LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087763.D

Aca On : 6 Jun 2016 20:49

Operator : UM/SJ

Sample : H3356-07 5X

Misc :

ALS Vial : 21 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-BF060416.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 1.656 4 6 9 rVB 1742161 2236738 37.91% 13.418%
2 1.770 15 16 26 rvB 138674 304023 5.15% 1.824%
3 1.896 26 27 90 rvVB 2456282 5899905 100.00% 35.392%
4 5.439 334 337 339 rVB 450835 486125 8.24% 2.916%
5 6.467 425 427 431 rVB 448321 460956 7.81% 2.765%

6.616 437 440 442 rVB 407521 493616 8.37% 2.961%
6.845 458 460 463 rBvV 576718 656171 11.12% 3.936%
7.005 471 474 476 rVB 512132 421965 7.15% 2.531%
7.405 507 509 512 rBV 275475 253145 4._.29% 1.519%
8.136 570 573 575 rBV 1068765 911872 15.46% 5.470%

=
QO ~NO®

11 9.211 665 667 669 rvB 751880 586215 9.94% 3.517%
12 9.599 700 701 704 rBV 70860 93857 1.59% 0.563%
13 9.885 724 726 728 rVB2 806879 820686 13.91% 4.923%
14 10.674 792 795 797 rVB 213490 241007 4.08% 1.446%
15 10.799 804 806 810 rvB 56097 76821 1.30% 0.461%

16 11.371 854 856 857 rBV 786539 750245 12.72% 4_.501%
17 12.777 977 979 983 rBVvV2 92038 151301 2.56% 0.908%
18 12.948 992 994 997 rVB 489956 423918 7.19% 2.543%
19 13.485 1039 1041 1043 rBvV 109931 94049 1.59% 0.564%
20 14.000 1083 1086 1088 rBV 776468 757509 12.84% 4.544%

21 15.428 1208 1211 1213 rVB 359313 490182 8.31% 2.940%
22 16.103 1268 1270 1276 rVB3 30578 59895 1.02% 0.359%

Sum of corrected areas: 16670201
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087763.D

Aca On : 6 Jun 2016 20:49

Operator : UM/SJ

Sample : H3356-07 5X

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060416.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: BF087763.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087763.D

Aca On : 6 Jun 2016 20:49

Operator : UM/SJ

Sample : H3356-07 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 unknownl.66 Concentration Rank 2

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

1.66 68.18 ng 2236740 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 39
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CI0 100244-09-5 9

Abundance Scan 6 (1.656 min): BF087763.D (-4) (-) m/z 73.10 100.00%
73.1
5000 431
89.1
55.1 1.70 1.80 1.90 2.00 2.10
O 1 PSS oSS KM S m/z 43.10 50.75%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 43.0
1.70 1.80 1.90 2.00 2.10
210 89.0 m/z 89.10 28.82%
'”I"”I"LHM'”ML'”I'FIQ"”IEI”I"”M"”I"”I'
m/z--> 10 20 30 60 70 80 90 100 110
Abundance
43.0
33.0 170 1.80 1.90 2.00 2.10
5000 m/z 41.05 9.56%
59.0 74.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8706: 2-Hydroxy-2-methylbutyric acid A BBARENEEEN LRSS n ey
73.0 1.70 1.80 1.90 2.00 2.10
43.0 m/z 45.10 7.75%
55.0
5000
29.0
15.0
e ""I""I' l""l" J'I" T T ??Iq '}P?f{' N RS I U A U
m/z--> 10 20 40 50 60 70 80 90 100 110 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087763.D

Aca On : 6 Jun 2016 20:49

Operator : UM/SJ

Sample : H3356-07 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 unknown6.62 Concentration Rank 3

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

6.62 15.05 ng 493616 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 47
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 Amphetaminil 250 C17H18N2 017590-01-1 25
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 440 (6.616 min): BF087763.D (-437) (-) m/z 132.00 100.00%
132.0
5000
68.1
20.1 ‘ 96.1 ‘ 6.20 6.40 6.60 6.80 7.00
”..r”..,”L.,”..,h..,”'.,.”.,.”.,.”.,.”.,.” m/z 134.00  33.56%
m/z--> 100 120 140 160 180 200 220
Abundance #14142. 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I R I I
6.20 6.40 6.60 6.80 7.00
310 5L0 ‘ ‘ m/z 68.10 28.98%
‘ L1 H | 1
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
A
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 18.38%
41.0 97.0
115.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil A EANEE RmmaT TSR
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 11.47%
5000
105.0
510 770 ;| | 1500 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087763.D

