LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100871.D

Aca On - 23 Nov 2017 13:19 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16567-03 UGl
Misc i 112017-TIDO-F-U-B
ALS Vial : 42 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-BF110817.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 5.075 504 508 518 rBB 147181 155139 6.13% 1.119%
2 5.475 572 576 579 rBV 696344 617187 24.37% 4._.452%
3 6.481 743 747 755 rBB 470954 433513 17.12% 3.127%
4 6.628 767 772 775 rBVY 1290278 1145905 45.25% 8.266%
5 6.857 807 811 815 rBV 566293 443314 17.50% 3.198%

7.016 833 838 841 rBV 1920158 1684739 66.52% 12.153%
7.422 901 907 910 rBV 1214373 1380406 54.50% 9.958%
712413 580741 22.93% 4.189%
9.216 1206 1212 1215 rBV 2656843 2532658 100.00% 18.270%
9.892 1321 1327 1331 rBV 665075 650468 25.68% 4.692%
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11 10.563 1438 1441 1444 rVB 42014 28937 1.14% 0.209%
12 10.680 1457 1461 1465 rBV 920530 855499 33.78% 6.171%
13 11.380 1576 1580 1584 rBV 698629 567591 22.41% 4.094%
14 12.780 1814 1818 1821 rBV 54985 45332 1.79% 0.327%
15 12.968 1845 1850 1853 rBV 1948183 1810014 71.47% 13.057%

16 13.480 1934 1937 1941 rBV2 33254 30808 1.22% 0.222%
17 13.851 1997 2000 2004 rBV 46128 48730 1.92% 0.352%
18 14.021 2025 2029 2032 rBV 412175 382495 15.10% 2.759%
19 15.492 2273 2279 2285 rBV 342950 436017 17.22% 3.145%
20 16.439 2435 2440 2447 rVB3 19264 33181 1.31% 0.239%

Sum of corrected areas: 13862674
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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\BF112217\

BF100871.D

23 Nov 2017 13:19

SJ/Ju

16567-03

42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100871.D

Aca On : 23 Nov 2017 13:19

Operator : SJ/JU

Sample : 16567-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 7.00 ng 155139 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 507 (5.069 min): BF100871.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R RN SRS IR
| 83.0 | 4.80 500 5.20 5.40
o)AV 4 PRSP | RS MU MRS m/z 59.00 56.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 17.75%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 13.89%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl- i e i a ma
31.0 54.0 4.80 500 5.20 5.40
m/z 41.10 9.01%
5000
41.0
0 ! “‘\‘so.o‘w 130  gro 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100871.D

Aca On : 23 Nov 2017 13:19

Operator : SJ/JU

Sample : 16567-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 2

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

6.63 51.70 ng 1145910 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF100871.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
w150 || N e | 3 ek sk oho 70
o} o e A T m/z 68.10 36 .56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A SR A I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.81%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 22.81%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R REa e RRREE L
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .50%
74.0
5000 9go 1160
NI NI --‘--.“l“--‘-“.--”- _ 1580 1890 Y W | O
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100871.D

Aca On : 23 Nov 2017 13:19

Operator : SJ/JU

Sample : 16567-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.78 2.37 ng 45332 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 74
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 (n-Butvlthio)acetonitrile 129 C6H11NS 071037-08-6 46
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 38
5 Nipecotic acid 129 C6H11NO2 000498-95-3 38

Abundance Scan 1818 (12.780 min): BF100871.D (-1814) (-) m/z 56.10 100.00%
56.1
5000

257.3

A
LI B O L |

185.1 213.2 12.40 12.60 12.80 13.00

0 m/z 57.10 63.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000
12.40 12.60 12.80 13.00
29.0 m/z 43.10 42 _.48%
83 0 129.0 257.0
0 | h H Ji il ‘ 157.0 185 0 213 0 | \‘ 283.0 312 0
L L L L s L L s R RN s e aE R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
12.40 12.60 12.80 13.00
5000 m/z 41.10 36.47%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12899: (n-Butylthio)acetonitrile
56.0 12.40 12.60 12.80 13.00
m/z 55.00 35.84%
5000
27.0
129.0
86.0
0!
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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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100871.D

Aca On : 23 Nov 2017 13:19

Operator : SJ/JU

Sample : 16567-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.55 ng 48730 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 86
2 11-Tricosene 322 C23H46 052078-56-5 86
3 17-Pentatriacontene 491 C35H70 006971-40-0 86
4 Carbonic acid. isobutyl octadecv... 370 C23H4603 1000314-61-5 80
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 74
Abundance Scan 2000 (13.851 min): BF100871.D (-1997) (-) m/z 57.10 100.00%
57.1
7.1
5000
| 39.2 13.60 13.80 14.00 14.20
o e e m/z 55.00 95.83%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55.0
97.0
5000
13.60 13.80 14.00 14.20
m/z 43.10 92.29%
0144 | .‘-H- ,\H\,M‘I (12010  ss0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
13.60 13.80 14.00 14.20
5000 83.0 m/z 83.10 76.93%
0 1250 168.0 2100 266.0 322.0
miz-> 0 55 160 1éo 200 250 300 3éo 460 4%0 '
Abundance #234187: 17-Pentatriacontene .
43.0 13.60 13.80 14.00 14.20

m/z 97.10 67 .00%

5000 83.0

o \ J 167.0 210.0  267.0307.0 490.0
s :

m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20

e
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100871.D

Acq On : 23 Nov 2017 13:19

Operator : SJ/JU

Sample - 16567-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
2-Pentanone, 4-hy... 5.07 7.0 ng 155139 1 6.86 443314 20.0
unknown6 .63 6.63 51.7 ng 1145910 1 6.86 443314 20.0
Hexadecanoic acid... 12.78 2.4 ng 45332 5 14.02 382495 20.0
1-Docosene 13.85 2.5 ng 48730 5 14.02 382495 20.0
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