LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098022.D

Aca On : 25 Aug 2017 00:43

Operator : SJ/JU

Sample : 14935-01

Misc :

ALS Vial : 23 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-BF081517.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 4.945 482 486 499 rvVB 281977 436777 10.81% 1.395%
2 5.351 549 555 558 rBY 3236698 3799523 94.08% 12.132%
3 6.381 719 730 733 rBVY 3333689 4038646 100.00% 12.895%
4 6.510 747 752 755 rBV 3413923 3678151 91.07% 11.744%
5 6.739 787 791 794 rBV 994358 801592 19.85% 2.559%

6.898 811 818 821 rBV 2977222 2790296 69.09% 8.909%
7.304 881 887 890 rBV 2149500 2368292 58.64% 7.562%
7.398 897 903 907 rBV 43365 48353 1.20% 0.154%
1175997 972401 24.08% 3.105%
9.098 1187 1192 1196 rBV 3383920 3544941 87.78% 11.319%
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11 9.492 1254 1259 1262 rBV 678666 530241 13.13% 1.693%
12 9.774 1302 1307 1311 rBV 1084831 945993 23.42% 3.021%
13 10.563 1435 1441 1444 rBV 2009878 1936986 47.96% 6.185%
14 10.680 1458 1461 1470 rVB 63509 62899 1.56% 0.201%
15 11.257 1554 1559 1562 rBV 970729 878168 21.74% 2.804%

16 12.357 1742 1746 1749 rBV2 43204 43298 1.07% 0.138%
17 12.668 1796 1799 1801 rBV 91695 79407 1.97% 0.254%
18 12.845 1824 1829 1832 rBV 2691558 2743589 67.93% 8.760%
19 13.368 1916 1918 1921 rBV 48905 47259 1.17% 0.151%

20 13.739 1977 1981 1989 rBV2 128520 179208 4._.44% 0.572%

21 13.886 2002 2006 2010 rBV 898241 793082 19.64% 2.532%
22 14.733 2148 2150 2153 rVB 64781 52386 1.30% 0.167%
23 15.304 2242 2247 2252 rBV 451762 547481 13.56% 1.748%

Sum of corrected areas: 31318969
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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\BF082417\

BF098022.D

25 Aug 2017 00:43

SJ/Ju

14935-01

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098022.D

Aca On : 25 Aug 2017 00:43

Operator : SJ/JU

Sample : 14935-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.95 10.90 ng 436777 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 487 (4.951 min): BF098022.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ISR A RS SR
| 83.0 | 4.60 4.80 5.00 5.20
o} Y ST 3 s M m/z 59.05 56.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR A RS SR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 20.81%
27\0\ L1l ‘ 70.0 83.0 10:\L0
G R S R AR AL RARLA AR KRR RARAN RARN LAAS) SARS EASE EARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 m/z 57.95 17.46%
43.0 101.0
31.0 -
. 15.0 710 830
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 s B e A T
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.03%
5000 41.0
o T 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098022.D

Aca On : 25 Aug 2017 00:43

Operator : SJ/JU

Sample : 14935-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.51 Concentration Rank 1

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

6.51 91.77 ng 3678150 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 752 (6.510 min): BF098022.D (-747) (-) m/z 132.10 100.00%
13p.1
5000 68.1
400 %1 J "ok 64 650 580
.0 54.0 . . .
0 S0 N I .2 | m/z 68.10 47.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IRSENRARE SRS RSN SRR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.86%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o0 oko b
5000 ggo 1160 m/z 66.00 29.54%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon TTT [T T T [T T[T T T T T
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.48%
5000
66.0
0'"'I""I“u"l""I"'W'l" T N SN ISR SRS RSN SRR
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098022.D

Aca On : 25 Aug 2017 00:43

Operator : SJ/JU

Sample : 14935-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.
12.67 2.00 ng 79407 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 62
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 50
4 Mvristic acid isobutyl ester 284 C18H3602 025263-97-2 43
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 30
Abundance Scan 1799 (12.668 min): BF098022.D (-1796) (-) m/z 56.05 100.00%
56.0

5000 /
1 2572 ) f

33.0 129.1
157.0 185.1 12.40 12.60 12.80 13.00
m/z 57.00 68.39%

01
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 MW

5000 LA L L L L L LB
12. 40 12. 60 12. 80 13. OO
29.0 m/z 41.00 46 .20%
83 0 129.0 257.0
0 [l .l ‘ H Ji bl ‘ 157.0 1850 2130 | \‘ 283.0 3120
A RARa L L L S na e L el £ A Al AR s sa s Loam e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R EEEEE RS
12.40 12.60 12.80 13.00
5000 m/z 73.00 44 _59%
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 #154965: Hexadecanoic acid, 2-methylpropyl ester
57.0 12.40 12.60 12.80 13.00
m/z 43.00 39.82%
5000
239.0
280 85.0 129 0
e .u.”..””.”..u.uu.u..u.uu.u.vuq””, R EEEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO

8270-BF081517.M Fri Aug 25 13:42:43 2017

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098022.D

Aca On : 25 Aug 2017 00:43

Operator : SJ/JU

Sample : 14935-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Trifluoroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 4.52 ng 179208 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 11-Tricosene 322 C23H46 052078-56-5 91

Abundance Scan 1981 (13.739 min): BF098022.D (-1977) (-) m/z 57.10 100.00%

5000

5

125.1 L o e e e
15411811 230.1 567 13.40 13.60 13.80 14.00

0 m/z 83.10 98.17%
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 LA L L L L L L |

13.I40 13.I60 13.I80 14.I00
20.0 125.0 m/z 55.00 89.64%

d L pmomorion 250 oo
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 R E e e  REREE
13.40 13.60 13.80 14.00
5000 m/z 97.05 88.26%
29.0 125.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester R A REER R
43.0 13.40 13.60 13.80 14.00
83.0 m/z 43.05 85.99%
5000
111.0
| ), 2390 182.0210.0
o e e A e B e s
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082417\
Data File : BF098022.D

Acq On : 25 Aug 2017 00:43

Operator : SJ/JU

Sample : 14935-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.95 10.9 ng 436777 1 6.74 801592 20.0
unknown6 .51 6.51 91.8 ng 3678150 1 6.74 801592 20.0
Hexadecanoic acid... 12.67 2.0 ng 79407 5 13.89 793082 20.0
Trifluoroacetic a... 13.74 4.5 ng 179208 5 13.89 793082 20.0
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