LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\

Data File : BF096359.D

Aca On - 1 Jul 2017 1:56 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13930-07 Gl
Misc i B2-12.5-15

ALS Vial : 36 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-BF062717 .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 _.957 483 488 496 rVB 471856 629121 16.02% 1.959%
2 5.375 554 559 562 rBY 3743138 3907654 99.50% 12.165%
3 6.393 726 732 735 rBVY 3524753 3927365 100.00% 12.227%
4 6.528 750 755 758 rBVY 3638021 3647302 92.87% 11.355%
5 6.757 790 794 798 rBVY 1195820 960631 24.46% 2.991%
6 6.828 802 806 809 rBV 99593 89381 2.28% 0.278%
7 6.916 814 821 824 rBVY 2823861 2557279 65.11% 7.961%
8 7.316 880 889 892 rBVY 2286220 2299276 58.55% 7.158%
9 7.404 901 904 910 rvB4 61176 79007 2.01% 0.246%
10 7.687 950 952 956 rvB4 49299 45513 1.16% 0.142%
11 8.039 1008 1012 1015 rBV 1524232 1259930 32.08% 3.922%
12 8.339 1056 1063 1066 rVB6 42211 74671 1.90% 0.232%
13 8.475 1083 1086 1088 rBV 65318 65956 1.68% 0.205%
14 9.075 1185 1188 1190 rBV 87078 67808 1.73% 0.211%

15 9.116 1190 1195 1198 rVB 2926981 2653091 67.55% 8.260%

16 9.510 1258 1262 1264 rBV 496835 437550 11.14% 1.362%

17 9.528 1264 1265 1268 rVB 60998 47215 1.20% 0.147%
18 9.739 1298 1301 1304 rVB 55290 43962 1.12% 0.137%
19 9.792 1306 1310 1314 rBV 1234597 1050411 26.75% 3.270%
20 10.233 1383 1385 1388 rVB 73850 64726 1.65% 0.202%
21 10.457 1417 1423 1426 rBV 28271 43721 1.11% 0.136%
22 10.575 1439 1443 1447 rBV 1731739 1553510 39.56% 4 _.836%
23 10.710 1463 1466 1473 rVB 80741 94505 2.41% 0.294%

24 11.269 1557 1561 1564 rBV 931517 848663 21.61% 2.642%
25 11.810 1649 1653 1662 rBV 173802 194865 4._.96% 0.607%

26 12.592 1783 1786 1788 rBV2 68357 63290 1.61% 0.197%
27 12.674 1797 1800 1804 rBV3 42181 48046 1.22% 0.150%
28 12.857 1827 1831 1834 rBV 2090745 1887486 48.06% 5.876%
29 13.339 1910 1913 1917 rVB 85032 79825 2.03% 0.249%
30 13.404 1920 1924 1927 rBV3 68961 85558 2.18% 0.266%
31 13.557 1947 1950 1956 rVB3 55984 55722 1.42% 0.173%

32 13.757 1980 1984 1991 rBV 270870 303271 7.72% 0.944%
33 13.898 2005 2008 2012 rBV 908286 904846 23.04% 2.817%
34 14.392 2089 2092 2096 rBV5 53357 98306 2.50% 0.306%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096359.D

Aca On 1 Jul 2017 1:56

Operator : SJ/MA

Sample = 13930-07

Misc :

ALS Vial : 36 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-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.321 2244 2250 2254 rVB 485390 668464 17.02% 2.081%
36 15.474 2273 2276 2281 rVB4 121300 177108 4_.51% 0.551%

37 16.010 2363 2367 2382 rVB2 230269 555088 14.13% 1.728%
38 16.427 2433 2438 2445 rVB 306409 550765 14.02% 1.715%

Sum of corrected areas: 32120888
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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\BF063017\

BF096359.D
1 Jul 2017 1:56
SJ/MA
13930-07
36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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3000000

