LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108811.D

Aca On : 6 Sep 2018 8:31 Instrument :
Operator : JU/SJ BNA_F

Sample  : J4724-05 UGl
Misc i EP1-SUT-UST-04
ALS Vial : 29 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 F\METHODS\8270-BF090518 .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 4.937 438 442 452 rVB 135185 176457 3.80% 0.420%
2 5.348 507 512 515 rBVY 4144582 3900746 83.99% 9.277%
3 6.366 680 685 692 rBY 3918288 4225397 90.98% 10.049%
4 6.507 704 709 712 rBVY 4148736 4153199 89.43% 9.877%
5 6.737 744 748 751 rBVY 2130559 1660715 35.76% 3.950%
6 6.895 771 775 778 rBVY 3780660 3289784 70.84% 7.824%
7 7.295 838 843 846 rBY 2896793 2562091 55.17% 6.093%
8 8.019 962 966 969 rBVY 2471378 2102369 45.27% 5.000%
9 9.095 1144 1149 1152 rBvY 5364885 4644100 100.00% 11.045%
10 9.219 1167 1170 1173 rVB 326154 263326 5.67% 0.626%

11 9.483 1211 1215 1218 rBV 1642955 1344343 28.95% 3.197%
12 9.766 1259 1263 1267 rBV2 2525011 2145708 46.20% 5.103%
13 10.548 1392 1396 1399 rBV 2715017 2262347 48.71% 5.380%
14 11.242 1510 1514 1516 rBV 2307850 1783322 38.40% 4.241%
15 11.266 1516 1518 1521 rVB 199192 154075 3.32% 0.366%

16 11.313 1521 1526 1529 rBV2 55902 55254 1.19% 0.131%
17 11.783 1601 1606 1609 rBV2 162286 182842 3.94% 0.435%
18 12.448 1716 1719 1722 rBV 174915 141989 3.06% 0.338%
19 12.566 1736 1739 1742 rBV4 53374 65013 1.40% 0.155%
20 12.671 1752 1757 1762 rBV 161941 184478 3.97% 0.439%

21 12.824 1779 1783 1786 rBV 3768923 3284207 70.72% 7.811%
22 13.730 1934 1937 1944 rVB2 195963 219637 4.73% 0.522%

23 13.866 1956 1960 1963 rBV 1891626 1724549 37.13% 4.101%
24 15.271 2195 2199 2204 rVB 1336247 1522476 32.78% 3.621%

Sum of corrected areas: 42048424
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108811.D

Aca On : 6 Sep 2018 8:31

Operator : JU/SJ

ﬁ?ggle i J4724-05 EP1-SUT-UST-04
ALS Vial :© 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108811.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108811.D

Aca On : 6 Sep 2018 8:31

Operator : JU/SJ

a?ggle i J4724-05 EP1-SUT-UST-04
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.94 2.13 ng 176457 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 443 (4.943 min): BF108811.D (-438) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 70 480 500 520 |
83.0 : : : :
0 ...,....,....,....-,':...,..!'I,...G?-,l....,.-...,...:,|....,. m/z 59.00 56.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR SR R L
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 20.42%
Ottt 890 830 920 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 18.12%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L B L
43.0 4.60 4.80 5.00 5.20
m/z 41.00 7.67%
5000
101.0
15.0
21. 560 T
0"'w*"w'NHV"'ﬁ"'w'{'w"'h"'VQQQw"'V"'w AR SR L LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108811.D

Aca On : 6 Sep 2018 8:31

Operator : JU/SJ

a?ggle i J4724-05 EP1-SUT-UST-04
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.51 Concentration Rank 1

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

6.51 50.02 ng 4153200 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 709 (6.507 min): BF108811.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 B SRR R SRR
400 540 6.20 6.40 6.60 6.80
0 85.0 115.0 m/z 68.10 40.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 S SRS RS LA LR

