LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093633.D

Aca On : 14 Mar 2017 3:26

Operator : SJ/MA

Sample : 12199-25

Misc :

ALS Vial : 33 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 2.447 46 49 59 rvB 47699 144262 2.58% 0.308%
2 4.161 197 199 208 rVB 47128 81799 1.46% 0.175%
3 4.413 218 221 230 rVB 35837 84034 1.50% 0.180%
4 4.870 259 261 279 rBV 991994 1889444 33.76% 4._.039%
5 5.316 298 300 328 rBVY 3695155 5460410 97.57% 11.673%

5.716 333 335 346 rVB 56858 111191 1.99% 0.238%
6.367 390 392 400 rBV 3318251 5031974 89.91% 10.758%
6.481 400 402 405 rVB 4738574 4706216 84.09% 10.061%
6.710 420 422 430 rVB 965055 1083962 19.37% 2.317%
6.859 433 435 438 rBV 3857636 3868322 69.12% 8.270%

=
QO ~NO®

11 7.282 470 472 487 rBV 2996559 3506056 62.65% 7.495%
12 8.002 533 535 544 rBV 1330693 1452845 25.96% 3.106%
13 9.087 627 630 632 rBV 3926742 5596491 100.00% 11.964%
14 9.762 686 689 691 rBV 1268122 1569376 28.04% 3.355%
15 10.550 756 758 761 rBV2 2115942 2927824 52.32% 6.259%

16 11.248 817 819 824 rBV 1696801 1630825 29.14% 3.486%
17 12.654 940 942 945 rBV 161440 138752 2.48% 0.297%
18 12.836 955 0958 961 rBV 4458642 5070512 90.60% 10.840%
19 13.362 1002 1004 1006 rBV 82664 87804 1.57% 0.188%
20 13.899 1049 1051 1059 rBV 876044 1356916 24.25% 2.901%

21 15.305 1171 1174 1182 rBV 617387 977264 17.46% 2.089%

Sum of corrected areas: 46776279
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093633.D

Aca On : 14 Mar 2017 3:26

Operator : SJ/MA

Sample : 12199-25

Misc :

ALS Vial : 33 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

Abundance TIC: BF093633.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093633.D

Aca On : 14 Mar 2017 3:26

Operator : SJ/MA

Sample : 12199-25

Misc :

ALS Vial : 33 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 4

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

2.45 2.66 ng 144262 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 64
2 1-Butanamine 73 C4H11N 000109-73-9 5
3 1-Butanol 74 C4H100 000071-36-3 5
4 l1sobutvlamine 73 C4H11N 000078-81-9 4
5 Hydrogen azide 43 HN3 007782-79-8 4

Abundance Scan 49 (2.447 min): BF093633.D (-46) (-) m/z 43.05 100.00%
43.0
5000
61.0 e
73.0 220 240 260 2.80
49.055.0 84.0
Obrrrrprerrprrerrrrrprrerprerrreekt b0 2.0 L e 840 Tm/z 61.00  24.98%
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 -
2.20 2.40 2.60 2.80
270 61.0 m/z 73.00 11.85%
73.0
N AL NN ks RS AR AR AL SRS SANSA SRS RAMA LA AN AR AR RO
m/iz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
30.0
220 240 260 2.80
5000 m/z 42.10 9.72%
j
18.0 41.0 57.0 730
m/iz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #817: 1-Butanol R R e R,
31.0 2.20 2.40 2.60 2.80
41.0 56.0 jm/z 41.10 8.97%
5000
0 26"? L L, s00 | 73.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093633.D

Aca On : 14 Mar 2017 3:26

Operator : SJ/MA

Sample : 12199-25

Misc :

ALS Vial : 33 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.87 34.86 ng 1889440 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 53
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 25
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25

