LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031618\

Data File : BG033209.D

Aca On : 16 Mar 2018 21:09 Instrument :

Operator : SJ/JU BNA_G

Sample - J1928-01 ClientSampleld :

Misc - FK-BPM-01-E01-E01A-FO1-FO1A
ALS Vial : 15 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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 3.499 30 36 45 rBV2 59897 114202 3.88% 0.664%
2 3.587 47 51 58 rvB2 30059 46727 1.59% 0.272%
3 5.803 422 428 434 rBV2 22338 40005 1.36% 0.233%
4 6.314 508 515 537 rBV 607289 1246504 42.30% 7 .250%
5 8.000 794 802 828 rBV 620620 1418006 48.12% 8.247%
6 8.405 862 871 891 rBV 604340 1298885 44.08% 7 .554%
7 8.893 947 954 969 rBV2 126725 276468 9.38% 1.608%
8 9.228 1002 1011 1030 rBV 467195 964129 32.72% 5.608%
9 10.092 1149 1158 1178 rBV 374500 885031 30.04% 5.147%
10 11.778 1439 1445 1458 rBvV 179882 381209 12.94% 2.217%

11 14.140 1838 1847 1861 rBV 1139405 1875670 63.66% 10.909%
12 14.933 1973 1982 1994 rBV 126210 218684 7.42% 1.272%

13 15.338 2046 2051 2055 rBV 25219 30366 1.03% 0.177%
14 15.515 2074 2081 2092 rBvV2 321507 582273 19.76% 3.387%
15 16.278 2207 2211 2218 rVB 33894 47604 1.62% 0.277%
16 16.984 2324 2331 2350 rBV 991553 1727880 58.64% 10.050%
17 17.130 2352 2356 2364 rVB3 32052 57112 1.94% 0.332%
18 17.918 2485 2490 2495 rBV2 30133 40469 1.37% 0.235%

19 18.241 2538 2545 2558 rBV2 480391 832971 28.27% 4._.845%
20 20.761 2968 2974 2982 rBV 2241611 2946606 100.00% 17.138%

21 22.107 3198 3203 3209 rBV2 183272 287626 9.76% 1.673%
22 22.595 3279 3286 3294 rBV2 490928 932868 31.66% 5.426%

23 24.492 3603 3609 3617 rVB7 20916 41273 1.40% 0.240%
24 26.390 3921 3932 3947 rBV3 259147 900966 30.58% 5.240%

Sum of corrected areas: 17193534
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031618\

Data File : BG033209.D

Aca On : 16 Mar 2018 21:09

Operator : SJ/JU

ﬁ?ggle : J1928-01 FK-BPM-01-E01-EO1A-FO1-FO1A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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: BG033209.D
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033209.D
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2000000

1500000

14.14
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Time--> 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: BG033209.D
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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:\HPCHEM1\BNA G\DATA\BG031618\

Data File : BG033209.D

Aca On : 16 Mar 2018 21:09

Operator : SJ/JU

3?22 le J1928-01 FK-BPM-01-E01-EO1A-FO1-FO1A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 5

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

3.59 3.38 ng 46727 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 23
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
5 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9

Abundance Scan 51 (3.587 min): BG033209.D (-47) (-) m/z 72.95 100.00%
3
5000 43
SF 87 L UL S
3539 | |48 59 g9 340 360 3.80 4.00
Ol S it T/Z 4300 36. 44%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
5000 LI UL R N
43 340 360 3.80 4.00
55 87 m/z 55.00 24.14%
0 2?33 39 1) 50 ‘ 59 69 |, 80
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
340 360 380 400
5000 m/z 87.00 22.12%
43
0 2 15 942933 39 47 53 59 6569 7781 88
AR L) LA ) UL ML) L) AL RALL LARLY KAL) ML LALS) NRAS) WARLN ARL LARLI LA LA RS LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol e e
73 340 3.60 3.80 4.00
55 m/z 45.00 15.18%
43
5000
27 39
. 15 300 s 6, 8
m/z--> 0 5 10 15 20 25 30 35 40 45 50 5'5 60 65 70 75 80 85 90 95 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031618\

