LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\

Data File : BF096284.D

Aca On 29 Jun 2017 11:46 Instrument :
Operator : SJ/MA BNA_F

Sample - 13899-01 ClientSampleld :
Misc : 72-11940

ALS Vial : 3 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 4.969 485 490 497 rVB 605053 752056 21.54% 2.300%
2 5.387 556 561 564 rBY 3588803 3444169 98.63% 10.533%
3 6.398 728 733 736 rBVY 3549669 3415123 97.79% 10.444%
4 6.540 752 757 760 rBVY 3603515 3363150 96.31% 10.285%
5 6.769 792 796 800 rBVY 1269010 1007088 28.84% 3.080%
6 6.928 818 823 826 rBY 2812031 2518183 72.11% 7.701%
7 7.328 886 891 894 rBVY 2261220 2167047 62.05% 6.627%
8 7.416 903 906 910 rVB 42719 35449 1.02% 0.108%
9 7.739 956 961 964 rBV2 35108 42698 1.22% 0.131%
10 8.051 1009 1014 1017 rBvV 1571575 1360688 38.96% 4.161%
11 8.957 1163 1168 1173 rBvV2 34934 40226 1.15% 0.123%

12 9.128 1192 1197 1200 rBV 3638076 3492159 100.00% 10.679%
13 9.516 1256 1263 1267 rBV 914279 815628 23.36% 2.494%
14 9.745 1300 1302 1307 rVB 37974 35556 1.02% 0.109%
15 9.804 1307 1312 1316 rBV 1512425 1369937 39.23% 4._.189%

16 10.086 1354 1360 1366 rBV 74663 115103 3.30% 0.352%
17 10.245 1385 1387 1391 rVB 88262 68343 1.96% 0.209%
18 10.469 1420 1425 1427 rBV 30940 41092 1.18% 0.126%
19 10.586 1440 1445 1448 rBV 2059485 1837779 52.63% 5.620%
20 10.716 1465 1467 1470 rBV 113179 115814 3.32% 0.354%

21 11.169 1540 1544 1546 rBV2 88776 76847 2.20% 0.235%
22 11.198 1546 1549 1553 rVB 36338 35274 1.01% 0.108%
23 11.280 1559 1563 1567 rBV2 1345956 1189037 34.05% 3.636%
24 11.516 1600 1603 1607 rVB 222145 176881 5.07% 0.541%

25 11.592 1613 1616 1622 rVB 68433 58084 1.66% 0.178%
26 11.816 1650 1654 1658 rBV 128144 128485 3.68% 0.393%
27 11.998 1682 1685 1688 rVB 53085 40568 1.16% 0.124%
28 12.604 1784 1788 1796 rBV 113107 141229 4._.04% 0.432%
29 12.698 1802 1804 1811 rVB2 23898 38970 1.12% 0.119%

30 12.869 1828 1833 1836 rBV 2796750 2549799 73.01% 7.798%

31 13.769 1982 1986 1991 rBV 206288 209641 6.00% 0.641%
32 13.910 2006 2010 2014 rBV 961185 884942 25.34% 2.706%
33 14.404 2091 2094 2097 rBV 40425 35074 1.00% 0.107%
34 15.027 2197 2200 2207 rVB4 31005 45270 1.30% 0.138%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096284.D

Aca On 29 Jun 2017 11:46

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 3 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 15.333 2248 2252 2256 rBV 646466 794955 22.76% 2.431%

36 15.374 2256 2259 2268 rVB4 58835 116604 3.34% 0.357%

37 15.810 2330 2333 2337 rBv2 29346 41806 1.20% 0.128%

38 15.851 2337 2340 2345 rVB5 36642 53469 1.53% 0.164%

39 16.027 2368 2370 2377 rVB7 29554 45913 1.31% 0.140%
Sum of corrected areas: 32700136
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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:\HPCHEMI\BNA F\DATA\BF062917\

BF096284.D

29 Jun 2017 11:46

SJ/MA

13899-01

3 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
3500000
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2000000
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1500000

1000000
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8.96 J L 9. 10.080.251g, 4} 10.72 4L A1A5911-8§2.oo

12.87

126044
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Time-->
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3500000

3000000

2500000

2000000

1500000

1000000
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13.77

0

TIC: BF096284.D

13.91

15.33

14.40 15.03 .37 1%588%6.03

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096284.D

Aca On 29 Jun 2017 11:46

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 3 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 unknown4.97 Concentration Rank 3

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

4.97 14.94 ng 752056 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 3-Hvdroxyvy-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 490 (4.969 min): BF096284.D (-485) (-) m/z 42.95 100.00%
43.0
5000 590
101.0 SRR N I L
ol 05,20 5,
R I IR SRS UL LI I IR UL LIS SN RS RS SRS BARR m/z - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S L R AL
59.0 460 480 500 520 540
0
150 4, 1010 m/z 58.00 15.03%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 m/z 101.00 14.11%
410 101.0
150 27.0 7 71.0 830
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L e R
59.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.24%
5000 41.0
ool 3O 1260 ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096284.D

Aca On 29 Jun 2017 11:46

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 3 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 unknown6.54 Concentration Rank 1

