LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104063.D

Aca On : 29 Mar 2018 20:40

Operator : JU/SJ

Sample = J2072-05 20X

Misc :

ALS Vial : 21 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-BF032818.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 4.634 413 433 466 rBY 3571193 18600857 38.00% 15.013%
2 5.575 570 593 595 rBV2 6634474 48612311 99.30% 39.237%
3 6.028 639 670 671 rBV2 5284989 48953380 100.00% 39.512%
4 6.498 745 750 770 rVB 1358355 1462593 2.99% 1.181%
5 6.986 829 833 847 rBV 531858 643496 1.31% 0.519%
6 7.316 886 889 905 rBVY 1573657 1490373 3.04% 1.203%
7 8.245 1044 1047 1055 rBV 779361 910378 1.86% 0.735%
8 10.004 1342 1346 1360 rBV 891841 1007061 2.06% 0.813%
9 11.498 1596 1600 1620 rBV 719586 901288 1.84% 0.727%
10 14.151 2047 2051 2062 rBvV 507646 683164 1.40% 0.551%
11 15.692 2309 2313 2327 rVB 357358 629457 1.29% 0.508%

Sum of corrected areas: 123894358
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104063.D

Aca On : 29 Mar 2018 20:40

Operator : JU/SJ

Sample : J2072-05 20X

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104063.D
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Abundance TIC: BF104063.D
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R e e T e A

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104063.D

6000000
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4000000
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2000000
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104063.D

Aca On : 29 Mar 2018 20:40

Operator : JU/SJ

Sample = J2072-05 20X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Morpholine Concentration Rank 3

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

4.63 578.12 ng 18600900 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine 87 C4H9NO 000110-91-8 91
2 2-Propanone. O-methvloxime 87 C4H9NO 003376-35-0 52
3 Azetidine 57 C3H7N 000503-29-7 38
4 Propane. 1l-(chloromethoxv)-2-met... 122 C5H11CIO 034180-11-5 32
5 Ethyl-1-propenyl ether 86 C5H100 000928-55-2 14

Abundance Scan 432 (4.628 min): BF104063.D (-413) (-) m/z 57.10 100.00%
57
87
5000
i 420 440 460 480 500
39|, 46 5154 68 72 84 ; : : : :
0'W“P“Wmﬁ““W“P“WMWJLPMP“”JW”W”“PMP”W”W“LPWP“' m/z 87.10 67.63%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1861: Morpholine
57
87
5000 29 |""|""|¥77ﬁ""|"'
420 4.40 4.60 4.80 5.00
42 m/z 56.10 50.79%
0 1518 2532 38 | 46 52 68 72 ‘
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
87
56 [T g
420 4.40 4.60 4.80 5.00
5000 m/z 86.05 32.47%
29
3043 72
Gy s LAy AN LA LN AL SRR AR NALRA NALEA RALR) RALRY RAARN LARL) RARLA RARLA NAALA LR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #194: Azetidine R EEEREEEE S
28 420 4.40 4.60 4.80 5.00
m/z 42.10 17.68%
5000 57
15 2 5
L LAt AN LA Rt LAALA RARLN AL NN Rkt RALAA AL ALY AR SR AL AR [T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104063.D

Aca On : 29 Mar 2018 20:40

Operator : JU/SJ

Sample = J2072-05 20X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Cyclohexanamine Concentration Rank 2

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

5.57 1510.88 ng 48612300 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanamine 99 C6H13N 000108-91-8 91
2 4-Propvlcvclohexvlamine 141 C9H19N 102653-37-2 64
3 Pentanal. 3-methvl- 100 C6H120 015877-57-3 42
4 Cvclooctanamine 127 C8H17N 005452-37-9 40
5 3,5-Dimethyldihydropyran-2,6-dione 142 C7H1003 007446-84-6 39

Abundance Scan 592 (5.569 min): BF104063.D (-570) (-) m/z 56.05 100.00%
96
5000
43
70 99 520 540 560 580 6.00
Olrrrrrrrrrrrrrr Ot e B 02 e M/Z  43.05  28.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3532: Cyclohexanamine (L/
56
5000 LA R LA LR
5.0 540 560 580 6.00
43 m/z 99.10 12.18%
15 %8 63 0 81 i
O”I”'W“'d“'WL'W""”4'”'P“'P”JP”'P”'P”'P'”P'”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
56
520 540 560 580 6.00
5000 m/z 70.10 10.03%
43

30
70 81 95 112 124 141

-

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3839: Pentanal, 3-methyl- R e A
56 5.20 5.40 5.60 5.80 6.00
m/z 42.05 9.05%
5000 a1
‘ 71
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104063.D

Aca On : 29 Mar 2018 20:40

Operator : JU/SJ

Sample = J2072-05 20X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 N,N-Diethyl-2-aminoethanol Concentration Rank 1

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

6.03 1521.48 ng 48953400 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Diethvl-2-aminoethanol 117 C6H15NO 000100-37-8 94
2 1.2-Ethanediamine. N.N-diethvl-N... 144 C8H20N2 000123-10-4 78
3 1.2-Ethanediamine. N.N-diethvl- 116 C6H16N2 000100-36-7 72