2500000

2000000

1500000

1000000

500000

TIC: BF096359.D
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Time-->
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6.00

6.50

7.00

7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000
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8.04
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9.79
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9.51

11.81
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A

12.86

1215657 13.3418.56

o=

Time--> 8.00
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dss o
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TIC: BF096359.D
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Time-->
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16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096359.D

Aca On 1 Jul 2017 1:56

Operator : SJ/MA

Sample = 13930-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 5

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

4.96 13.10 ng 629121 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol 102 C6H140 000623-37-0 33

Abundance Scan 488 (4.957 min): BF096359.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ISSRBERARRENARRN SRR
0 iy L 689 830 | /2 5900 B3.74%
LU SR SR UL LR SELRLEL IR SO S S B - - ¢
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ik 2k sbo sk
0
150 a0 1010 m/z 101.00 14.11%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.00 14.02%
41.0
29.0 101.0
o 50.0 73.0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e e
54.0 460 4.80 5.00 5.20
m/z 41.00 8.37%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘ \‘ SO'Q H‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096359.D

Aca On 1 Jul 2017 1:56

Operator : SJ/MA

Sample = 13930-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown6.53 Concentration Rank 1

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

6.53 75.94 ng 3647300 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.528 min): BF096359.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
DS SSEUSERE S RE SRR
400 40 | 9.1 6.20 6.40 6.60 6.80
0 ..,....,....,...:I'!..:,:!..,::.-.|,..l..,??:?,...'.,.’rﬂ?-?....,...., o 'm/z 68.10 41.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 S SSELUSERE SR SRR
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.00 32.88%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 27.00%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L B B LR |
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.88%
5000
104.0
ol 140 270 390 510 080770 590 || uso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096359.D

Aca On 1 Jul 2017 1:56

Operator : SJ/MA

Sample = 13930-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.71 2.23 ng 94505 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tridecane. 6-methyl- 198 C14H30 013287-21-3 83
3 Hexadecane 226 C16H34 000544-76-3 83
4 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 1466 (10.710 min): BF096359.D (-1463) (-) m/z 57.00 100.00%
5%.0
5000
85.1
127.1 10,40 10,60 10.80 11.00
39 110.1
0,,| b L m/z 43.00 66.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
5000 R AR B SRR
85.0 1040 1060 10.80 11.00
29.0 m/z 71.05 50.04%
0 \‘ ‘ H fh ol 113 0 \ 141 0 169 0 212.0
m/z--> ' ' éo 8b 160 150 140 160 180 260 250
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 40.95 32.78%
29.0 850 126.0
0 154. 0 183 0
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #83025: Hexadecane R R e R
57.0 10.40 10.60 10.80 11.00
m/z 85.10 32.22%
5000
85.0
29.0
0 | “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250 10.40 10.60 1080 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096359.D

Aca On 1 Jul 2017 1:56

Operator : SJ/MA

Sample = 13930-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.81 4_.59 ng 194865 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 30
Abundance Scan 1653 (11.810 min): BF096359.D (-1649) (-) m/z 43.00 100.00%
430 | 73.0
2000 129.1 de\W
9.0 171.2 213.2 LRI BRI BRI SN B
9. “ 1031 256.1 11.40 11.60 11.80 12.00 12.20
11 0
b m/z 60.00 94 .76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 A A SR N
83.0 nmnmnmnmnm
Ji 1570 1geo 2130 260 | M/Z 72.95  93.57%
A
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 80.04%
171.0
97.0
150 1500 214.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e A RN RmmE
43.0 |, 73.0 11.40 11.60 11.80 12.00 12.20
m/z 55.00 73.81%
5000 129.0 dbvvaV*NMMMﬁWAL”ANNMdWVVIvAA
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12 20

8270-BF062717.M Tue Jul 11 15:10:10 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096359.D