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

6.54 66.79 ng 3363150 1,4-Dichlorobenzene-d4 6.77
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 16
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 757 (6.540 min): BF096284.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
USSR SRS R SRR
400 540 | 96.0 620 6.40 6.60 6.80
et bl e 850 Ly 1150 UL h7 68.10  39.43%
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 A
5000 SESARRE SRS NARE SR
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 32.96%
'WH'W“'W“J“J'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
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 25.88%
41.0 97.0
53.0
79.0 117.0
wwmmrmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI LN L B L N L |
132.0 6.20 6.40 6.60 6.80
m/z 69.10 14 .90%
5000
104.0
140 270 300 510 %0710 500 | 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096284.D

Aca On 29 Jun 2017 11:46

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 3 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 2-Tetradecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.52 2.98 ng 176881 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tetradecene. (E)- 196 C14H28 035953-54-9 94
2 Cvclotetradecane 196 C14H28 000295-17-0 92
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 91
Abundance Scan 1604 (11.522 min): BF096284.D (-1600) (-) m/z 55.00 100.00%
58.0
83.0
5000
111.1 ssdtnshatesuiiiehndinthediniing
11.20 11.40 11.60 11.80
1532 m/z 43.05  85.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58285: 2-Tetradecene, (E)-
55.0
5000 29.0 A AR AR AR RARRE
83.0 11:20 11.40 11.60 11.80
1110 m/z 57.05 75.99%
196.0
L T 1a00 es0 RO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
83.0 1120 1140 11.60 11.80
m/z 83.05 63.99%
5000 9.0 o
111.0
139.0 168.0 196.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95985: 1-Hexadecanol e e
43.0 11:20 1140 11.60 11.80
69.0 m/z 69.05 59.80%
| W%J\V\“M\
5000
125.0
ZGh ‘\ \‘ ! ‘ \H‘ “‘w \“ ‘\ m 154.0 1960 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11/20 11,40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096284.D

Aca On 29 Jun 2017 11:46

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 3 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 7
R.T. EstConc Area Relative to ISTD R.T.

11.82 2.16 ng 128485 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 1655 (11.822 min): BF096284.D (-1650) (-) m/z 43.00 100.00%

43.0 |, 73.0
5000 129.1

213.1 A MM A
256.2 11.60 11.80 12.00 12.20

m/z 57.00 99.59%

1571 185.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA B L L L L L LB

11. 60 11. 80 12. OO 12 20

0
1570 1ggo 2130 2560 m/z 73.00 97.23%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 730
11.60 11.80 12.00 12.20
5000 129.0 m/z 60.00 91.99%
171.0
97.0
150 152.0 214.0
LI o e i o e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.00 75.65%
...,.‘l..‘i‘:‘.. L M TH R,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096284.D

Aca On 29 Jun 2017 11:46

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 3 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.60 3.19 ng 141229 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 58
Abundance Scan 1787 (12.598 min): BF096284.D (-1784) (-) m/z 43.05 100.00%
43.0
73.0
5000
129.1
o1 1631 801 2411  9ga2 | | 12.20 12.40 12.60 12.80 13.00
S | m/z 59.95 82.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0
12.20 12.40 12.60 12.80 13.00
H 2410 2840 m/z 57.00 79.47%
I 207.0
m/z--> 20 40"66 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
12:20 12.40 12.60 12.80 13.00
5000 129.0 m/z 73.00 71.86%
83.0
157.0 1850 213.0 256.0
107.0
mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0 12.20 12.40 12.60 12.80 13.00
43.0 m/z 55.00 70.23%
5000 129.0

15.0
I e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096284.D

Aca On 29 Jun 2017 11:46

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 3 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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 4.74 ng 209641 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 1986 (13.769 min): BF096284.D (-1982) (-) m/z 57.00 100.00%
57.0
97.0
5000
'125'1 13.40 13.60 13.80 14.00
153.1 - - : -
! L P — m/z 55.00 94.98%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0
5000 LN BRI U
13.40 13.60 13.80 14.00
200 195.0 m/z 43.00 93.89%
NEN \H | ||| 154018202100 3550 356.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 LN BRI U
13.40 13.60 13.80 14.00
5000 m/z 83.05 79 .38%
154.0182.0210.0 255.0 306.0
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene R R T
55.0 13.40 13.60 13.80 14.00
m/z 97.05 68.30%
97.0
5000
L g H Iy | 153.0181.0 308.0
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
Data File : BF096284.D

Acq On 29 Jun 2017 11:46

Operator : SJ/MA

Sample - 13899-01

Misc :

ALS Vial : 3 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]
unknown4 .97 4_97 14.9 ng 752056 1 6.77 1007090 20.0
unknown6 .54 6.54 66.8 ng 3363150 1 6.77 1007090 20.0
2-Tetradecene, (E)- 11.52 3.0 ng 176881 4 11.28 1189040 20.0
n-Hexadecanoic acid 11.82 2.2 ng 128485 4 11.28 1189040 20.0
Octadecanoic acid 12.60 3.2 ng 141229 5 13.91 884942 20.0
Pentafluoropropio... 13.77 4.7 ng 209641 5 13.91 884942 20.0
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