LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093632.D

Aca On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 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 F\METHODS\8270-BF030717.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 2.356 38 41 45 rBV 51132 89543 1.52% 0.178%
2 2.424 45 47 57 rvB 57078 162229 2.76% 0.322%
3 3.110 104 107 129 rBvV 280498 743294 12.62% 1.477%
4 4.161 196 199 218 rBY 2572886 4322674 73.42% 8.588%
5 4.401 218 220 222 rBV 48691 79088 1.34% 0.157%
6 4.459 222 225 228 rVB 619912 895632 15.21% 1.779%
7 4.881 259 262 274 rBV2 161271 411695 6.99% 0.818%
8 5.316 297 300 319 rBVY 2841748 5406071 91.82% 10.740%
9 6.333 386 389 391 rBV 748917 690683 11.73% 1.372%
10 6.367 391 392 400 rVV 2919278 4354463 73.96% 8.651%

11 6.482 400 402 405 rVB 4708164 4778303 81.16% 9.493%
12 6.710 420 422 433 rVB 987675 1107087 18.80% 2.199%
13 6.859 433 435 438 rBV 3832989 3859168 65.54% 7.667%
14 7.019 447 449 457 rVB 321264 433690 7.37% 0.862%
15 7.282 470 472 487 rBV 2888958 3591578 61.00% 7.135%

16 7.476 487 489 500 rvVB 158415 218210 3.71% 0.434%
17 8.002 533 535 544 rBV 1310658 1495994 25.41% 2.972%
18 8.528 576 581 585 rBV 73250 84434 1.43% 0.168%
19 9.088 627 630 632 rBV 4326920 5887837 100.00% 11.697%
20 9.762 686 689 698 rvB 881072 1094013 18.58% 2.173%

21 10.551 756 758 761 rBv2 2183387 2997670 50.91% 5.956%
22 11.248 817 819 826 rBV 1508040 1537615 26.12% 3.055%
23 12.654 940 942 944 rVB 114546 105304 1.79% 0.209%
24 12.837 955 0958 961 rBV 4457734 5041177 85.62% 10.015%
25 13.362 1001 1004 1006 rVB 78696 71248 1.21% 0.142%

26 13.900 1049 1051 1061 rBV 627966 770379 13.08% 1.531%
27 15.340 1175 1177 1185 rVB5 41224 105387 1.79% 0.209%

Sum of corrected areas: 50334466
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031317\

BF093632.D

14 Mar 2017 2:58

SJ/MA

12199-24

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

"
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TIC: BF093632.D
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Time-->
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TIC: BF093632.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093632.D

Aca On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Propyl acetate Concentration Rank 8

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

2.42 2.93 ng 162229 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative 1D MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 72
2 1-Butanamine 73 C4H11N 000109-73-9 7
3 Isobutvlamine 73 C4H11N 000078-81-9 5
4 Pentane 72 C5H12 000109-66-0 4
5 Hydrogen azide 43 HN3 007782-79-8 4

Abundance Scan 47 (2.424 min): BF093632.D (-45) (-) m/z 43.05 100.00%
43.0
5000
61.0 .
73.0
2.00 2.20 2.40 2.60 2.80
37. 55.0 85.9
Ofrreprrrrrreprersprrerrrsby e S b ey | M/Z 61.00 26 40%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4161: n-Propyl acetate
43.0
5000 -
2.00 2.20 2.40 2.60 2.80
270 61.0 m/z 73.00 12 .53%
73.0
0'“%“”P”W““P”W”“'”'H"“W””P“W””P“W”LP“W“”P”W“”I
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
30.0
NARSSRARSSRARRERARAS RA
2.00 2.20 2.40 2.60 2.80
5000 m/z  42.00 10.19%
ol 150 41.0  50.056.0 730
T T T T T A T e e e e e e e
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #734: 1sobutylamine N R A mm
30.0 2.00 2.20 2.40 2.60 2.80

m/z 41.10 8.84%

5000
G50 WO o T30
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 200 2.20 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093632.D

Aca On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.11 13.43 ng 743294 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 38
3 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 37
4 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 37
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 107 (3.110 min): BF093632.D (-104) (-) m/z 43.10 100.00%
431
5000 /\\\\__
551 83.1 280 300 320 340
Oyl 839 181 h/z 83.10  10.39%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl-
43.0

5000 b PR
2.80 3.00 3.20 3.40

m/z 39.05 9.38%

29.0 55.0 83.0 98.0
N I I e N RS R AR R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0