Aca On 1 Jul 2017 1:56

Operator : SJ/MA

Sample = 13930-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Heptadecyl trifluoroacetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.76 6.70 ng 303271 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl trifluoroacetate

2 Pentafluoropropionic acid. penta...
3 Heptafluorobutvric acid. hexadec...
4 1-Heneicosanol

5 Heptafluorobutyric acid, pentade...

352 C19H35F302
374 C18H31F502
438 C20H33F702
312 C21H440

424 C19H31F702

1000351-87-0 94
959092-08-1 94
006385-15-5 94
015594-90-8 93
959261-23-5 93

Abundance Scan 1985 (13.763 min): BF096359.D (-1980) (-) m/z 57.00 100.00%
57.0
97.1
5000
13.40 13.60 13.80 14.00
38.9 . . . .
180.2 221.1 282.0
0 m/z 55.00 78.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0
5000 LA L L L L L B
13.40 13.60 13.80 14.00
m/z 43.00 T77.17%
Lm0 e om0 s
ol “ by St L
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 B B e o i e O
13.40 13.60 13.80 14.00
5000 m/z 83.05 65.87%
0150 1”%ﬂﬁmoﬁw 356.0
T T T T T T [ T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester R s e o
57.0 13.40 13.60 13.80 14.00
m/z 97.10 60.49%
97.0
N A’L
169.0
o i dldsro L 280 a0 a0 S T
m/z--> 50 100 150 200 250 300 350 400 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096359.D

Aca On 1 Jul 2017 1:56

Operator : SJ/MA

Sample = 13930-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 1-Dodecanol, 2-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.39 2.17 ng 98306 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 81
2 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 72
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 52
4 1-Octadecanethiol 286 C18H38S 002885-00-9 50
5 1-Docosene 308 C22H44 001599-67-3 47

Abundance Scan 2092 (14.392 min): BF096359.D (-2089) (-) m/z 57.00 100.00%

57.0

5000
207.1
152.0 263.1 9950 332.2 397.2 14.00 14.20 14.40 14.60 14.80
0 m/z 43.00 79.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 970 | BN L L L L LB L
14.00 14.20 14.40 14.60 14.80
m/z 55.00 53.58%
39.0
0 L e 2o mmo
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
S am e ERRaE R
8.0 14.00 14.20 14.40 14.60 14.80
5000 m/z 71.05 46 .40%
125.0
236.0
o 155.0 1950 265.0 307.0 350.0
—— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester B B E e
43.0 14.00 14.20 14.40 14.60 14.80
83.0 m/z 97.10 45 _.79%
5000
25.0
0 J J i LH L \15\5'0 196.0
e e B B E e
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096359.D

Aca On 1 Jul 2017 1:56

Operator : SJ/MA

Sample = 13930-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 5-(1-Isopropenyl-4,5-dimeth... Concentration Rank 7

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

15.47 5.30 ng 177108 Perylene-di12 15.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(1-1sopropenvl-4_.5-dimethylbic... 332 C22H3602 1000195-69-8 50
2 15-1sobutvl-(13.alpha.H)-isocopa... 332 C24H44 087953-47-7 49
3 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 30
4 Benzene. 1.1"-T1.2-cvclohexanedi... 300 C18H20S2 1000362-19-6 30
5 Pyrido[3,4-d]pyridazin-1(2H)-one... 191 C8HIN50 1000263-69-7 25

Abundance Scan 2275 (15.468 min): BF096359.D (-2273) (-) m/z 191.20 100.00%
5000
15.20 15.40 15.60 15.80
0 m/z 95.10 74 .36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171137: 5-(1-1sopropenyl-4,5-dimethylbicyclo[4.3.0]nonan-...
191.0
43.0 95.0 135.0
5000 LA L L L L L LB
15.20 15.40 15.60 15.80
m/z 81.00 55.70%
257.0
o Al 22307 Tso0 320
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
R EEEEE RS
15.20 15.40 15.60 15.80
5000 69.0 m/z 109.10 48 .36%
123.0
32.0 332.0
o 161.0 235.0 276.0
e e e L S A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #54349: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl- i B
95.0 15.20 15.40 15.60 15.80
m/z 93.10 41 .92%
5000 41.0
’ T36.0 192.0
0..!,ﬁﬁjhtnaj.ﬁﬂ...,.... N — S —
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096359.D