Aca On : 6 Jun 2016 20:49

Operator : UM/SJ

Sample : H3356-07 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.05 ng 76821 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 Tetracosane 338 C24H50 000646-31-1 74
5 Tritetracontane 605 C43H88 007098-21-7 72
Abundance Scan 806 (10.799 min): BF087763.D (-804) (-) m/z 57.10 100.00%
57.1
5000
1131 1410 1691 10,40 10,60 10.80 11.00 11.20
m/z 71.10 68.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48831: Tridecane
57.0
5000 LI BRI SRR SURILRN B
10.40 10.60 10.80 11.00 11.20
29.0 85.0 m/z 43.05 65.74%
L | |, L1130 1410 1840
m/z--> 25 4b eb éo 160 150 110 160 180 200 220 240 2éo 2§0 300
Abundance
57.0
10,40 10,60 10.80 11.00 11.20
5000 85.0 m/z 85.10 44 _47%
90,0 155.0
' 113.0 184.0
mﬁmwwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 30.92%
5000 85.0
29.0
Lo 301410 1690 1970 2250 2530 2960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087763.D

Aca On : 6 Jun 2016 20:49

Operator : UM/SJ

Sample : H3356-07 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.78 3.99 ng 151301 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
4 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 38

Abundance Scan 979 (12.777 min): BF087763.D (-977) (-) m/z 56.10 100.00%

56.1
5000

83.0 129. 1

1571 185.1 2131 2572 12.40 12.60 12.80 13.00
m/z 57.10 59.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 | BNLUNL LB L LB L L B
29.0 12.40 12.60 12.80 13.00
830 1290 m/z 43.10 43 .40%
257.0
‘ . . ‘ “ N TR 157.0 185.0 213.0 L | 281.0 312.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R B S R
12.40 12.60 12.80 13.00
5000 m/z 41.10 41 .71%
280 257.0
129.0 :
83.0 106.0 157.0 185.0 213.0 283.0 312.0
TWTWWWTWWWTWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl- L e
56.0 12. 40 12. 60 12. 80 13. 00

m/z 55.10 34 .81%

-~ /\A/\JJA,NV\/—/L
290h 830 1260

\‘ 1 | 167.0

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:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087763.D

Aca On : 6 Jun 2016 20:49

Operator : UM/SJ

Sample : H3356-07 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 8 Butyl myristate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.49 2.48 ng 94049 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 80
2 Nipecotic acid 129 C6H11NO2 000498-95-3 47
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 35
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 32
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
Abundance Scan 1041 (13.485 min): BF087763.D (-1039) (-) m/z 56.05 100.00%
56.0
5000
129.1 N A
‘ |”83 L 1571 1851 50,2412 285.3 1320 13.40 13.60 13.80
..w”.ﬂnn i : m/z 57.05 65.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56.0
5000 LI SN UL LN S
229.0 13.20 13.40 13.60 13.80
0
F30 129.0 185.0 284.0 m/z 43.10 43.10%
A h Ul 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 41.10 38.49%
30.0 84.0 1290

mwmwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #18264: Urea, N,N-di-2-propenyl- T
56.0 13.20 13.40 13.60 13.80
m/z 55.10 31.34%
5000
30.0
I 1101400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13 60 13. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060616\
Data File : BF087763.D

Acq On : 6 Jun 2016 20:49

Operator : UM/SJ

Sample - H3356-07 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.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]
unknownl .66 1.66 68.2 ng 2236740 1 6.84 656171 20.0
unknown6 .62 6.62 15.1 ng 493616 1 6.84 656171 20.0
Tridecane 10.80 2.0 ng 76821 4 11.37 750245 20.0
Hexadecanoic acid... 12.78 4.0 ng 151301 5 14.00 757509 20.0
Butyl myristate 13.49 2.5 ng 94049 5 14.00 757509 20.0
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