LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089883.D
Aca On : 24 Aug 2016 19:07 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 - H4585-03 TILCON-MH-3-4-STONE-003
ALS Vial : 20 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-BF081916.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 14 rBV 666862 1148496 9.90% 1.047%
2 1.770 14 16 52 rVB 5291219 11605905 100.00% 10.578%
3 4.799 278 281 289 rBVY 1256668 1827246 15.74% 1.665%
4 5.244 317 320 322 rBVY 8113090 8689095 74.87% 7.920%
5 6.307 409 413 415 rBV 7973325 9275868 79.92% 8.455%
6 6.433 421 424 426 rBVY 9326356 9596824 82.69% 8.747%
7 6.662 442 444 447 rBV 2438209 2389553 20.59% 2.178%
8 6.822 455 458 460 rBY 8305361 7049482 60.74% 6.425%
9 7.233 491 494 496 rBV 5933741 5772140 49.73% 5.261%
10 7.953 554 557 559 rBY 3963196 3391876 29.23% 3.092%

11 9.039 649 652 654 rBVY 9839647 11053355 95.24% 10.075%
12 9.428 684 686 689 rvB 1861023 1637552 14.11% 1.493%
13 9.702 708 710 712 rBV 4425053 3769538 32.48% 3.436%
14 10.159 748 750 751 rvVB 308359 241393 2.08% 0.220%
15 10.376 766 769 772 rBV 102261 168526 1.45% 0.154%

16 10.491 776 779 781 rBV 5565278 6095386 52.52% 5.556%
17 10.628 789 791 797 rVB 368347 411133 3.54% 0.375%
18 11.074 828 830 832 rVB 176131 140527 1.21% 0.128%
19 11.176 837 839 842 rVB 4091241 3571495 30.77% 3.255%
20 11.428 859 861 866 rBvV 586629 978093 8.43% 0.891%

21 12.251 930 933 941 rBV 2145008 3082228 26.56% 2.809%
22 12.765 975 978 981 rBV 6686938 9537557 82.18% 8.693%
23 13.028 998 1001 1002 rBV 80752 117972 1.02% 0.108%
24 13.234 1016 1019 1022 rBV 233687 318915 2.75% 0.291%
25 13.360 1029 1030 1034 rVB2 88360 116836 1.01% 0.106%

26 13.691 1058 1059 1067 rBV2 327431 654034 5.64% 0.596%
27 13.805 1067 1069 1075 rVB 3366755 3420365 29.47% 3.118%
28 14.011 1084 1087 1089 rBV2 147323 248506 2.14% 0.227%
29 14.331 1112 1115 1116 rBV 153458 167359 1.44% 0.153%
30 14.640 1139 1142 1144 rBV 122884 145857 1.26% 0.133%

31 14.937 1166 1168 1171 rBV 97100 142410 1.23% 0.130%
32 15.200 1188 1191 1194 rBV 2000240 2343784 20.19% 2.136%
33 15.280 1196 1198 1201 rVB 95086 122997 1.06% 0.112%
34 15.668 1229 1232 1235 rBV 67391 125682 1.08% 0.115%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\

Data File : BF089883.D

Aca On : 24 Aug 2016 19:07

Operator : UM/SJ

ﬁ?gg'e - H4585-03 TILCON-MH-3-4-STONE-003
ALS Vial =: 20 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.560 1306 1310 1313 rBV 90042 184125 1.59% 0.168%

36 17.874 1420 1425 1429 rBV2 59043 171707 1.48% 0.157%

Sum of corrected areas: 109713817
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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:\HPCHEM1I\BNA F\DATA\BF082416\
BF089883.D

