LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093637.D

Aca On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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 2.458 48 50 63 rvB 70126 214723 3.47% 0.413%
2 3.133 106 109 124 rBvV 396563 895736 14.46% 1.721%
3 4.173 197 200 218 rBY 1733998 3019808 48.76% 5.803%
4 4.401 218 220 223 rVV 59175 114078 1.84% 0.219%
5 4.459 223 225 228 rVB 239794 331082 5.35% 0.636%

4.893 260 263 281 rBv2 339135 877192 14.16% 1.686%
5.316 298 300 330 rBV 4336767 6192701 100.00% 11.899%
6.333 386 389 391 rBV 235749 207307 3.35% 0.398%
3211847 5398013 87.17% 10.372%
6.482 400 402 405 rVB 5068456 5151343 83.18% 9.898%
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11 6.710 420 422 431 rVB 984892 1136672 18.36% 2.184%
12 6.859 433 435 438 rBV 4008283 4168595 67.31% 8.010%
13 7.030 448 450 459 rvVB 108568 162043 2.62% 0.311%
14 7.282 470 472 475 rBV 3121443 3704659 59.82% 7.119%
15 8.002 533 535 550 rVB 1284634 1474455 23.81% 2.833%

16 9.076 626 629 632 rBV 3996787 6025649 97.30% 11.578%
17 9.762 686 689 691 rBV 1121967 1441317 23.27% 2.770%
18 10.551 756 758 761 rBV2 2193419 3172518 51.23% 6.096%
19 11.248 817 819 831 rVB 1614365 1598180 25.81% 3.071%
20 12.654 940 942 944 rBV 166657 141809 2.29% 0.272%

21 12.837 955 0958 961 rBV 4507875 5145815 83.09% 9.888%
22 13.362 1001 1004 1006 rBV 102430 103075 1.66% 0.198%

23 13.900 1049 1051 1059 rBV 915031 1148349 18.54% 2.207%
24 15.328 1174 1176 1188 rVB2 91937 217066 3.51% 0.417%

Sum of corrected areas: 52042185
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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\

BF093637.D

14 Mar 2017 5:16

SJ/MA

12199-29

37 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
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7000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093637.D

Aca On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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 1 n-Propyl acetate Concentration Rank 7

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

2.46 3.78 ng 214723 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 Isobutvlamine 73 C4H11N 000078-81-9 5
3 1-Butanamine 73 C4H11N 000109-73-9 4
4 Pentane 72 C5H12 000109-66-0 4
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 4

Abundance Scan 50 (2.458 min): BF093637.D (-48) (-) m/z 43.05 100.00%
43.0
5000
61.0 N —
73.0 2.20 2.40 2.60 2.80
36.0 51.1
0|MW““W“P“W“w“W“JJLP“WMW“JW“P“WJW“W““vmv“w' m/z 61.00 25.46%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4160: n-Propyl acetate
43.0
5000
610 2.20 2.40 2.60 2.80
' 73.0 m/z 73.00 11.68%
150 270 3749 ‘ ' 87.0
s L S AR R LAY AL LA SRS AR KAL) LR SR LA AL KRR
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30.0
AR RARRE LA A
2.20 2.40 2.60 2.80
5000 m/z 42.05 10.82%
41.0 73.0
o 15.0 50.0 °%0
T T e e e e e e e ey
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #733: 1-Butanamine B e
30.0 2.20 2.40 2.60 2.80
m/z 41.05 9.90%
5000 /1
o 180 410 50.056.0 3.0
miz-> 5 10 15 20 25 30 35 Jo 45 50 55 60 65 70 75 80 85 90 95 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093637.D

Aca On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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 4

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

3.13 15.76 ng 895736 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 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 38
4 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 9
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 9

Abundance Scan 109 (3.133 min): BF093637.D (-106) (-) m/z 43.10 100.00%
43.1
5000 A\
reprerrrrrr T e T e
55.1 83.1 2.80 3.00 3.20 3.40
Ol ettt e LA L B Thyz 83.10 10.43%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0

5000 R
2.80 3.00 3.20 3.40

m/z 39.10 9.13%

0 210 550 630 740 o0 980
LI o o o B T L e o o o o e
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 6.07%
55.0
150 270 1o 80 980
o) S RN S X 4 Y £ Sy S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3162: 4-Penten-2-one, 3-methyl- N R R
43.0 280 300 320 3.40

m/z 41.05 4._.72%

5000
27.0 56.0 98.0
o | ! 670 83.0

m/z--> 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 : BF093637.D

Aca On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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-Hexen-2-one Concentration Rank 3

