
0 .1.5.?. ‘a‘. .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042971.D

Aca On 1 Oct 2019 17:43

Operator :© JU

Sample - K4946-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 6 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.34 5.10 ng 360089 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 3106 (21.339 min): BG042971.D (-3103) (-) m/z 57.05 100.00%
57.0
97.1
5000
21.00 21.20 21.40 21.60
ob— m/z 43.10 86 .44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
430 97.0
5000 LA BN SRR
21.00 21.20 21.40 21.60
m/z 55.10 82.47%
\ {390 82.0 266.0
Ot '|!”'*V'%'xlggﬁql"7'|""|""|""|
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0 21.00 21.20 21.40 21.60
5000 m/z 97.10 73.19%
o159 | | ‘ | 1490 1960 290 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0 21.00 21.20 21.40 21.60
97.0 m/z 83.10 68.68%
5000
169.0
5o | 4| | jsduo ) 2100 550 406.0
m/z--> 50 100 150 200 250 300 350 400 ' 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100119\
Data File : BG042971.D

Acq On : 1 Oct 2019 17:43

Operator : JU

Sample - K4946-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.18 10.3 ng 225373 1 8.07 438978 20.0
Butane, 2-methoxy... 3.26 5.5 ng 120510 1 8.07 438978 20.0
unknown7 .61 7.61 71.0 ng 1559420 1 8.07 438978 20.0
n-Hexadecanoic acid 18.32 2.6 ng 150038 4 17.43 1142120 20.0
1-Nonadecene 21.34 5.1 ng 360089 5 21.70 1411410 20.0
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