LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG100119\
Data File : BG042973.D

Acq On 1 Oct 2019 19:00

Operator : JU

Sample . K4946-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\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 height area % max. total
1 3.176 9 15 25 rBv 100060 221243 3.98% 0.790%
2 3.258 25 29 38 rvB 90146 148172 2.66% 0.529%
3 5.656 429 437 449 rBV 1102980 1860906 33.45% 6.647%
4 7.242 696 707 721 rBV 1246355 2205365 39.64% 7.877%
5 7.606 761 769 780 rBV 1192780 2069246 37.19% 7.391%

8.070 841 848 856 rBV 220392 378940 6.81% 1.353%
8.394 894 903 913 rBvV 900191 1573282 28.28% 5.619%
1037 1045 1053 rBV 717234 1323651 23.79% 4.728%
10.873 1318 1325 1334 rBV 275368 498601 8.96% 1.781%
13.311 1733 1740 1752 rBV 1966058 3103509 55.78% 11.085%

=
QO ~NO®
©
N
N
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11 14.140 1874 1881 1886 rBV 317482 468043 8.41% 1.672%
12 14.686 1965 1974 1982 rBV 472578 767089 13.79% 2.740%
13 16.173 2220 2227 2240 rBV 1995288 3066713 55.12% 10.954%
14 17.430 2434 2441 2450 rBV2 672275 1041617 18.72% 3.720%
15 18.317 2588 2592 2602 rBV 140755 206972 3.72% 0.739%

16 20.039 2879 2885 2894 rBV 4116786 5563426 100.00% 19.871%
17 21.349 3103 3108 3128 rBV3 216062 573365 10.31% 2.048%
18 21.702 3161 3168 3181 rBV 786720 1345764 24.19% 4._.807%
19 23.212 3420 3425 3431 rVB5 42466 81996 1.47% 0.293%
20 24.016 3559 3562 3573 rVB2 46900 92221 1.66% 0.329%

21 24.927 3707 3717 3732 rVB2 461592 1407195 25.29% 5.026%

Sum of corrected areas: 27997316
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100119\
Data File : BG042973.D

Acqg On : 1 Oct 2019 19:00

Operator : JU

Sample : K4946-11

Misc :

ALS Vvial :© 7 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

Abundance TIC: BG042973.D
4000000

3000000

2000000

7.24 761
1000000 8.39

10.87
33186 8.07
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Time--> 3.50 4.00 A4. 50 5. OO 5. 50 6. OO 6.50 7.00 7.50 8.00 8.50 9. OO 9. 50 10 00 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG042973.D
4000000 20.04

3000000

2000000, 1331 16.17

1000000 21.70

17.43
14.69
14.14
18.32 21.35

L0 o e AL e e o i N ML B i O LI A R AR

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: BG042973.D
4000000

3000000
2000000

1000000
24.93

2321 24.02 ]\
T T T T T e T T T e e e T e e e e

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\HPCHEM1\BNA G\Data\BG100119\
Data File : BG042973.D

Acq On : 1 Oct 2019 19:00

Operator :© JU

Sample - K4946-11

Misc :

ALS Vial : 7 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

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.

3.26 7.82 ng 148172 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 38
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 9

Abundance Scan 29 (3.258 min): BG042973.D (-25) (-) m/z 73.05 100.00%
73
5000 43
55 87
147 007 3.20 3.30 3.40 3.50 3.60 3.70
el 207 Tnyz 43.10  49.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
43 S 3.20 3.30 3.40 3.50 3.60 3.70
- 87 m/z 55.10 28.62%
"wm”wh'“|'*“l“'}WV'W"”l'”'l“"w"w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87
3.20 3.30 3.40 3.50 3.60 3.70
5000 41 55 m/z 87.10 26.75%
29 ‘
O 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7506: 2-Methyl-5-hexen-3-ol
7B 3.20 3.30 3.40 3.50 3.60 3.70
55 m/z 71.10 12_.57%
43
5000
27
'}?P"'I”"I'”'I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG100119\
Data File : BG042973.D

Acq On : 1 Oct 2019 19:00

Operator :© JU

Sample - K4946-11

Misc :

ALS Vial : 7 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

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.

7.61 109.21 ng 2069250 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 770 (7.612 min): BG042973.D (-761) (-) m/z 132.00 100.00%
132
5000 68
40 54 ¥ 720 7.40 7.60 7.80 8.00
O 2 22 28 Tm/z 68.10  43.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 P
7.20 7.40 7.60 7.80 8.00
33 o 105 m/z 134.00 32.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

7.20 7.40 7.60 7.80 8.00

5000 m/z 66.10 31.83%
63
142639 3 77 P W6 |
L St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14491: 5-Aminoindole o e
132 7.20 7.40 7.60 7.80 8.00

m/z 69.10 20.36%

5000
104

66
14 26 39 °1 991 |116 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG100119\
Data File : BG042973.D

Acq On : 1 Oct 2019 19:00

Operator :© JU

Sample - K4946-11

Misc :

ALS Vial : 7 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

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 3.97 ng 206972 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2592 (18.317 min): BG042973.D (-2588) (-) m/z 73.05 100.00%
5000 129
213
97
tn 256 18.00 18.20 18.40 18.60
al2s | dos | L am302 s a3 45 o7.15%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
41
5000 129
83 18.00 18.20 18.40 18.60
157 1g5 213 256 m/z 60.10 86.25%
2|"||l|||||l|llllllll||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 | 73
18.00 18.20 18.40 18.60
5000 129 m/z 57.10 74.97%
97 199 242
157
15 |l ’JH M il .{,‘. 180 L 223 -{. S
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid
73 18.00 18.20 18.40 18.60
43 m/z 55.05 71.57%
5000 129
185
H 97 228
15 \’, I L JH,.W N A -
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG100119\
Data File : BG042973.D

Acq On : 1 Oct 2019 19:00

Operator :© JU

Sample - K4946-11

Misc :

ALS Vial : 7 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

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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.35 8.52 ng 573365 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Cyclotetracosane 336 C24H48 000297-03-0 90
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
4 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 87
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 87
Abundance Scan 3108 (21.349 min): BG042973.D (-3103) (-) m/z 57.10 100.00%
97
83
5000
111
139 21.00 21.20 21.40 21.60
it 1 | .“J.- 8121123026729 341 49 | ‘m/z 55.05 94.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83
21.00 21.20 21.40 21.60
111 m/z 43.10 88.38%
1 139167 196 224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #174179: Cyclotetracosane
43
83
21.00 21.20 21.40 21.60
5000 m/z 83.05 64 .50%
111
“ ‘ | l 139167 196 224250 279 308 336

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester R e ERRER R
57 21.00 21.20 21.40 21.60
97 m/z 97.10 58.24%
5000
125
29 169
Ll l L .| 106224252 297 448
B L B s o o e
m/z--> 50 100 150 200 250 300 350 400 450 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 : BG042973.D

Acq On 1 Oct 2019 19:00

Operator : JU

Sample . K4946-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.26 7.8 ng 148172 1 8.07 378940 20.0
unknown7 .61 7.61 109.2 ng 2069250 1 8.07 378940 20.0
n-Hexadecanoic acid 18.32 4.0 ng 206972 4 17.43 1041620 20.0
17-Pentatriacontene 21.35 8.5 ng 573365 5 21.70 1345760 20.0
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