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

4.17 53.13 ng 3019810 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 200 (4.173 min): BF093637.D (-197) (-) m/z 55.10 100.00%
54.1 83.1
5000 43.1
98.1
‘ | ea et 380 400 420 440
o) SNSRI SIS 1RSSR e« MBSO MMBBSNS P SL2 S m/z 83.10 92.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3097: 3-Hexen-2-one
56.0 83.0
43.0
5000
29.0 3.80 4.00 4.20 4.40
9.0 m/z 43.10 45.55%
| ““\ AT 69.0 |
G s UL R RS RS AR RRRS RAARN REALS SRR NERRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 83.0
3.80 4.00 4.20 4.40
5000 43.0 m/z 98.10 31.58%
29.0 98.0
67.0
G s UL R RS RS AR RS RARRN REALS SRR BERRS B
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 29.82%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'”I”MW'”JP'”i“'W@N'P'mh”'W”h'P'”W”'W'”'P' SAEDE SRR SRR
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 : BF093637.D

Aca On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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 Propanoic acid, propyl ester Concentration Rank 10

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

4.40 2.01 ng 114078 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 72
2 1-Penten-3-o0l 86 C5H100 000616-25-1 9
3 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 9
4 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 9
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 9

Abundance Scan 220 (4.401 min): BF093637.D (-218) (-) m/z 57.10 100.00%
571.1
5000
75.1
43.1 NSRBI S
|| 87.1 1291 4.00 4.20 4.40 4.60 4.80
S Y Y sl m/z 75.10 30.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7927: Propanoic acid, propyl ester
57.0
5000 R RS RS LS L
29.0 .0 400 420 440 4.60 4.80
430 m/z 43.10 21.54%
150 | 87.0
0"W'“'P'”I“"P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57.0
4.00 4.20 4.40 4.60 4.80
5000 29.0 m/z 41.10 14 _.79%
41.0
0 71.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7968: Propanoic acid, 1-methylethy! ester
57.0 4.00 4.20 4.40 4.60 4.80
43.0 m/z 42.00 9.63%
5000 29.0
15.0 =0
0 ] N ‘ ‘ 91010%0 116.0
L LI I IR I IURIS IR NI IR LR SRS BARES SRR SRR EUR RS SRR RRAEE LR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093637.D

Aca On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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 Cyclotrisiloxane, hexamethyl- Concentration Rank 6

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

4._.46 5.83 ng 331082 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 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 39
3 Cvclopentene-1-carboxvlic acid. ... 332 C23H2402 1000159-40-6 38
4 N-(2-Acetvilcvclopentvlidene)cvcl... 207 C13H21NO 1000100-48-5 9
5 1H-Indole, l1l-methyl-2-phenyl- 207 C15H13N 003558-24-5 9

Abundance Scan 225 (4.459 min): BF093637.D (-223) (-) m/z 207.05 100.00%
207.1
5000
96.0 133.0 191.0 420 440 460 480
b 80 730 | US0TT | 1030 .-,..|.~.,.||.., m/z 208.10  20.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71177: Cyclotrisiloxane, hexamethyl-
207.0
5000 U R L UL SR
420 4.40 4.60 4.80
96.0 m/z 209.10 12.84%
oL 280450 750 ' 11501330 1630 1910 |
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
207.0
420 440 460 480
5000 m/z 95.95 10.96%
o 20 630 870 1150 1390 1650 1910
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #133950: Cyclopentene-1-carboxylic acid, 4-[2-(diphenylmet... e e  m ma e
207.0 420 4.40 4.60 4.80
m/z 191.00 10.46%
5000
91.0 129.0
165.0
59.0
0 400 717750 || 1070 | 1450 || | 1910
m/z--> 20 40 60 8 100 120 140 160 180 200 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093637.D

Aca On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.89 15.43 ng 877192 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 1.3.5-Pentanetriol. 3-methvl- 134 C6H1403 007564-64-9 38
3 1.3-Dioxane. 4.4-dimethvl- 116 C6H1202 000766-15-4 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 263 (4.893 min): BF093637.D (-260) (-) m/z 43.05 100.00%
43.0
5000 59.1
460 4.80 5.00 5.20
01 m/z 59.10 45 _.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R RN AL
59.0 460 480 500 520
m/z 71.10 14.41%
31.0 g30 1010
O T T P P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0
50.0 460 4.80 5.00 5.20
5000 ~ 710 89.0 m/z 58.00 12.78%
30 101.0
o 180 ' 119.0 133.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7904: 1,3-Dioxane, 4,4-dimethyl-
43.0 460 4.80 5.00 5.20
m/z 41.05 12 .49%
5000
101.0
29.0 ‘ 580 710 .o ‘
0 ”'I'E%g'Jﬂﬁ"hl'“I'A““”'ﬂi”'ﬂ"”l'”'l”"ﬁ%qﬂ"“I“"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093637.D