2.80 3.00 3.20 3.40

5000 m/z 55.10 5.98%
55.0
150 270 1o 830 980
o} NSRS A 4 S PR ST
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3211: Methyl 1-methylcyclopropy! ketone  Eas L AR EmEmy
43.0 2.80 3.00 3.20 3.40

m/z 41.10 4 _95%

5000
55.0
29.0 83.0 98.0
] ENENECS b N MRS LRV 4 RSN 1M MRS DARUEMIN | N

| | ‘ \ I
miz--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093632.D

Aca On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.16 78.09 ng 4322670 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 199 (4.161 min): BF093632.D (-196) (-) m/z 55.10 100.00%
54.1 83.1
5000 43.1
98.1
3.80 4.00 4.20 4.40
o...,....,....,....‘,'....;l.'.:.,.??:?....,..'..,....,....,1.1.“?-?,.. m/z 83.10 92.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000
20,0 43.0 98.0 3.80 4.00 420 4.40
m/z 43.10 44 . 17%
“ ‘ H‘ | 67.0 |
0"W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”
m/z--> 10 60 70 80 90 100 110 120
Abundance
83.0
55.0
43.0 3.80 4.00 4.20 4.40
5000 m/z 98.10 30.76%
29.0
98.0
69.0
e S I R RS RS AR RRRAS RN RAASS RARES RS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0 3.80 4.00 4.20 4.40
m/z 39.10 29.35%
41.0
5000 270 98.0
15.0 ‘ 69.0
0"W'L'P'Hh”'wl' ﬂt”l”ﬂh'”'Pl”l”'W'”'P'”l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093632.D

Aca On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 4

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

4._.46 16.18 ng 895632 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 39
3 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 39
4 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 39
5 2-Ethylacridine 207 C15H13N 055751-83-2 36

Abundance Scan 225 (4.459 min): BF093632.D (-222) (-) m/z 207.05 100.00%
207.1
5000
96.0 133.0 191.0 420 440 460 480
ol 20 730 1 MS0TT T 1630, L M m/z 208.10 19.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71177: Cyclotrisiloxane, hexamethyl-
207.0
5000 U R U UL S
420 4.40 4.60 4.80
96.0 m/z 209.10 11.27%
oL 280450 750 ' 11501330 1630 1910 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
207.0
420 4.40 4.60 4.80
5000 m/z 191.00 10.16%
0 28.0 51.0 770 102.0 130.0 1520 1780
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #60956: 1H-Indole, 1-methyl-2-phenyl- e e R )
207.0 420 4.40 4.60 4.80
m/z 96.00 8.53%
5000
510 770 1020 1280 165.0 , 1010
[ R o LI B o o B R LB o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093632.D

Aca On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butanoic acid, l-methylethy... Concentration Rank 7

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

4.88 7.44 ng 411695 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 64
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 64
4 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 56
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 50

Abundance Scan 262 (4.881 min): BF093632.D (-259) (-) m/z 43.10 100.00%
431
71.1
5000
s "250 450 800 520
115.1 : : : :
o....,....','--...'!..:'.,.!|..,...~.,....,....,....,....,2‘.’7.-.1. m/z 71.10 61.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13062: Butanoic acid, 1-methylethyl ester
43.0
71.0
5000 DRSS U
89.0 4.60 4.80 5.00 5.20
970 ' m/z 41.10 24 .61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71.0
43.0 89.0 4.60 4.80 5.00 5.20
5000 m/z 89.10 21.05%
27.0
116.0
e L A I S S LI B B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13101: Propanoic acid, 2-methyl-, propyl ester R e
43.0 4.60 4.80 5.00 5.20
m/z 42.05 13.01%
71.0
5000 89.0
27.0
0"”W'M”J*'”\"“I"”f"”I"”I"”I"”I"”I"” I SRR SR U
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093632.D

Aca On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.48 Concentration Rank 1

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

6.48 86.32 ng 4778300 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 402 (6.482 min): BF093632.D (-400) (-) m/z 132.10 100.00%
132.1
5000 68.0
200 s . "% ok 650 650
o 1229 : m/z 68.05 44.11%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR RS LR RS L
6.20 6.40 6.60 6.80
2.0 ‘ m/z 134.10 33.11%
OHLM?Q.“i”M”.WJH...u..”,”...”..”...”,”.w.”
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 29.83%
70.0
G R R A B B B SN AR LA SRS BAREE RAR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13916: Benzene, 1,3,5-trifluoro- T .’% PR
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.66%
5000
81.0
o 310 620 “ . o |
miz> 40 60 80 100 130 140 160 180 200 230 240 280 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093632.D

Aca On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8 Isothiazole, 3-methyl- Concentration Rank 6

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

7.02 7.83 ng 433690 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isothiazole. 3-methvl- 99 C4H5NS 000693-92-5 59
2 2-Piperidinone 99 C5H9NO 000675-20-7 45
3 1.3.2-Dioxaborolane. 2.4-diethvl- 128 C6H13B02 057633-63-3 40
4 Hexanoic acid. anhvdride 214 C12H2203 002051-49-2 38
5 Cyclohexanol, 1-(2-nitropropyl)- 187 C9H17NO3 103077-77-6 38

