LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089882.D
Aca On I 24 Aug 2016 18:41 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H4585-01 TILCON-MH-DGA-005
ALS Vial : 19 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 1.655 5 6 14 rVvVv 466758 809013 7.28% 0.844%
2 1.770 14 16 58 rVvB 4981162 11108829 100.00% 11.593%
3 4.798 278 281 294 rVB 1124478 1672191 15.05% 1.745%
4 5.244 317 320 322 rBVY 7522425 8001876 72.03% 8.350%
5 6.307 410 413 415 rBV 7218106 8522265 76.72% 8.893%

6.433 421 424 426 rBV 8623401 8609195 77.50% 8.984%
6.662 442 444 447 rBV 2229819 2336363 21.03% 2.438%
6.822 456 458 460 rBV 7668890 6455404 58.11% 6.737%
7.233 491 494 496 rBV 5547769 5280508 47.53% 5.510%
7.953 554 557 559 rBV 4104713 3395212 30.56% 3.543%

=
QO ~NO®

11 9.039 649 652 654 rBY 10031846 10387587 93.51% 10.840%
12 9.428 684 686 689 rBV 1854659 1940060 17.46% 2.025%
13 9.702 708 710 713 rBV 4287075 3698804 33.30% 3.860%
14 10.159 748 750 751 rvVB 292947 221958 2.00% 0.232%
15 10.376 766 769 772 rBV 97632 164020 1.48% 0.171%

16 10.491 776 779 781 rBV 4618339 4950244 44 _.56% 5.166%
17 10.628 789 791 798 rVB 356410 426771 3.84% 0.445%
18 11.073 829 830 832 rBV 166612 140333 1.26% 0.146%
19 11.176 837 839 842 rVB 3567761 3289957 29.62% 3.433%
20 12.765 976 978 981 rBV 5954927 8595478 77.38% 8.970%

21 13.714 1059 1061 1068 rBV 232326 702035 6.32% 0.733%
22 13.817 1068 1070 1073 rVV 2064041 2788990 25.11% 2.910%

23 14.365 1116 1118 1123 rBV3 40764 124440 1.12% 0.130%
24 15.268 1194 1197 1200 rBV 1887379 2205723 19.86% 2.302%

Sum of corrected areas: 95827256
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LSC Report - Integrated Chromatogram

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

Data File : BF089882.D

Aca On : 24 Aug 2016 18:41

Operator : UM/SJ

ﬁ?ggle i H4585-01 TILCON-MH-DGA-005
ALS Vial : 19 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

Abundance TIC: BF089882.D
1e+07

6.43
8000000 6.82
5.24 6.31

6000000 793
1.77

4000000

6.66
2000000
4.80

e .

T
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: BF089882.D
1e+07 9l04

8000000
6000000 12
10.49

7.95 9.70
4000000 11.18

2000000 9.43

10.1 10.63
1161035 %% 110

ot

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abunldg‘lc():%e TIC: BF089882.D

8000000

6000000

4000000

13.82 15.27
2000000

13.7 14.37

e e e B e

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 : BF089882.D

Aca On : 24 Aug 2016 18:41

Operator : UM/SJ

ﬁ?ggle i H4585-01 TILCON-MH-DGA-005
ALS Vial : 19 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.80 14.31 ng 1672190 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 56
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 (4.798 min): BF089882.D (-278) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 S B
440 4.60 4.80 5.00 5.20
83.0
o...,....,....,....',':...,..:.|,...7.,1;9..,.-...,...:,....,....,....,....,...., m/z 59.10 61.11%
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 RABE LRSS BARRE AR
59.0 440 460 480 500 520
m/z 101.00 24 .17%
?1‘.0 L1 L 83.0 10%.0
G R R R SR AN ARAR RRARA RARSA RARAN LARAN LALASALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 500 520
5000 41.0 m/z 58.10 17.38%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- EEaRE E e REAR LY
43.0 440 4.60 4.80 5.00 5.20
m/z 41.10 8.83%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””I”mw”””J”I”LI”'W”'Wﬁqg”'d”'W”'W”'W””I“”I URRARE RS SR RS L
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\BF082416\
Data File : BF089882.D

Aca On : 24 Aug 2016 18:41

Operator : UM/SJ

Sample - H4585-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 73.70 ng 8609200 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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 424 (6.433 min): BF089882.D (-421) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 o T e T e T T
400 54.0 6.00 6.20 6.40 6.60 6.80
0 gL.0 e — m/z 134.00 35.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR R B R
6.00 6.20 6.40 6.60 6.80
310 5L0 m/z 68.10 34 .88%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 6.40 6.60 6.80
5000 67.0 m/z 66.00 22.28%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B B e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 96.00 14.01%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l S § S
m/z--> 40 60 80 100 120 140 160 180 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 : BF089882.D

Aca On : 24 Aug 2016 18:41

Operator : UM/SJ

ﬁ?ggle i H4585-01 TILCON-MH-DGA-005
ALS Vial : 19 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 6 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.59 ng 426771 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 9-methvlheptadecane 254 C18H38 026741-18-4 86
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 791 (10.628 min): BF089882.D (-789) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

113.1 140.1 169.2

0 m/z 71.10 67.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LRI L L L L L BB
10.40 10.60 10.80 11.00
m/z 43.10 67.10%
29 0 113.0
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnuluup.npn..”..”.“..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T
85.0 10.40 10.60 10.80 11.00
5000 m/z 85.10 43.13%
29.0
. 1130 1410 1600 1970  240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 w
Abundance #105887: 9-methylheptadecane e A BB EE R e
57.0 10.40 10.60 10 80 11. 00
0
85.0 m/z 41.10 29.63%
5000
o \\,J\MN\V/\’\
29.0
111.0
NI M‘ b i } 168.0 196.0 _ 239.0
e e e e e e L B e
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089882.D

Aca On : 24 Aug 2016 18:41

Operator : UM/SJ

Sample - H4585-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptadecyl heptafluorobutyrate Concentration Rank 6

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

13.71 5.03 ng 702035 Chrysene-di12 13.83

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 94
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 1061 (13.714 min): BF089882.D (-1059) (-) m/z 57.10 100.00%
57.
97.1
5000
‘ I l 13.40 13.60 13.80 14.00
39.1 1811  239.2 281.0 : : :
O Heplm sty m/z 43.05 80.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LA L L L L L L L BN B |
13.40 13.60 13.80 14.00
m/z 83.10 79.31%
238.0
ol,280 || ‘ | | 13301992000 50 2830
T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 97.0
R N R mE R
13.40 13.60 13.80 14.00
5000 m/z 55.10 78.87%
51280 1390 1859 2500 2970 3600 MMNWWAVMMWM
T T T T T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e EEammmamms|
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.10 77.55%
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
e B N B e BSAa an s ma e et R N R EEm R
m/z--> 50 100 150 200 250 300 350 400 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 : BF089882.D

Acq On : 24 Aug 2016 18:41

Operator : UM/SJ

ﬁ?ggle i H4585-01 TILCON-MH-DGA-005
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081916_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... 4.80 14.3 ng 1672190 1 6.66 2336360 20.0
unknown6 .43 6.43 73.7 ng 8609200 1 6.66 2336360 20.0
Heneicosane 10.63 2.6 ng 426771 4 11.18 3289960 20.0
Heptadecyl heptaf... 13.71 5.0 ng 702035 5 13.83 2788990 20.0
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