Aca On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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 7 unknown6.48 Concentration Rank 1

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

6.48 90.64 ng 5151340 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 402 (6.482 min): BF093637.D (-400) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 ISR LR R L
40.0 540 ‘ 6.20 6.40 6.60 6.80
0..,....,....,...:,".'..:,!.'..,:!.'.|,..':'.,??;9,..1.,}.‘).7.'9...,...., oy 'm/z 68.10 44.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR RS LR R L
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.10 32.11%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 29.46%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T ./% e ERRRE:
132.0 6.20 6.40 6.60 6.80

m/z 69.10 17.98%

5000

104.0
66.0
140 27.0 390 510 70 g90 || 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093637.D

Aca On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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 2-Piperidinone Concentration Rank 8

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

7.03 2.85 ng 162043 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Piperidinone 99 C5H9NO 000675-20-7 78
2 2-Pvrrolidinone. 1-methvl- 99 C5H9NO 000872-50-4 50
3 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 42
4 3.5-Diamino-1.2.4-triazole 99 C2H5N5 001455-77-2 42
5 1,3,2-Dioxaborolane, 2,4-diethyl- 128 C6H13B0O2 057633-63-3 40

Abundance Scan 450 (7.030 min): BF093637.D (-448) (-) m/z 99.05 100.00%
9d.0
5000
43.1
8.0 70.1 821 o 141.1 6.60 6.80 7.00 7.20 7.40
0 : : b e M/Z 43,10 28.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3414: 2-Piperidinone
94.0
5000 80.0 42,0 RN SRR RN LN
550 6.60 6.80 7.00 7.20 7.40
70.0 m/z 98.10 18.64%
15.0 ‘M ‘\ 82.0 ‘
0'W”'W”'W””I””I””I””P'”P'”P'”P”'P”'P”W'”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
44.0 99.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 42.10 17 .30%
28.0 560 710
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3378: 4H-Imidazol-4-one, 2-amino-1,5-dihydro-
43.0 9d.0 6.60 6.80 7.00 7.20 7.40
m/z 70.10 11.70%
5000
71.0
56.0 ‘
0'W”'W”'W””“J”IJLI””M'”P'”P'”P”'P”'P”W'”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093637.D

Aca On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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 9
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.47 ng 141809 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 76
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 53
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 43
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 38
Abundance Scan 942 (12.654 min): BF093637.D (-940) (-) m/z 56.10 100.00%
56.1
5000
83.1 129.1 257.3 12.40 12.60 12.80 13.00
.1 185.2 213.2
0---|nn||l'n ||--|I-I-LMM%%WW+HTW m/z 57.10 54 _73%
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 BB AR AR
20.0 nmnmnmnm
63.0 129 m/z 43.05 42 .36%
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§o 360 '
Abundance
56.0
1240 1260 12.80 13.00
5000 m/z 41.10 42 .01%
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 32.60%
5000
30.0 100.0 129.0 /\\
0 "'I""'I"" I"IIII ""'l""l"" AR BN B B D B B D rrrrprrTTrrTTT T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031317\
Data File : BF093637.D

Acq On : 14 Mar 2017 5:16

Operator : SJ/MA

Sample : 12199-29

Misc :

ALS Vial : 37 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 2.46 3.8 ng 214723 1 6.71 1136670 20.0
4-Penten-2-one, 4. .. 3.13 15.8 ng 895736 1 6.71 1136670 20.0
3-Hexen-2-one 4.17 53.1 ng 3019810 1 6.71 1136670 20.0
Propanoic acid, p..-. 4.40 2.0 ng 114078 1 6.71 1136670 20.0
Cyclotrisiloxane, ... 4.46 5.8 ng 331082 1 6.71 1136670 20.0
2-Pentanone, 4-hy... 4.89 15.4 ng 877192 1 6.71 1136670 20.0
unknown6 .48 6.48 90.6 ng 5151340 1 6.71 1136670 20.0
2-Piperidinone 7.03 2.9 ng 162043 1 6.71 1136670 20.0
Hexadecanoic acid... 12.65 2.5 ng 141809 5 13.90 1148350 20.0
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