Abundance Scan 261 (4.870 min): BF093633.D (-259) (-) m/z 43.05 100.00%
43.0
5000 591 J&\
101.1 PSSP VST SRR A
711 4.60 4.80 5.00 5.20
Obrrr e prr et b 3L 181 589 10 61.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 5.20
0
150 a0 1010 m/z 58.10 14.72%
0"w'm'|““H“““N"w'”'|“'w'“'?iq'w'”m“"w'“l“
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
30.0
430 460 480 500 520
5000 m/z 101.10 14 .45%
57.0 88.0
15.0
73.0
G s UL R RS RS RN RS RAARN REALS SRR NERRS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.75%
5000
41.0
29.0 101.0
o L ll.s0.0 ] 730 860 |
USRI UL UL IR SO UL IR IULIL UL S B B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093633.D

Aca On : 14 Mar 2017 3:26

Operator : SJ/MA

Sample : 12199-25

Misc :

ALS Vial : 33 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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.72 2.05 ng 111191 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 27
3 Pentane. 2-methoxv-2.4.4-trimethvl- 144 C9H200 062108-41-2 12
4 2-Nonanone 142 C9H180 000821-55-6 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 335 (5.716 min): BF093633.D (-333) (-) m/z 43.00 100.00%
43.0 73.1
5000
| s so w01 1150 5o 5ko 5ho 60
O o = N e s e e m/z 73.10 83.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43.0
73.0
5000
540 5.60 5.80 6.00
m/z 41.10 13.51%
29‘.0 | 55.0 383.0 100.0 115.0
o
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0
540 5.60 5.80 6.00
5000 m/z 115.00 9.97%
29.0 57.0
72.0
850 1000
O e e T o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20289: Pentane, 2-methoxy-2,4,4-trimethyl- T
73.0 540 5.60 5.80 6.00
m/z 39.10 7.76%
5000 570
41.0
Jomo | _ 830 970 1120 1290
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093633.D

Aca On : 14 Mar 2017 3:26

Operator : SJ/MA

Sample : 12199-25

Misc :

ALS Vial : 33 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 unknown6.48 Concentration Rank 1

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

6.48 86.83 ng 4706220 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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 402 (6.481 min): BF093633.D (-400) (-) m/z 132.10 100.00%
13p.1
5000 8.0
200 540 \ wo 1o o5 ok ko 6k
0..,....,....,...:,".'..:,....,.!..,....,.... ....,.’fR.,....,....,'...,... m/z 68.05 44_17%
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 BN AR
6.20 6.40 6.60 6.80
310 510 m/z 134.10 32.72%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
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 66.05 29.10%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.80%
5000
104.0
ol 140 270 390 510 080770 590 || uso
m/z--> 10 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:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093633.D

Aca On : 14 Mar 2017 3:26

Operator : SJ/MA

Sample : 12199-25

Misc :

ALS Vial : 33 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 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.05 ng 138752 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 83
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
Abundance Scan 942 (12.654 min): BF093633.D (-940) (-) m/z 56.10 100.00%
56.1
5000
g1 1291 257.3 1240 1260 12.80 13.00
.2 2133 : : : : :
0---|nn'in- ||""'\'hLHMLP%wWWW m/Z 57.10 52_.61%
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 RN R SR SN R
29.0 12.40 12.60 12.80 13.00
630 129 m/z 43.05 38.44Y%
0 “ h “‘ \‘H\ H\ Lo 157.0 1850 2130 ] 21 0281 0 312.0
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 41.05 35.35%
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 #12470: Cyclopentanecarboxylic acid, 2-amino-, cis-
56.0 12.40 12.60 12.80 13.00
m/z 55.10 29.83%
5000
30.0 100.0 129.0
OHWNLVHW”“““J““V“'““'“'HHPHWH“'“W““V“W““
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF093633.D

Acq On : 14 Mar 2017 3:26

Operator : SJ/MA

Sample : 12199-25

Misc :

ALS Vial : 33 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 2.45 2.7 ng 144262 1 6.71 1083960 20.0
2-Pentanone, 4-hy... 4.87 34.9 ng 1889440 1 6.71 1083960 20.0
2-Pentanone, 4-me... 5.72 2.0 ng 111191 1 6.71 1083960 20.0
unknown6 .48 6.48 86.8 ng 4706220 1 6.71 1083960 20.0
Hexadecanoic acid... 12.65 2.0 ng 138752 5 13.90 1356920 20.0
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