24 Aug 2016 19:07

UM/SJ

H4585-03

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TILCON-MH-3-4-STONE-003

Abundance TIC: BF089883.D
6.43
5.24 6.82
8000000 6.31
6000000 7.23
1.77
4000000
6.66
2000000
4.80
1.66
e T T L A
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089883.D
9lo4
8000000
12.77
6000000 10.49
9.70
11.18
4000000 7.95
12.25
2000000 9.43
11.43
| 1016341063 110p i 13.043.23.36
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089883.D
8000000
6000000
4000000 ;o0
2000000 15.20
013-6 1401 14.33 1464 1494 [1528 1567 16.56 17.87
N e T A T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\

Data File : BF089883.D

Aca On : 24 Aug 2016 19:07

Operator : UM/SJ

ﬁ?gg'e - H4585-03 TILCON-MH-3-4-STONE-003
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.80 15.29 ng 1827250 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 281 (4.799 min): BF089883.D (-278) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e N
440 4.60 4.80 5.00 5.20
83.0
0....,....',':..'!|,....,-....-,|....,....,....,....,....,297.'.0. m/z 59.00 59.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RABE LRSS BARRE RARE L
59.0 440 460 480 500 520
0
150 1010 m/z 101.00 23.86%
0 wl ol . 83.0 ! ‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
440 460 480 500 520
5000 41.0 m/z 58.00 17.38%
126.0142.0
e Y L I S L S BN BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4-methyl- P e
43.0 440 4.60 4.80 5.00 5.20
m/z 41.10 8.98%
5000
15.0 110 101.0
e L L I S L S S B S S USRI SRS S R
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\

Data File : BF089883.D

Aca On : 24 Aug 2016 19:07

Operator : UM/SJ

ﬁ?gg'e - H4585-03 TILCON-MH-3-4-STONE-003
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 4 unknown6.43 Concentration Rank 2

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

6.43 80.32 ng 9596820 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 424 (6.433 min): BF089883.D (-421) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 ‘ [T T
40.0 6.00 6.20 6.40 6.60 6.80
0....-|"..:'.,:|-.|.'.,...!,':.1.15:"9..'-.,....,....,....,297.'9.,... m/z 134.00 35.58%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR R B UL
6.00 6.20 6.40 6.60 6.80
310 510 m/z 68.10 35.34%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
6.00 620 6.40 6.60 6.80
5000 67.0 m/z 66.10 22.55%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil Al B LR,
132.0 6.00 6.20 6.40 6.60 6.80
m/z 96.00 14.02%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\

Data File : BF089883.D

Aca On : 24 Aug 2016 19:07

Operator : UM/SJ

ﬁ?gg'e - H4585-03 TILCON-MH-3-4-STONE-003
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 6 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.30 ng 411133 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 80
Abundance Scan 791 (10.628 min): BF089883.D (-789) (-) m/z 57.10 100.00%
51.1
5000
\ Pt e 10040 10160 1080 1100
Y e — m/z 71.10 72.52%
miz--> 0 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 R BN BN SRR U
10.40 10.60 10 80 11. 00
5.0 m/z 43.10 66.75%
2710
o by [T, 110 agpoz20
miz--> 0 50 100 150 200 250 300 350
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 45 .93%
99.0
27.0 141.0 1830 2250 281.0  337.0 394.0
miz--> 0 §o 160 1éo 200 250 360 350 '
Abundance #141425: Heneicosane T T T T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 33.91%
5000
99.0
0 2710 ‘ Jd 2410 1830 2250 2660296.0
miz--> 0 §o 160 1éo 200 250 360 3éo ' 1050 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\