Abundance Scan 449 (7.019 min): BF093632.D (-447) (-) m/z 99.05 100.00%
9d.0
5000
43.0
22??Frrrﬁhnj
i 141.1 "7 1 6.60 6.80 7.00 7.20 7.40
o} e e =l e m/z 43.05 31.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3403: Isothiazole, 3-methyl-
99.0
M
5000 NS NARAR SRR NN R
72.0 6.60 6.80 7.00 7.20 7.40
m/z 42.05 18.81%

450‘
0 Lu | M‘ ‘
,,,,,,,,,,
m/z--> 20 100 120 140 160 180 200
Abundance
99.0

6.60 6.80 7.00 7.20 7.40

5000 30.0 m/z 98.10 17.86%
55.0
71.0
14.0
O T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11705: 1,3,2-Dioxaborolane, 2,4-diethyl-
99.0 6.60 6.80 7.00 7.20 7.40

m/z 71.10 12_.79%

5000
43.0
27.0 ‘
70.0
‘ \H h‘ 1l iy | 128.0
L L L B

m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093632.D

Aca On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9 Cyclopentasiloxane, decamet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
748 292ng 218210  Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopentasiloxane. decamethvl- 370 CIOH3005Si5  000541-02-6 90

2 Benzeneacetic acid. .alpha..4-bi... 326 C15H2604Si2 055334-40-2 40
3 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 40
4 Pentasiloxane. 1.1.3.3.5.5.7.7.9... 356 C10H3204Si5 000995-83-5 38
5 Benzoic acid, 4-[(trimethylsilyl._._. 282 C13H2203Si2 002078-13-9 33

Abundance Scan 489 (7.476 min): BF093632.D (-487) (-) m/z 73.10 100.00%
73.1
5000
267.0
R e EAmEE
355.2 7.20 7.40 7.60 7.80
45.0 193.0
Ol b 18301630775 72280 L b 381 1 m/z 267.00 27.01%
m/z--> 50 100 150 200 250 300 350
Abundance #148040: Cyclopentasiloxane, decamethy!-
73.0
5000 3550 LI L L L L L L L LB
267.0 7.20 7.40 7.60 7.80
m/z 355.20 9.30%
ol 40 | 125.0154.0 1930 237.0 | 293.0323.0 |
— T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
R e e e
267.0 7.20 7.40 7.60 7.80
5000 m/z 74.10 8.21%
45.0
179.0
. 1050 010 209.0237.0 311.0
T B e e e B e LA e e e e e e LA e e o
m/z--> 50 100 150 200 250 300 350
Abundance #166788: Benzeneethanamine, N-[(pentafluorophenyl)methylen... L IR i
73.0 7.20 7.40 7.60 7.80
m/z 268.00 6.69%
5000
267.0
44.0
0 |}, 1040 151.0179.0209.02370 |
— T T T e R N B o
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093632.D

Aca On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 10 Hexadecanoic acid, 1,1-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.73 ng 105304 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 62
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 52
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 37
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 37
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 35
Abundance Scan 942 (12.654 min): BF093632.D (-940) (-) m/z 56.10 100.00%
56.1
5000
831 129.1 257.3 1240 1260 12.80 13.00
185.3 213.2 : : : :
0---|nn||n- !L'JJ‘-MM%%J%WWW m/Z 57.10 54 _97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000
20.0 12.40 12.60 12.80 13.00
63.0 129 m/z 43.05 46 .59%
0 “ h “‘ \‘H\ I \ Lo 157.0 1850 2130 ] 21 02810 312.0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2§0 360 '
Abundance
56.0
1240 1260 12.80 13.00
5000 m/z 41.10 38.73%
280 257.0
129.0 .
. 83.0 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans-
56.0 12.40 12.60 12.80 13.00
m/z 55.10 36.03%
5000
30.0 100.0 129.0
OIIII\IIIIII I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 2'0 4'0 6|0 80 1(')0 12'0 140 160 180 2(')0 22'0 240 2('30 25';0 360 ' 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031317\
Data File : BF093632.D

Acq On : 14 Mar 2017 2:58

Operator : SJ/MA

Sample : 12199-24

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Propyl acetate 2.42 2.9 ng 162229 1 6.71 1107090 20.0
4-Penten-2-one, 4. .. 3.11 13.4 ng 743294 1 6.71 1107090 20.0
3-Penten-2-one, 4. .. 4.16 78.1 ng 4322670 1 6.71 1107090 20.0
Cyclotrisiloxane, ... 4.46 16.2 ng 895632 1 6.71 1107090 20.0
Butanoic acid, 1-... 4.88 7.4 ng 411695 1 6.71 1107090 20.0
unknown6 .48 6.48 86.3 ng 4778300 1 6.71 1107090 20.0
Isothiazole, 3-me... 7.02 7.8 ng 433690 1 6.71 1107090 20.0
Cyclopentasiloxan. .. 7.48 2.9 ng 218210 2 8.00 1495990 20.0
Hexadecanoic acid... 12.65 2.7 ng 105304 5 13.90 770379 20.0
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