LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101416\
Data File : BF090578.D
Aca On : 14 Oct 2016 19:18 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H5260-03 TILCON-SCREENINGS
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-BF101316.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 5.103 240 242 252 rBV 635105 939662 21.70% 2.608%
2 5.526 277 279 300 rBY 3502774 3905434 90.18% 10.840%
3 6.554 366 369 378 rBVY 2687572 3619682 83.58% 10.047%
4 6.692 378 381 383 rBY 2278584 3420304 78.97% 9.493%
5 6.920 399 401 412 rBV 718195 950066 21.94% 2.637%

7.069 412 414 417 rBV 2103814 2637046 60.89% 7.319%
7.480 448 450 466 rBV 1704080 2320704 53.58% 6.441%
8.200 511 513 522 rBV 988984 1361361 31.43% 3.779%
8.326 522 524 537 rVB3 17512 61199 1.41% 0.170%
9.286 605 608 610 rBV 4091040 4330944 100.00% 12.021%

=
QO ~NO®

11 9.675 640 642 647 rBvV 398354 377370 8.71% 1.047%
12 9.960 665 667 669 rBY 1853631 1602897 37.01% 4._.449%
13 10.395 701 705 707 rBV 104212 105756 2.44% 0.294%
14 10.612 721 724 727 rBV 41388 70960 1.64% 0.197%
15 10.749 733 736 745 rBV 2155889 2441808 56.38% 6.777%

16 10.863 745 746 754 rVB 110426 180279 4.16% 0.500%
17 11.321 784 786 787 rBV 37300 52030 1.20% 0.144%
18 11.446 795 797 814 rBV 1291015 1565253 36.14% 4._.344%
19 13.035 933 936 950 rBV 3505571 3970180 91.67% 11.019%
20 13.927 1012 1014 1022 rBV 150070 235632 5.44% 0.654%

21 14.087 1026 1028 1040 rVB 676807 983746 22.71% 2.730%
22 15.550 1153 1156 1164 rBV 548965 896775 20.71% 2.489%

Sum of corrected areas: 36029088
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromato

Z:\HPCHEMI\BNA F\DATA\BF101416\

BF090578.D

14 Oct 2016 19:18

UmM/sJ

H5260-03

20 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF101316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

gram

TILCON-SCREENINGS
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090578.D

Aca On : 14 Oct 2016 19:18

Operator : UM/SJ

ﬁ?ggle i H5260-03 TILCON-SCREENINGS
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 19.78 ng 939662 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 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 242 (5.103 min): BF090578.D (-240) (-) m/z 43.10 100.00%

43
59
5000

| | 83 1(|)1 207 480 500 520 540
e bt e e e e || M/z 59.10  55.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- [\
43
5000 59 AR SRS S LA L
4.80 5.00 5.20 5.40

m/z 101.10 15.57%

15 101
31
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59

4.80 5.00 5.20 5.40

5000 m/z 58.05 15.33%
41
29 101
73 86
L B B B R B B B RN e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344 3-Hexanol, 4-methyl- T
59 4.80 5.00 5.20 5.40

m/z 41.05 8.81%

5000 41
ZT 87
15 “ MH‘ #9 %8
. T

m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090578.D

Aca On : 14 Oct 2016 19:18

Operator : UM/SJ

ﬁ?ggle i H5260-03 TILCON-SCREENINGS
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 2 unknown6.69 Concentration Rank 1

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

6.69 72.00 ng 3420300 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 381 (6.692 min): BF090578.D (-378) (-) m/z 132.00 100.00%
32
5000
68
© 5 || g5 o7 640 6.60 6.80 7.00
e A L N —— m/z 68.05 34._29%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS AR LN RN
6.40 6.60 6.80 7.00
m/z 134.00 34 .08%
31 51
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.05 20.33%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil LN EEEes L nn s S
132 6.40 6.60 6.80 7.00
m/z 96.10 13.43%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090578.D

Aca On : 14 Oct 2016 19:18

Operator : UM/SJ

ﬁ?ggle i H5260-03 TILCON-SCREENINGS
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Decane, 2,3,5-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.86 2.30 ng 180279 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tetradecane. 1-iodo- 324 C14H291 019218-94-1 78
4 Hexadecane 226 C16H34 000544-76-3 78
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 746 (10.863 min): BF090578.D (-745) (-) m/z 57.10 100.00%
43 71
5000 85
99 10,60 10.80 11.00 11.20
113 127
el b S AT 1A 188 Tnsz 43.10  66.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48894: Decane, 2,3,5-trimethyl-
57
43
71
5000 85 LI SR BN UL U
10,60 10.80 11.00 11.20
m/z 71.10 65.00%
99 141
...,.w.\..,w...h,..w‘..,:‘...w,..l.l?,....ﬂ....,.lfig.. S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 RN U BN B
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 40.69%
29
15 9 113 127 141 155 169 198
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #163874: Tetradecane, 1-iodo- i A o e
43 57 10.60 10.80 11.00 11.20
m/z 41.10 24 _55%
5000 &
29 a5
15 ‘ |l ‘\ L ‘ 9\9 113 127 141 155 469 197
m/z--> 20 40 6|0 80 100 12'0 140 1('30 180 200 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090578.D

Aca On : 14 Oct 2016 19:18

Operator : UM/SJ

ﬁ?ggle i H5260-03 TILCON-SCREENINGS
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 5 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.93 4.79 ng 235632 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 1014 (13.927 min): BF090578.D (-1012) (-) m/z 57.10 100.00%
87 83
5000 \A%*MNV\/L\,,VJ\\\f\NV-V/\,J\»
111
AR PN BN SULRE
139 13.60 13.80 14.00 14.20
b e /7 83.10 91.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 SR SRR JAL SRR SRR
11 13.60 13.80 14.00 14.20
s s m/z 55.10 90.95%
A ‘.W‘J.M NIM}?Q |, 2%9 _ 255 S—.0 LN
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69 R PN SR SULRE
97 13.60 13.80 14.00 14.20
5000 m/z 69.10 86 .36%
125
153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester e
4 13.60 13.80 14.00 14.20
83 m/z 43.10 76 .94%
5000
111
A ‘ dl J\l3\9. 182 210
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101416\

Data File : BF090578.D

Acq On : 14 Oct 2016 19:18

Operator : UM/SJ

3?22'6 i H5260-03 TILCON-SCREENINGS
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.10 19.8 ng 939662 1 6.92 950066 20.0
unknown6 .69 6.69 72.0 ng 3420300 1 6.92 950066 20.0
Decane, 2,3,5-tri... 10.86 2.3 ng 180279 4 11.45 1565250 20.0
Heptafluorobutyri... 13.93 4.8 ng 235632 5 14.09 983746 20.0
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