Aca On 1 Jul 2017 1:56

Operator : SJ/MA

Sample = 13930-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 9 unknownl16.01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.01 16.61 ng 555088 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 37
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 37
3 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 35
4 1.4-Benzenediol. 2-I(1.4.4a.5.6.... 314 C21H3002 039707-55-6 25
5 Pentanoic acid, 4-methyl-2-(2,5-... 278 C13H18N403 1000294-63-5 22
Abundance Scan 2367 (16.010 min): BF096359.D (-2363) (-) m/z 191.20 100.00%

5000

383.4414.3 15.60 15.80 16.00 16.20 16.40

231.0 265.1 302.1335.2

0 m/z 95.05 49 _86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0
5000 TT T T [T T I T [T T T T [ TTTT[TT
15. 60 15. 80 16. 00 16. 20 16 40
)
43.0 1490 m/z 81.00 43.24%
‘ 91.0 ‘
ol u““‘“‘ e —
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
95.0 R e e e
15.60 15.80 16.00 16.20 16.40
5000{ 430 m/z 177.15 40.54%
135.0
o 221.0 2640 3030 3600
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe... A BEE e e
191.0 15.60 15.80 16.00 16.20 16.40
109.0 m/z 123.10 38.61%
5000
75.
m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096359.D

Aca On 1 Jul 2017 1:56

Operator : SJ/MA

Sample = 13930-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 10 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.43 16.48 ng 550765 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 50
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 40
3 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 38
4 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 30
5 Silane, dimethyl(dimethyl(2,6-di... 356 C18H3603Si2 1000347-91-3 30
Abundance Scan 2438 (16.427 min): BF096359.D (-2433) (-) m/z 191.15 100.00%
191.2
5000 9.1
55.0 37.1 S Ais aafie S L L
397.4 16.20 16.40 16.60 16.80
o M‘MW m/z 95.10 48.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 LR S UL LN B
57.0 16.20 16.40 16.60 16.80
1070]A90 m/z 81.10 35.37%
0....‘,‘.‘.‘.‘.“‘ “.‘”.‘,... N
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
95.0 R BRI DU BN SR
16.20 16.40 16.60 16.80
5000 430 m/z 123.10 30.70%
135.0
o 2220 2640 3030 3600
mz-> 50 100 150 200 250 300 350 400
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine R mEEEE RS S
191.0 16.20 16.40 16.60 16.80
m/z 69.10 28.61%
5000
136.0
180 650 0 L1 |
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
Data File : BF096359.D

Acq On 1 Jul 2017 1:56

Operator : SJ/MA

Sample - 13930-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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... 4.96 13.1 ng 629121 1 6.76 960631 20.0
unknown6 .53 6.53 75.9 ng 3647300 1 6.76 960631 20.0
Pentadecane 10.71 2.2 ng 94505 4 11.27 848663 20.0
n-Hexadecanoic acid 11.81 4.6 ng 194865 4 11.27 848663 20.0
Heptadecyl triflu... 13.76 6.7 ng 303271 5 13.90 904846 20.0
1-Dodecanol, 2-oc... 14.39 2.2 ng 98306 5 13.90 904846 20.0
5-(1-Isopropenyl-_.. 15.47 5.3 ng 177108 6 15.32 668464 20.0
unknownl16.01 16.01 16.6 ng 555088 6 15.32 668464 20.0
1-Penten-3-one, 1... 16.43 16.5 ng 550765 6 15.32 668464 20.0
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