LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096847.D

Aca On 18 Jul 2017 14:53

Operator : SJ/JU

Sample : 14223-01

Misc :

ALS Vial : 13 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-BF071317.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 2.887 151 153 164 rBvY 44396 88982 2.36% 0.295%
2 4.787 472 476 491 rVB 238169 396265 10.50% 1.312%
3 5.216 543 549 552 rBVY 3092145 3426936 90.83% 11.348%
4 6.257 719 726 729 rBVY 2753697 3377335 89.52% 11.184%
5 6.375 740 746 749 rBVY 2947655 3210619 85.10% 10.632%

6 6.598 780 784 787 rBV 702161 615374 16.31% 2.038%
7 6.757 806 811 814 rBV 2410762 2442376 64.73% 8.088%
8 7.163 874 880 883 rBV 1936821 2181795 57.83% 7.225%
9 7.287 892 901 905 rBvV 69322 98815 2.62% 0.327%
10 7.798 985 988 993 rBV 40334 37947 1.01% 0.126%

11 7.881 997 1002 1005 rBV 978328 951262 25.21% 3.150%
12 8.957 1179 1185 1189 rBV 3240564 3772906 100.00% 12.494%
13 9.351 1247 1252 1255 rBV 756721 612025 16.22% 2.027%
14 9.628 1293 1299 1302 rBV 1011382 933948 24.75% 3.093%
15 10.416 1427 1433 1436 rBV 2038880 2171531 57.56% 7.191%

16 10.545 1452 1455 1465 rVB 75653 81076 2.15% 0.268%
17 10.992 1527 1531 1534 rBV 59914 50550 1.34% 0.167%
18 11.098 1540 1549 1553 rBV 1050621 980352 25.98% 3.246%
19 12.692 1814 1820 1823 rBV 2938351 3341392 88.56% 11.065%
20 13.592 1969 1973 1979 rBV 132078 151909 4._.03% 0.503%

21 13.721 1991 1995 1999 rBV 744413 748756 19.85% 2.479%
22 15.092 2223 2228 2233 rBV 422501 475524 12.60% 1.575%
23 15.527 2297 2302 2306 rBV2 35515 51064 1.35% 0.169%

Sum of corrected areas: 30198739
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096847.D

Aca On 18 Jul 2017 14:53

Operator : SJ/JU

Sample : 14223-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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: BF096847.D

522
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Abundance TIC: BF096847.D
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Abundance TIC: BF096847.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096847.D

Aca On 18 Jul 2017 14:53

Operator : SJ/JU

Sample : 14223-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (S)-(+)-1,2-Propanediol Concentration Rank 5

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

2.89 2.89 ng 88982 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 74
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
4 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 154 (2.893 min): BF096847.D (-151) (-) m/z 45.00 100.00%
44.0
5000
U S SRR R
39.0 61.0 2.60 2.80 3.00 3.20
0..,....,....,....,....,....,....,...:,.:I! P 1 i — m/z 42.95 17.44%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000
2.60 2.80 3.00 3.20
m/z 44.00 7.08%
o 14.019.0 260°%0 390 |, 55.0 61.0 75.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45.0
2.60 2.80 3.00 3.20
5000 m/z 61.00 5.29%
31.0
o 150 260 39.0 55.0 61.0 76.0
T T T T T T e T T e T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R—(—)—l,Z—propanedioI LI L L N N L B
45.0 2.60 2.80 3.00 3.20
m/z 45.90 3.10%
5000
19.0 29
14077 | 390 550610 76.0
IR 0 Ao S i g 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096847.D

Aca On 18 Jul 2017 14:53

Operator : SJ/JU

Sample : 14223-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown4.79 Concentration Rank 3

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

4.79 12.88 ng 396265 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 477 (4.793 min): BF096847.D (-472) (-) m/z 43.00 100.00%
43.0
59.0
5000
| e M A5 450 450 50 550
o} S RO | . m/z 59.00 54.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL R R
59.0 440 460 480 500 520
m/z 101.00 14 .66%
31.0 g30 1010
O T T P T T T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 4.60 480 5.00 520
5000 m/z 58.00 13.11%
410 101.0
150 270 7 71.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A e R
59.0 440 460 4.80 5.00 5.20
m/z 41.00 9.76%
5000 41.0
o WLl 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096847.D

Aca On 18 Jul 2017 14:53

Operator : SJ/JU

Sample : 14223-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.37 Concentration Rank 1

