LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107739.D

Acq On 27 Jul 2018 10:23

Operator : JU/SJ

Sample : J4142-06

Misc :

ALS Vial : 41 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_F\METHODS\8270-BF072018_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 5.195 483 486 498 rBvV 138325 200656 4.32% 0.640%
2 5.595 551 554 577 rBVY 886472 1903378 41.00% 6.068%
3 6.548 711 716 721 rVB 44248 49843 1.07% 0.159%
4 6.601 721 725 744 rBV 648188 1530398 32.97% 4.879%%
5 6.737 744 748 766 rVvV 2530496 3495152 75.29% 11.142%
6 6.966 783 787 806 rBVY 451976 877280 18.90% 2.797%
7 7.113 809 812 842 rVB 2698359 3426551 73.81% 10.924%
8 7.525 879 882 903 rBvV 1523354 2684598 57.83% 8.558%
9 7.678 905 908 915 rVvB 125731 134287 2.89% 0.428%
10 7.813 927 931 938 rvB4 23809 48851 1.05% 0.156%
11 8.242 1001 1004 1021 rBV 800917 1125224 24.24% 3.587%
12 8.725 1083 1086 1090 rVB 47440 50105 1.08% 0.160%
13 8.772 1090 1094 1096 rBvV2 40653 52212 1.12% 0.166%

14 9.313 1182 1186 1195 rBV 3816832 4642084 100.00% 14.799%
15 9.383 1195 1198 1202 rVB 170704 200158 4_.31% 0.638%

16 9.707 1249 1253 1259 rBV 157455 208164 4.48% 0.664%
17 10.001 1299 1303 1312 rBV 1012471 1108675 23.88% 3.534%
18 10.189 1332 1335 1341 rVB 39030 52887 1.14% 0.169%
19 10.795 1434 1438 1466 rBV 2126582 2761349 59.49% 8.803%
20 11.495 1553 1557 1570 rBV 810548 1058954 22.81% 3.376%

21 12.001 1639 1643 1654 rVB2 91634 137789 2.97% 0.439%
22 13.077 1822 1826 1842 rBV 3267957 3468185 74.71% 11.056%
23 13.954 1972 1975 1980 rBV 65024 68558 1.48% 0.219%
24 14.142 2003 2007 2018 rBV 816664 1019601 21.96% 3.250%
25 15.671 2260 2267 2284 rBV 602387 1063166 22.90% 3.389%

Sum of corrected areas: 31368105
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO072618\
Data File : BF107739.D

Acq On - 27 Jul 2018 10:23

Operator : JUu/SJ

Sample : J4142-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107739.D
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3500000 13.08
3000000
2500000
10.80
2000000

1500000

10.00

1000000

500000

A

i
13.00

O She———— e LSS S e =S

T ] T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF107739.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107739.D

Acq On 27 Jul 2018 10:23

Operator : JU/SJ

Sample : J4142-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 4_.57 ng 200656 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 487 (5.201 min): BF107739.D (-483) (-) m/z 43.00 100.00%
43
59
5000
T 4B0 5bo 520 540 Sko
83 : : : : :
0...,....,....,....-,':...‘Eﬁ.-!'l,...‘.3?....,.-...,...:,|....,....,....,....,...., m/z 59.00 63.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A SRR AR AR
59 4.80 5.00 520 540 5.60
m/z 101.10 21.09%
15 31 ‘ 101
0'”PL'P”M“”ﬁm'ﬁ{hl“”P'“ﬁ%W'“HL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540 560
5000 M m/z 58.00 15.65%
68
0 150 . 126 147
R I IR IR UL LI I IR IR RN SN RS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone BERE SRS e e e s
59 4.80 500 5.20 5.40 5.60
m/z 40.95 8.12%
5000 43
31
Lo L e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107739.D

Acq On 27 Jul 2018 10:23

Operator : JU/SJ

Sample : J4142-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 unknown6.74 Concentration Rank 1

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

6.74 79.68 ng 3495150 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.742 min): BF107739.D (-744) (-) m/z 132.00 100.00%
132
5000 A\\
68
0 s | % J 50 Sk oo Tho
oo Ml 7787 L 306 w/z 68.05  34.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRSS SR AR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.71%
0.‘..H‘ll.‘lulul‘..‘....lu“...luu‘.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AR SR SR LR
6.40 6.60 6.80 7.00
5000 67 m/z 65.95 23.31%
97
‘ ‘ 117
0....‘,‘..“.‘. | m.8|8 lwe oo
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 13.96%
5000 og M1°
o 8 7 158 189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107739.D

