LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092917\
Data File : BF098940.D

Aca On 29 Sep 2017 10:45

Operator : SJ/JU

Sample = 15488-01

Misc :

ALS Vial : 5 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-BF092317.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 2.263 24 30 39 rvB 171780 240733 6.75% 0.789%
2 4.046 328 333 340 rBV 42943 53999 1.51% 0.177%
3 4.546 414 418 425 rBV 64098 70670 1.98% 0.232%
4 5.157 517 522 535 rVB 615789 853166 23.91% 2.796%
5 5.546 582 588 591 rBY 3315850 3509336 98.33% 11.501%
6 6.545 752 758 770 rVB 3158115 3529335 98.89% 11.567%
7 6.687 777 782 785 rBVY 3459093 3568903 100.00% 11.697%
8 6.740 788 791 800 rVB 55120 48889 1.37% 0.160%
9 6.916 817 821 824 rBVY 1012821 822490 23.05% 2.696%
10 7.075 843 848 851 rBVY 2960625 2659014 74.51% 8.715%

11 7.481 911 917 920 rBV 2099016 2219994 62.20% 7.276%
12 7.575 930 933 939 rVvB 54216 47056 1.32% 0.154%
13 8.198 1034 1039 1042 rBV 1263042 1085495 30.42% 3.558%
14 9.275 1216 1222 1225 rBV 3504129 3456354 96.85% 11.328%
15 9.663 1283 1288 1291 rBV 831674 686191 19.23% 2.249%

16 9.951 1332 1337 1341 rBV 1131580 1093280 30.63% 3.583%
17 10.375 1406 1409 1412 rVB2 54727 49432 1.39% 0.162%
18 10.745 1467 1472 1475 rBV 1927437 1788839 50.12% 5.863%
19 10.845 1486 1489 1498 rVB 122308 128577 3.60% 0.421%

20 11.292 1559 1565 1567 rBV 42726 35770 1.00% 0.117%
21 11.439 1586 1590 1593 rBV 1074472 948069 26.56% 3.107%
22 12.651 1793 1796 1800 rBV 70513 59706 1.67% 0.196%
23 12.880 1830 1835 1838 rBV 53742 55718 1.56% 0.183%

24 13.022 1855 1859 1863 rBV 2191918 2042694 57.24% 6.695%
25 13.904 2006 2009 2014 rBV 99476 115511 3.24% 0.379%

26 14.080 2035 2039 2042 rBvV 713465 644270 18.05% 2.112%
27 15.574 2288 2293 2301 rVB 516075 698623 19.58% 2.290%

Sum of corrected areas: 30512114
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092917\
Data File : BF098940.D

Aca On : 29 Sep 2017 10:45

Operator : SJ/JU

Sample = 15488-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092917\
Data File : BF098940.D

Aca On : 29 Sep 2017 10:45

Operator : SJ/JU

Sample = 15488-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.26 5.85 ng 240733 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 29 (2.257 min): BF098940.D (-24) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1
2.202.30 2.40 2.50 2.60 2.70
Obrrrrrr bbb e || M/Zz 43.05 39 34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.202.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.00 26.92%
29.0 ‘
0 AN ‘
DUNBIUNEIS UL JULIL UL UL I UL S S B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 DA IV RIS RRRAR AR B
2.202.30 2.40 2.50 2.60 2.70
5000 41.0 55.0 m/z 87.10 24._76%
29.0
o 97.0 112.0  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.00 11.97%
5000 43.0
58.0
e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092917\
Data File : BF098940.D

Aca On : 29 Sep 2017 10:45

Operator : SJ/JU

Sample = 15488-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 20.75 ng 853166 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 522 (5.157 min): BF098940.D (-517) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 L R R I
| 83.0 | 480 5.00 520 5.40
SN 1 1 EMENSVTH | NS SRR NS SN m/z 59.00 55.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA R R L B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 18.72%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.51%
29.0
87.0
ol 150 71.0 98.0
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 R e e e A
54.0 480 5.00 520 5.40
m/z 41.00 8.68%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092917\
Data File : BF098940.D

Aca On : 29 Sep 2017 10:45

Operator : SJ/JU

Sample = 15488-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.69 Concentration Rank 1

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

6.69 86.78 ng 3568900 1,4-Dichlorobenzene-d4 6.92
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 783 (6.692 min): BF098940.D (-777) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 P ASEPENARNE R R
40.1 540 6.40 6.60 6.80 7.00
Obrrrrrrrprrrr b b e 850 L 1180 L Tm/z 68.10  34.24%
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 .
5000 R R L R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.31%
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
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.34%
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 LI L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 13.29%
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 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092917\
Data File : BF098940.D

Aca On : 29 Sep 2017 10:45

Operator : SJ/JU

Sample = 15488-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Benzenesulfonamide, N,4-dim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.85 2.71 ng 128577 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 50
2 Hexadecane 226 C16H34 000544-76-3 41
3 Tridecane. l1-iodo- 310 C13H271 035599-77-0 38
4 Dodecane. 1-iodo- 296 C12H251 004292-19-7 38
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 38
Abundance Scan 1490 (10.851 min): BF098940.D (-1486) (-) m/z 57.10 100.00%
57.1
91.0
5000
155.0 I e e B IO
| I | 1210 18?'0 1060 10,80 11.00 1120
o B Y e e — m/z 71.05 70.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91.0
5000 LR SRR B I S
10.60 10.80 11. oo 11. 20
300 65.0 155.0 185.0 m/z 90.95 66.47%
‘ 121.0 ‘
onnpnwnhﬂ”wﬂnpnﬁnn.”.””.”.””.”.””.”.””“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
10,60 10.80 11.00 11.20
5000 85.0 m/z 43.05 61.87%
29.0
o 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- T B e
57.0 10.60 10.80 11.00 11.20
m/z 85.10 37.04%
5000 85.0
28.0
183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092917\
Data File : BF098940.D

Aca On : 29 Sep 2017 10:45

Operator : SJ/JU

Sample = 15488-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 3.59 ng 115511 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 Cyclopentadecane 210 C15H30 000295-48-7 90
Abundance Scan 2008 (13.898 min): BF098940.D (-2006) (-) m/z 57.05 100.00%
57.0
83.0
5000
111.0 S
3701630 2081 o480 o000 13.60 13.80 14.00 14.20
0 m/z 55.00 79.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000 111.0 LI L L L L
Bmwmmmmm
m/z 43.10 77.70%
29.0
N Il " 167.0 195.0222.0 250.0 280.0 308.0336.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
83.0 R AU BRI U
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.00 73.72%
29.0
o 140.0  182.0210.0 255.0 306.0 $
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane R R B
57.0 13.60 13.80 14.00 14.20
97.0 m/z 41.10 71.35%
5000
29.0 125.0
oL bl | L j\‘1540 196.02240 269.0 3200
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. oo 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092917\
Data File : BF098940.D

Acq On 29 Sep 2017 10:45

Operator : SJ/JU

Sample - 15488-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.26 5.8 ng 240733 1 6.92 822490 20.0
2-Pentanone, 4-hy... 5.16 20.8 ng 853166 1 6.92 822490 20.0
unknown6 .69 6.69 86.8 ng 3568900 1 6.92 822490 20.0
Benzenesulfonamid... 10.85 2.7 ng 128577 4 11.44 948069 20.0
n-Tetracosanol-1 13.90 3.6 ng 115511 5 14.08 644270 20.0
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