Data File : BF089883.D

Aca On : 24 Aug 2016 19:07

Operator : UM/SJ

ﬁ?gg'e - H4585-03 TILCON-MH-3-4-STONE-003
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 7 1-Hexadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.43 5.48 ng 978093 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 9-Eicosene. (B)- 280 C20H40 074685-29-3 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
Abundance Scan 861 (11.428 min): BF089883.D (-859) (-) m/z 55.05 100.00%
5.0 83.1
5000 ,;_Jk\___ﬁ-“Jl
11.20 11.40 11.60 11.80
1401  179.1
Obrrrprrrrli 2070 m/z 69.05 90.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95985: 1-Hexadecanol
43.0
69.0
PR, VNS
5000
11.20 11.40 11.60 11.80
1250 m/z 83.10 87 .53%
ol 22. \\L I 1540  196.0 224.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
AN N
11.20 11.40 11.60 11.80
5000 m/z 43.10 87 .52%
29.0 111.0

o 139.0 168.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1 e e e e
55.0 83.0 11. 20 11. 40 11.60 11.80

m/z 57.10 85.13%

b

139.0 168.0 210.0 238.0
A =2
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

.

5000

29.0

T
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089883.D

Aca On : 24 Aug 2016 19:07

Operator : UM/SJ

Sample : H4585-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 n-Heptadecanol-1 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.25 17.26 ng 3082230 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
4 1-Hexadecanol 242 C16H340 036653-82-4 91

5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 933 (12.251 min): BF089883.D (-930) (-) m/z 83.10 100.00%
83.1
43.0
5000
P%l e s o e
168.2 . : : : :
I f iy 82 2222 o TEES10 90.71%
m/z--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1
55.0
97.0
5000 LI B L L L L Y B LB LB BB
12.00 12.20 12.40 12.60
m/z 69.10 87.42%
26.0
LR N I
m/z--> 50 100 150 200 250 300 350
Abundance
83.0
43.0 IIIIIIIIIIIIIIIIIIIIIII
12.00 12.20 12.40 12.60
5000 m/z 57.05 83.85%
125.0
o 168.0 208.0238.0
T T T e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester R R EEERER RS
57.0 12.00 12.20 12.40 12.60
97.0 m/z 97.10 81.19%
5000
169.0
26.0
oL 2oL ‘ 56 ST T M 1.} B Y | N
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\

Data File : BF089883.D

Aca On : 24 Aug 2016 19:07

Operator : UM/SJ

ﬁ?gg'e - H4585-03 TILCON-MH-3-4-STONE-003
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 9 1-Octadecanesulphonyl chloride Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.69 3.82 ng 654034 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 80
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 78
3 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 62
4 Tetradecane 198 C14H30 000629-59-4 49
5 Heptadecane 240 C17H36 000629-78-7 49

Abundance Scan 1059 (13.691 min): BF089883.D (-1058) (-) m/z 57.10 100.00%
57.1
5000
121 1491 T340 1350 1380 1400
239.3 - - - -
Obrrrprrrrert 1l 232 281.0 m/z 71.10 72.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphony! chloride
57.0
5000 RN BN UL SULRR I
13,40 13.60 13.80 14.00
m/z 43.05 60.60%
L2 111.0133.0 1610 288.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
' 13.40 13.60 13.80 14.00
5000 85.0 m/z 85.10 42 .06%

113.0 155.0
183.0 295.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143258: Decane, 1,1'-oxybis- L e S S
57.0 13.40 13.60 13.80 14.00
85.0 m/z 55.05 39.43%
5000
29.0 1120 1400
o ! 171.0 213.0 255.0
RARaAREEEAE RREE e RAma E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082416\

Data File : BF089883.D

Acq On : 24 Aug 2016 19:07

Operator : UM/SJ

3?22'6 - H4585-03 TILCON-MH-3-4-STONE-003
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081916.M
Quant Title : 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... 4.80 15.3 ng 1827250 1 6.66 2389550 20.0
unknown6 .43 6.43 80.3 ng 9596820 1 6.66 2389550 20.0
Pentadecane 10.63 2.3 ng 411133 4 11.18 3571500 20.0
1-Hexadecanol 11.43 5.5 ng 978093 4 11.18 3571500 20.0
n-Heptadecanol-1 12.25 17.3 ng 3082230 4 11.18 3571500 20.0
1-Octadecanesulph... 13.69 3.8 ng 654034 5 13.81 3420370 20.0
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