LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100319\

Data File : BG043024.D

Aca On : 4 Oct 2019 4:22 Instrument :
Operator : JU BNA_G

Sample - K5181-04 ClientSampleld :
Misc - SOUTH-AVENUE-4-ABCD
ALS Vial : 14 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 3.176 8 15 24 rBvV2 84752 186947 5.20% 0.877%
2 3.258 24 29 36 rvB 81513 134757 3.75% 0.632%
3 5.649 428 436 451 rBV 831978 1387044 38.60% 6.507%
4 7.236 697 706 720 rBV 895985 1650728 45.94% 7.744%
5 7.606 761 769 778 rBV 897635 1563147 43.50% 7.333%

8.064 841 847 855 rBV 239049 415996 11.58% 1.952%
8.393 894 903 911 rBV 679380 1193017 33.20% 5.597%
1035 1045 1053 rBV 523349 979313 27.26% 4.594%
10.872 1316 1325 1335 rBV 296384 560050 15.59% 2.627%
13.311 1733 1740 1752 rBV 1464870 2251730 62.67% 10.563%

=
QO ~NO®
©
N
N
\l

11 14.133 1873 1880 1887 rBV 153692 228631 6.36% 1.073%
12 14.686 1966 1974 1986 rBV 518406 842811 23.46% 3.954%
13 16.172 2220 2227 2238 rBV 1291707 2012806 56.02% 9.443%
14 17.429 2434 2441 2452 rBV 691137 1063124 29.59% 4_987%
15 18.317 2585 2592 2601 rBV 99074 154280 4.29% 0.724%

16 20.038 2878 2885 2897 rBV 2620231 3593089 100.00% 16.856%
17 21.348 3103 3108 3129 rBv4 86804 363378 10.11% 1.705%
18 21.695 3160 3167 3179 rBvV 739834 1295767 36.06% 6.079%
19 23.199 3419 3423 3429 rVB6 29215 51095 1.42% 0.240%
20 24.915 3706 3715 3730 rVB 445701 1388712 38.65% 6.515%

Sum of corrected areas: 21316422
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043024.D

Aca On : 4 Oct 2019 4:22

Operator : JU

a?ggle : K5181-04 SOUTH-AVENUE-4-ABCD
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043024.D
2500000

2000000

1500000

1000000 7.24 7.61
8.39

500000
8. 06 10. 87

33186

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG043024.D
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20.04

2000000

1500000 13.31
16.17

1000000

21.70
17.43

500000 14.69
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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: BG043024.D

2500000

2000000

1500000

1000000

500000 24.91

23.20
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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\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043024.D

Aca On : 4 Oct 2019 4:22

Operator : JU

a?ggle : K5181-04 SOUTH-AVENUE-4-ABCD
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 Cyclopentane, methyl- Concentration Rank 3

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

3.18 8.99 ng 186947 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 90
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 59
3 Iron pentacarbonvl 196 C5Fe05 013463-40-6 56
4 2-Amino-oxazole 84 C3H4N20 004570-45-0 47
5 Cyclobutane 56 C4HS8 000287-23-0 46

Abundance Scan 16 (3.181 min): BG043024.D (-8) (-) m/z 56.10 100.00%
96
84
5000
3.20 3.30 3.40 3.50 3.60
o 28 7z 84.05 66.25%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1455: Cyclohexane
%6 84
5000 A IUNRA UL AR IR R
3.20 3.30 3.40 3.50 3.60
- m/z 41.10 56.86%
0"I"'l""l""l""l"" [rrrrfrrr T
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1494: Cyclopentane, methyl-
56
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.05 32.12%
28| | g4
0"'l"l"'l'l""l""l"" [rrrrfrrr T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #58382: Iron pentacarbonyl
56 3.20 3.30 3.40 3.50 3.60
84 m/z 69.10 28.71%
5000
112, 1168 196
or——r—————— 77— B AR aa e e S S
m'z-> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043024.D

Aca On : 4 Oct 2019 4:22

Operator : JU

a?ggle : K5181-04 SOUTH-AVENUE-4-ABCD
ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG092519_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown3.26 Concentration Rank 4