4 Oxazolidine. 2-ethvl-3-methvl- 115 C6H13NO 001630-75-7 72

5 Triethylamine 101 C6H15N 000121-44-8 64
Abundance Scan 670 (6.028 min): BF104063.D (-639) (-) m/z 86.05 100.00%
86
5000 58 [’L
7 102 497 560 580 6.00 6.20 6.40
o/ S I NSNS S PN NS — m/z 58.05 43.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8554: N,N-Diethyl-2-aminoethanol
86
5000 58 [Trrr [t rrr[rrrorjirrrrprr1
560 5.80 6.00 6.20 6.40
30 m/z 42.10 12.92%
0

.
102
TS N Y N P A A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
86

5.60 5.80 6.00 6.20 6.40

5000 58 m/z 56.10  6.83%
30 42
oL, 15 72 100 113 127 144
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8268: 1,2-Ethanediamine, N,N-diethyl- R e R RRE.
86 560 580 6.00 620 6.40
m/z 102.10 6.73%

5000
30 58
15 M‘ 4\2\ | ‘ 72 L 99 116

o

m/z-->

10 20 30 40 50 60 70 80

90 100 110 120 130 140 150

560 5.80 600 620 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104063.D

Aca On : 29 Mar 2018 20:40

Operator : JU/SJ

Sample = J2072-05 20X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.50 Concentration Rank 5

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

6.50 45.46 ng 1462590 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-3-hvdroxvpvridine 110 C5H6N20 016867-03-1 45
2 7-Azabicvclol4.1.0lheptane., 1-me... 111 C7H13N 025022-25-7 38
3 1H-Imidazole-2-carboxaldehvde. 1... 110 C5H6N20 013750-81-7 35
4 Octanenitrile 125 C8H15N 000124-12-9 35
5 2-Cyclohexen-1-one, 3-methyl- 110 C7H100 001193-18-6 30

Abundance Scan 750 (6.498 min): BF104063.D (-745) (-) m/z 110.10 100.00%
55 82 110
96
41
5000
124 6.20 6.40 6.60 6.80
| IS— '47 A -.‘? ““' el |,|, bl | m/z  55.10  88.41%
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #5692. 2-Amino-3-hydroxypyridine
110
5000 RS AR AR N L
55 6.20 6.40 6.60 6.80
82 m/z 82.10 80.83%
0 W""I'”'?ﬁ'ﬂ%l“"Plt'l“"l'“'l??""""”'I"“I""P"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
82
96
6.20 6.40 6.60 6.80
5000 42 m/z 96.05 74 .29%
68
28 55 110
35 89 | 103
s A A S RS RRARS AR RARRS RSN SARSS LA EARAN SRS RA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5721: 1H-Imidazole-2-carboxaldehyde, 1-methyl-
110 6.20 6.40 6.60 6.80
m/z 41.10 54 _.78%
5000 82
o 54
0'|“'w'“'“'“|“ww'ﬁqﬂ?“l“'w'“'"”M'“'w'“l“'w'“
m/z--> 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:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104063.D

Aca On : 29 Mar 2018 20:40

Operator : JU/SJ

Sample = J2072-05 20X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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-(1,1-Dimethyl-2-propynyl)... Concentration Rank 4

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

7.32 46.32 ng 1490370 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(1.1-Dimethvl-2-propvnvl)-N-te... 139 CO9H17N 001118-17-8 50
2 4(1H)-Pvrimidinone. 2.6-dimethvl- 124 C6H8N20 006622-92-0 47
3 Piperidine. 1-(2-methvl-1-propen... 139 C9H17N 000673-33-6 38
4 2-Cvclohexen-1-one. 3.4-dimethvl- 124 C8H120 1000197-00-4 27
5 Acetonitrile, (dimethylamino)- 84 C4H8N2 000926-64-7 22

Abundance Scan 890 (7.322 min): BF104063.D (-886) (-) m/z 58.05 100.00%
58 96 124
83
41
5000 68
110
50 139 152 700 7.0 740 7.60
o b2 Tm/z 124.10 96.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17923: N-(1,1-Dimethyl-2-propynyl)-N-tert.-butylamine
68
5000 A L IR LR
7.00 7.20 7.40 7.60
41 m/z 96.10 80.40%
0'W””I””P”“M'WMMP“M”'W””P”W”"””'“"}i%”P”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
124
42 A A L UL LR
7.00 7.20 7.40 7.60
5000 m/z 55.05 74.84%
68 96
oL 15 28 55 83 109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17914: Piperidine, 1-(2-methyl-1-propenyl)- e T T
124 700 7.20 7.40 7.60
m/z 83.05 74.32%
5000
139
82 110
o9 39 55 96 ‘
0 |||||||||||‘|‘i||||‘||‘l|| M‘\\ i “Hn:liu‘lnlulul |||l|‘|||| ' ‘” ""|""|""| A mEEE N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032918\
Data File : BF104063.D

Acq On : 29 Mar 2018 20:40

Operator : JU/SJ

Sample = J2072-05 20X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
Morpholine 4.63 578.1 ng 18600900 1 6.99 643496 20.0
Cyclohexanamine 5.57 1510.9 ng 48612300 1 6.99 643496 20.0
N,N-Diethyl-2-ami... 6.03 1521.5 ng 48953400 1 6.99 643496 20.0
unknown6 .50 6.50 45.5 ng 1462590 1 6.99 643496 20.0
N-(1,1-Dimethyl-2_._. 7.32 46.3 ng 1490370 1 6.99 643496 20.0
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