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

6.37 104.35 ng 3210620 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
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 745 (6.369 min): BF096847.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SNAERENSRBE AR SRR
400 540 | 6.00 620 6.40 6.60 6.80
0 ..,....,....,...:,“.'..:,:!..,.:.-.|,..'..,??;9,..!.,.197.-,0....,...., - m/z 68.10 40.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR RSN RS SRR N
6.00 620 6.40 6.60 6.80
2.0 510 m/z 134.00 32.38%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 26.42%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L LI L L L N DL B
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.87%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096847.D

Aca On 18 Jul 2017 14:53

Operator : SJ/JU

Sample : 14223-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexanoic acid, 2-ethyl- Concentration Rank 7

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

7.29 2.08 ng 98815 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
3 1.4-Dioxane 88 C4H802 000123-91-1 47
4 Pentanoic acid. ethvl ester 130 C7H1402 000539-82-2 33
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 035939-74-3 33

Abundance Scan 902 (7.292 min): BF096847.D (-892) (-) m/z 73.00 100.00%
73.0
5000 41.0
101.0
| | 7.00 7.20 7.40 7.60
b0 e e L m/z 88.10 73.32%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
%0001 410 700 7.20 7.40 7.60
101.0 m/z 41.00 44.06%
0 0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0  88.0
7.00 7.20 7.40 7.60
5000 m/z 57.10 41.60%

115.0142.0 173.0  214.0242.0272.0 313.0 355.0

o—r T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #2011: 1,4-Dioxane
28.0 7.00 7.20 7.40 7.60
m/z 55.10 27 .65%
5000 88.0
58.0 ’
o .L,.. ——— 77—
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096847.D

Aca On 18 Jul 2017 14:53

Operator : SJ/JU

Sample : 14223-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 6 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.59 4.06 ng 151909 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 1973 (13.592 min): BF096847.D (-1969) (-) m/z 57.10 100.00%

517.1

5000

%

13.20 13.40 13.60 13.80 14.00

o m/z 43.05 93.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0
5000 LA L L L L L L L L LB
13 20 13. 40 13 60 13 80 14. 00
29.0 125.0 m/z 55.00 87 .83%
o L4l ‘ | i \‘ 154.0182.0210.0238.0 2830 3340
R R AR e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
T S
97.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.05 69 .85%
29.0
125.0
0 153.0181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 w
Abundance #175127: Trifluoroacetoxy hexadecane P e
57.0 13.20 13.40 13.60 13.80 14.00
m/z 97.05 64 .42%
97.0
5000
29.0 125.0 kw\j&AanJk*#xw
o Ll | | | | 1540 19602240 2690 3200
e ””.”.””.”.””.”.””.”.”“.“.“”.”.””P”q. s R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 20 13. 40 13 60 13 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096847.D

Aca On 18 Jul 2017 14:53

Operator : SJ/JU

Sample : 14223-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 7 Eicosane Concentration Rank 6

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

15.53 2.15 ng 51064 Perylene-d12 15.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentacosane 352 C25H52 000629-99-2 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tetracontane 563 C40H82 004181-95-7 78
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64

Abundance Scan 2302 (15.527 min): BF096847.D (-2297) (-) m/z 57.00 100.00%
57.0
85.0
5000
113.1 1490 207.1 2821 15.20 15.40 15.60 15.80
0 T — m/z 71.10 63.29%
miz--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 LN L L L L L LB L |
15.20 15.40 15.60 15.80
m/z 85.05 56.79%
29.0 113'01410
oL k)i || 410169.0197.0225 02530 262.0
T T T T e e
miz--> 50 100 150 200 250 300 350
Abundance
57.0
e = AR M
15.20 15.40 15.60 15.80
5000 850 m/z 43.00 56.13%
113.0
oL 20 141.0160.0  211.0239.0267.0295.0323.0 352.0
T T T T T T e T T
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L B o
57.0 15.20 15.40 15.60 15.80
m/z 55.00 35.31%
85.0
5000
29.0 113.0
oL L) P0u0is0016m0205 02530 2960
N L
miz--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
Data File : BF096847.D

Acq On 18 Jul 2017 14:53

Operator : SJ/JU

Sample - 14223-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
(S)-(+)-1,2-Propa. .. 2.89 2.9 ng 88982 1 6.60 615374 20.0
unknown4 .79 4.79 12.9 ng 396265 1 6.60 615374 20.0
unknown6 .37 6.37 104.3 ng 3210620 1 6.60 615374 20.0
Hexanoic acid, 2-... 7.29 2.1 ng 98815 2 7.88 951262 20.0
Heptadecyl triflu... 13.59 4.1 ng 151909 5 13.73 748756 20.0
Eicosane 15.53 2.1 ng 51064 6 15.09 475524 20.0
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