6.20 6.40 6.60 6.80
m/z 134.00 33.82%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
e AR S
69.0 104.0 6.20 6.40 6.60 6.80
5000 m/z 66.10 25.95%
31.0 51.0
0 ‘ 1 H (1Y . |
R B L WA BT A B AR RAR R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e R n e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.37%
5000
104.0
66.0
ol 140 270 300 510 77 770 890 || uso0 “
R e AR A B A RAR AR R i A B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108811.D

Aca On : 6 Sep 2018 8:31

Operator : JU/SJ

a?ggle i J4724-05 EP1-SUT-UST-04
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4

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

9.22 2.45 ng 263326 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8HONO2 000621-42-1 53
4 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 53
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53

Abundance Scan 1170 (9.219 min): BF108811.D (-1167) (-) m/z 43.00 100.00%
43.0
109.1
69.0 85.0 N 000 050 Oi1n QRO
8.80 9.00 9.20 9.40 9.60
0 ...,....',|:..-'.|-, b, 38E ] 1891 /7 109.05  69.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 R A AR AR
8.80 9.00 9.20 9.40 9.60
69.0 g5 0 m/z 151.10 40.12%
ok 210 | .|.. el (1380 | 1970 1020 2110
m/z--> 20 45 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
100.0
880 9.00 920 940 9.60
5000 151.0 m/z 41.05 20.15%
93.0
32.0 |l ‘13ﬁ0 \
G R R S S WL S B S WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol I EEESaTE e e o
109.0 8.80 9.00 9.20 9.40 9.60
m/z 69.05 14.46%
5000 151.0
43.0
80.0
0 27.0 ‘ 63.0 | 135.0
m/z--> 20 40 6|0 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108811.D

Aca On : 6 Sep 2018 8:31

Operator : JU/SJ

a?ggle i J4724-05 EP1-SUT-UST-04
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 7
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.05 ng 182842 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 25

Abundance Scan 1605 (11.777 min): BF108811.D (-1601) (-) m/z 73.00 100.00%

431 730

-

5000
129.1
97.1 192.1
15111711 2131 256.2 11.40 11.60 11.80 12.00
bl m/z 43.10 98.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

-

129.0 T
11.40 11.60 11.80 12.00

ss60 | M/z 60.00 85.70%

5000

157.0 1g50 213.0

‘J‘“83.0

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

73.0
11.40 11.60 11.80 12.00
5000 129.0 m/z 41.05 78.20%
15.0 :

0!

5

%

04
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #39473: n-Decanoic acid Bt o
60.0 11.40 11.60 11.80 12.00
m/z 57.10 73.65%
5000 129.0
290 870
m/z--> 6 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108811.D

Aca On : 6 Sep 2018 8:31

Operator : JU/SJ

Sample : J4724-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 7 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.55 ng 219637 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 99
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 1937 (13.730 min): BF108811.D (-1934) (-) m/z 57.10 100.00%

-

5000

13.40 13.60 13.80 14.00
m/z 43.10 94.71%

297.1 327.2
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81246: Cyclohexadecane
55.0 83.0

64.1189.1216.2 253.1

-

13.I40 13.I60 13.I80 14.IOO
m/z 83.10 94.66%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecy! ester

43.0
83.0 s R
13.40 13.60 13.80 14.00
5000 m/z 69.10 79.75%

o 182.0 210.0 AﬁﬂfwﬁwV%MNva¢AvaVmMMWJMNUJM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester R AR

13.40 13.60 13.80 14.00

m/z 97.10 79.67%

5000

[y
N
a1
o

196.0 224.0

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090518\

Data File : BF108811.D

Acq On : 6 Sep 2018 8:31

Operator : JU/SJ

a?ggle i J4724-05 EP1-SUT-UST-04
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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]
2-Pentanone, 4-hy... 4.94 2.1 ng 176457 1 6.74 1660720 20.0
unknown6 .51 6.51 50.0 ng 4153200 1 6.74 1660720 20.0
2,4,7,9-Tetrameth. .. 9.22 2.5 ng 263326 3 9.77 2145710 20.0
n-Hexadecanoic acid 11.78 2.0 ng 182842 4 11.24 1783320 20.0
Cyclohexadecane 13.73 2.5 ng 219637 5 13.87 1724550 20.0
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