Data File : BG033209.D

Aca On : 16 Mar 2018 21:09

Operator : SJ/JU

3?22 le J1928-01 FK-BPM-01-E01-EO1A-FO1-FO1A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.80 2.89 ng 40005 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 32
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
4 3-Pentanol 88 C5H120 000584-02-1 9
5 Allyldimethylsilane 100 C5H12Si 003937-30-2 9

Abundance Scan 428 (5.803 min): BG033209.D (-422) (-) m/z 43.00 100.00%
43
59
5000
1 540 560 580 6.00 6.20
83 : : : : :
0 ...,....,....,....','::-.‘.‘9,..-:-.;....,..7.6.,.~...,....,|....,.. m/z 59.00 62.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRSS LSRR
59 5.40 5.60 5.80 6.00 6.20
m/z 58.00 18.43%
15 31 101
o 25 S 37, 53 ‘ 83 \
miz--> e N N A A A
Abundance
59
540 5.60 5.80 6.00 6.20
5000 m/z 101.00 18.15%
31
. 15 37 B 53 71 8 103
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e
50 540 5.60 5.80 6.00 6.20
m/z 41.00 10.03%
5000
41
0 "'w"'l"'uhh"'“*k“'|§?”*i""|??"|'?§'w"'lt"'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031618\

Data File : BG033209.D

Aca On : 16 Mar 2018 21:09

Operator : SJ/JU

3?22 le J1928-01 FK-BPM-01-E01-EO1A-FO1-FO1A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.41 Concentration Rank 1

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

8.41 93.96 ng 1298890 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 872 (8.411 min): BG033209.D (-862) (-) m/z 132.00 100.00%
5000

8.00 8.20 8.40 8.60 8.80

01 m/z 68.00 49 _58%
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 | IS BNLUL LI N L L B L L L B
8.00 8.20 8.40 8.60 8.80
0
a1 51 78 m/z  66.00 34.79%
38
0 ‘ 1 H N !
R B e L o e e o R S RARRREsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 32.29%
104

66 77

14 27 37 44 51l 58 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- Ea e EAaS Ry B
132 8.00 8.20 8.40 8.60 8.80
m/z 69.00 21.03%
5000
57 69 76
“ ‘ 89 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60 8.80
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8270-BG022118.M Mon Mar

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031618\
Data File : BG033209.D

Aca On : 16 Mar 2018 21:09

Operator : SJ/JU

Sample : J1928-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Z-5-Nonadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.11 6.17 ng 287626 Chrysene-di12 22.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 96
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 94
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 94
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance ~ Scan 3204 (22.113 min): BG033209.D (-3198) (-) m/z 54.95 100.00%
5) 83
5000
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
139 168 280 21.80 22.00 22.20 22.40
o 190 223 251 328 356 m/z 56.95  99.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115907: Z-5-Nonadecene
55 83
5000 11 NV SRR AR
21.80 22.00 22.20 22.40
266 m/z 43.00 86.39Y%
139
0,,,,”\\,“,\,\\\" ‘l\‘,‘\w 168 210238 | S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
21'80 22,00 22.20 22.40
5000 ” 111 m/z 83.00 82.36%
39 266
o 167 196 238
miz-> 50 100 150 200 250 300 350 400
Abundance #191698: Bromoacetic acid, hexadecy! ester o PR PR
43 21.80 22.00 22.20 22.40
69 m/z 97.05 77 .30%
97
5000
123
oLl ,.JJ.J.,J.V.f??. -
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031618\

Data File : BG033209.D

Acq On : 16 Mar 2018 21:09

Operator : SJ/JU

3?22 le J1928-01 FK-BPM-01-E01-EO1A-FO1-FO1A
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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]
Butane, 2-methoxy... 3.59 3.4 ng 46727 1 8.90 276468 20.0
2-Pentanone, 4-hy... 5.80 2.9 ng 40005 1 8.90 276468 20.0
unknown8 .41 8.41 94_.0 ng 1298890 1 8.90 276468 20.0
Z-5-Nonadecene 22.11 6.2 ng 287626 5 22.59 932868 20.0
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