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

3.26 6.48 ng 134757 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 45
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 29 (3.258 min): BG043024.D (-24) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| 924 3.203.30 3.40 3.50 3.60 3.70
ot i e e e e e m/z 43.10 38.68%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
43 25 3.203.30 3.40 3.50 3.60 3.70
87 m/z 87.10 26 .89%
0'I"”I'm'¢'”'I”{'Il'}?k"""P"W"""”I"”I'”
m/z--> 0 20 60 80 100 120 140 160 180 200 220
Abundance #1995: Silane, tetramethyl-
73
3.203.30 3.40 3.50 3.60 3.70
5000 m/z 55.10 26.51%
43
o2 L P )l 5o | 88
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.203.30 3.40 3.50 3.60 3.70
m/z 45.10 9.43%
5000 43 b
58
[o) I— .U‘.. P
m/z--> ) 20 4'0 60 80 100 120 140 160 180 200 220 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043024.D

Aca On : 4 Oct 2019 4:22

Operator : JU

a?ggle : K5181-04 SOUTH-AVENUE-4-ABCD
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 unknown7.61 Concentration Rank 1

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

7.61 75.15 ng 1563150 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 770 (7.612 min): BG043024.D (-761) (-) m/z 132.00 100.00%
5000 68
40 _ 54 75 %6 720 740 7.60 7.80 8.00
104 . ) . ) :
ol 408 85 113 m/z 68.10 40.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR U L
7.20 7.40 7.60 7.80 8.00
31 4, 51 78 m/z 134.00 33.34%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
720 740 7.60 7.80 8.00
5000 m/z 66.10 30.35%
J 15 28 3 = 6 77 90 104
iz B 20 B b B B T B 80 1% 110 130 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.46%
5000
69
57
‘ ‘ 6 g9 103
0'W'“W'”'P“jW”wﬁ“'ﬁM'PJJP'”M'mIM”IyﬁI““I'” N L R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043024.D

Aca On : 4 Oct 2019 4:22

Operator : JU

a?ggle : K5181-04 SOUTH-AVENUE-4-ABCD
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.32 2.90 ng 154280 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2593 (18.323 min): BG043024.D (-2585) (-) m/z 73.00 100.00%

73

5000

18.00 18.20 18.40 18.60
m/z 60.00 82.92%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43 73

A TN
LI I I L

5000 T
18.00 18.20 18.40 18.60
21 m/z 55.10 77.03%
157185
0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
43,73

18.00 18.20 18.40 18.60
m/z 41.10 76.25%

5000
241 284
O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid
4 18.00 18.20 18.40 18.60
m/z 43.05 75.70%
5000
ol 151 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043024.D

Aca On : 4 Oct 2019 4:22

Operator : JU

a?ggle : K5181-04 SOUTH-AVENUE-4-ABCD
ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\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 Trifluoroacetoxy hexadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.35 5.61 ng 363378 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
4 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 87
5 Dichloroacetic acid, 4-hexadecyl... 352 C18H34C1202 1000282-98-1 87

Abundance Scan 3108 (21.348 min): BG043024.D (-3103) (-) m/z 57.10 100.00%
87 83
5000
RSN BRI BRI B
y 140 167189209 281 21.00 21.20 21.40 21.60
ol 2 ,‘I 236 o I m/z 43.15 98.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 RSN BRI BRI B
21.00 21.20 21.40 21.60
29 125 m/z 55.10 89.89%
NEERY L)L s ez w9 m
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83 LU BRI BRI UL
21.00 21.20 21.40 21.60
5000 111 m/z 83.10 78 .38%
29 169
0 J ! l‘ ‘ | hl3|9. l ) ZJM-O 255 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester
4 21.00 21.20 21.40 21.60
83 m/z 69.10 73.71%
5000
111
ol A ‘ dl b J\1319. 182 210
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\HPCHEMI1\BNA_G\DATA\BG100319\

Data File : BG043024.D

Acq On : 4 Oct 2019 4:22

Operator : JU

a?ggle - K5181-04 SOUTH-AVENUE-4-ABCD
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
Cyclopentane, met... 3.18 9.0 ng 186947 1 8.06 415996 20.0
unknown3.26 3.26 6.5 ng 134757 1 8.06 415996 20.0
unknown7 .61 7.61 75.2 ng 1563150 1 8.06 415996 20.0
n-Hexadecanoic acid 18.32 2.9 ng 154280 4 17.43 1063120 20.0
Trifluoroacetoxy ... 21.35 5.6 ng 363378 5 21.70 1295770 20.0
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