Acq On 27 Jul 2018 10:23

Operator : JU/SJ

Sample : J4142-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 4 Cyclopentasiloxane, decamet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.68 2.39 ng 134287 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentasiloxane, decamethyl- 370 C10H3005S15 000541-02-6 74
2 Butanamide, 2,2,3,3,4,4,4-heptaf... 493 C18H26F7N0O3Si2 055471-01-7 38
3 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 38

4 N-(Trifluoroacetyl)-0,0",0""-tri... 481 C19H34F3N04Si3 1000072-26-3 38
5 Benzeneethanamine, N-butyl-_beta... 353 C18H35N02Si2 040629-66-1 38

Abundance Scan 908 (7.678 min): BF107739.D (-905) (-) m/z 73.00 100.00%
73
267
5000 355
740 7.60 7.80 8.00
45 1 97123 154 193 223 323 40 7.60 7.80 8.
ol iy h 97p3iea 198223 |} o sm Y m/z 267.00 52.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #196317: Cyclopentasiloxane, decamethy!-
73
5000 355 LA L I L L L L L LB L L
267 7.40 7.60 7.80 8.00
m/z 355.10 38.36%
oL 45 | 125154 193 237 | 203 323 I
e L e S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234407: Butanamide, 2,2,3,3,4,4,4-heptafluoro-N-[2-[(trim...
267
73 e
7.40 7.60 7.80 8.00
5000 m/z 356.10 15.06%
“ 100 150
0 | 20 | 331 388 478
e e e i L e o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #187185: 3-Amino-2-phenazinol ditms e R
73 7.40 7.60 7.80 8.00
m/z 268.00 13.03%
355
5000
45 237 268
ol 102126 155181208 | | | 204 324, |
i e O R
m/z--> 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107739.D

Acq On 27 Jul 2018 10:23

Operator : JU/SJ

Sample : J4142-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.38 3.61 ng 200158 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 91
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 Butan-2-one, 1-[3-(3,3-dimethyl-._.. 278 C16H26N202 1000303-34-2 30
4 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 25
5 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 054699-31-9 22
Abundance Scan 1197 (9.378 min): BF107739.D (-1195) (-) m/z 193.15 100.00%
3

5000

9.00 9.20 9.40 9.60 9.80

0 m/z 55.00 80.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 LA L L L L L L L L L
9.00 9.20 9.40 9.60 9.80
m/z 123.10 78.95%
208
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
e R
123 9.00 9.20 9.40 9.60 9.80
5000 m/z 69.05 68.14%
150
95
ol 27 42 57 75 | 109 164178
R B L L B R Ba o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125937: Butan-2-one, 1-[3-(3,3-dimethyl-2-oxo-butylidene)... R ma RS
193 9.00 9.20 9.40 9.60 9.80
m/z 41.00 61.54%
5000 137
57
41
o 80 9410815 163178 | 207221235249263278
B L L e L T LR Ra RS R ma RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107739.D

Acq On 27 Jul 2018 10:23

Operator : JU/SJ

Sample : J4142-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.60 ng 137789 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1643 (12.001 min): BF107739.D (-1639) (-) m/z 73.00 100.00%
5000
11/60 11.80 12.00 12.20 12.40
0! m/z 60.00 88.38%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
41
5000 129
83 11.60 11.80 12.00 12.20 12.40
0
H o 157 jes 213 256 m/z 55.00 71.54%
oL— 'MIH‘“ hl‘ .‘““‘.]“.h‘l“ ;‘H‘\Ihl I\ ‘. .‘ .‘. T N AR —
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 | 78
11/60 11.80 12.00 12.20 12.40
5000 129 m/z 43.00 70.13%
97 199 242
157
0 |15| l‘. MIH IH ‘I\m‘l iI\IL .J“‘. uf .‘ I ‘. .[]?(p. L |\2|23| .{ ————r ———
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid B BEE e e
78 11.60 11.80 12.00 12.20 12.40
43 m/z 57.00 59.41%
5000 129
185
97 228
ol15 A0 L 20e |
m/z--> 50 100 1éo 200 250 300 3%0 11!60 11fso 12!00 12)20 12)40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107739.D

Acq On 27 Jul 2018 10:23

Operator : JU/SJ

Sample : J4142-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.20 4.6 ng 200656 1 6.97 877280 20.0
unknown6 .74 6.74 79.7 ng 3495150 1 6.97 877280 20.0
Cyclopentasiloxan. .. 7.68 2.4 ng 134287 2 8.24 1125220 20.0
Decahydro-4,4,8,9... 9.38 3.6 ng 200158 3 10.00 1108680 20.0
n-Hexadecanoic acid 12.00 2.6 ng 137789 4 11.50 1058950 20.0
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