LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO70517\

Data File : BF096477.D

Aca On 5 Jul 2017 12:08 Instrument :

Operator : SJ/MA ?:'l\:gﬁ't:Sam ol

3§mple : 14007-01 TPZMHZEECOMP
isc :

ALS Vial : 7 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-BF070117.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 3.057 163 165 176 rBvV 79529 147922 4.27% 0.496%
2 4.904 474 479 487 rBV 411405 551350 15.91% 1.849%
3 5.328 546 551 554 rBY 2909764 2937824 84.76% 9.853%
4 6.351 716 725 730 rBVY 2898338 3466076 100.00% 11.624%
5 6.481 742 747 751 rBVY 2956528 3097033 89.35% 10.387%
6 6.710 782 786 790 rBV 888991 758383 21.88% 2.543%
7 6.869 809 813 817 rVB 2508550 2257846 65.14% 7.572%
8 7.275 876 882 885 rBY 2078849 2030003 58.57% 6.808%
9 7.375 894 899 906 rVB 40319 49174 1.42% 0.165%
10 7.992 1000 1004 1007 rBV 1203055 1032959 29.80% 3.464%

11 9.074 1182 1188 1191 rBV 2973049 2607757 75.24% 8.746%
12 9.463 1250 1254 1258 rBV 641646 553454 15.97% 1.856%

13 9.692 1290 1293 1297 rBV 42807 37591 1.08% 0.126%
14 9.745 1297 1302 1306 rVV 1093393 1041742 30.06% 3.494%
15 9.780 1306 1308 1311 rVB 67516 51722 1.49% 0.173%
16 9.951 1334 1337 1341 rVB 55408 45487 1.31% 0.153%
17 10.192 1376 1378 1381 rVB 65785 50711 1.46% 0.170%
18 10.292 1392 1395 1398 rVB 51426 39078 1.13% 0.131%
19 10.533 1431 1436 1440 rBV 1570077 1480846 42.72% 4._.966%
20 10.669 1455 1459 1460 rBV 74342 72415 2.09% 0.243%
21 11.033 1517 1521 1525 rVB 41629 41237 1.19% 0.138%
22 11.116 1532 1535 1538 rBV2 80135 87093 2.51% 0.292%

23 11.227 1550 1554 1556 rBV 1079145 938275 27.07% 3.147%
24 11.251 1556 1558 1561 rVvVv 666356 501316 14.46% 1.681%
25 11.298 1562 1566 1569 rVB 106560 104089 3.00% 0.349%

26 11.451 1586 1592 1596 rBV 66730 67786 1.96% 0.227%
27 11.539 1602 1607 1609 rBV2 47843 44517 1.28% 0.149%
28 11.727 1636 1639 1641 rBV 42469 35500 1.02% 0.119%
29 11.757 1641 1644 1648 rVB2 69249 71596 2.07% 0.240%
30 11.839 1655 1658 1660 rBV 56185 56404 1.63% 0.189%
31 12.039 1691 1692 1696 rVB 46513 36403 1.05% 0.122%

32 12.433 1756 1759 1763 rBV 558860 512963 14.80% 1.720%
33 12.662 1792 1798 1802 rBV 424350 426824 12.31% 1.431%
34 12.815 1820 1824 1827 rVB 1930116 1710794 49.36% 5.738%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO70517\

Data File : BF096477.D

Aca On 5 Jul 2017 12:08 Instrument :

Operator : SJ/MA gmgigamleM'

agmple : 14007-01 TPZMHZBECOMP
isc :

ALS Vial : 7 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-BF070117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.092 1868 1871 1874 rBV 34344 35865 1.03% 0.120%
36 13.492 1936 1939 1945 rBV 45335 55140 1.59% 0.185%
37 13.609 1954 1959 1961 rBV2 38986 53252 1.54% 0.179%
38 13.657 1965 1967 1972 rVVv2 34221 54527 1.57% 0.183%

39 13.715 1972 1977 1983 rVV2 179452 223964 6.46% 0.751%
40 13.857 1997 2001 2004 rBV2 800004 900268 25.97% 3.019%

41 13.886 2004 2006 2011 rVB 169315 152352 4._.40% 0.511%
42 14.715 2143 2147 2152 rBVS8 24069 47224 1.36% 0.158%
43 14.868 2169 2173 2176 rBVY 160358 239558 6.91% 0.803%
44 14.962 2187 2189 2197 rVB4 59128 104213 3.01% 0.350%
45 15.151 2217 2221 2225 rBV2 89726 111285 3.21% 0.373%

46 15.209 2227 2231 2236 rVV 105773 126780 3.66% 0.425%
47 15.268 2236 2241 2245 rBVY 499058 580934 16.76% 1.948%

48 16.203 2396 2400 2405 rBv4 26594 45719 1.32% 0.153%

49 16.621 2467 2471 2481 rVB2 40983 81712 2.36% 0.274%

50 17.027 2536 2540 2550 rVB2 28400 60659 1.75% 0.203%
Sum of corrected areas: 29817622
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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\BFO70517\

BF096477.D

5 Jul 2017 12:08

SJ/MA

14007-01 TP2-MH2094-COMP
7  Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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2500000

2000000

1500000

1000000

500000

TIC: BF096477.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070517\

Data File : BF096477.D

Aca On 5 Jul 2017 12:08

Operator : SJ/MA

ﬁ?ggle i 14007-01 TP2-MH2094-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 14.54 ng 551350 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 478 (4.898 min): BF096477.D (-474) (-) m/z 43.00 100.00%
43.0
5000 59.0
ol g o Tk 4k 50 8%
R A R R R AR RRARS NSRS RARLA RARSN SRS LA RALAS SARAIARRE m/z 59.00 48.66%
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 L L L UL L
59.0 460 480 500 5.20
0
150 4, 1010 m/z 58.00 13.72%
"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
5000 41.0 m/z 101.10 13.63%
29.0
87.0
15.0 71.0 98.0
wmwwwmmwmmw
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 e
54.0 4.60 4.80 5.00 5.20
m/z 41.00 8.82%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20

8270-BF070117.M Thu Jul 06 16:10:02 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070517\

Data File : BF096477.D

Aca On 5 Jul 2017 12:08

Operator : SJ/MA

ﬁ?ggle i 14007-01 TP2-MH2094-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknown6.48 Concentration Rank 1

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

6.48 81.67 ng 3097030 1,4-Dichlorobenzene-d4 6.71
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 747 (6.481 min): BF096477.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS AR R L
401 540 | 6.20 6.40 6.60 6.80
0 ..,....,....,...:,“.'...,:!..,::.-.|,..'..,??.9,..!.,.110.7.,1....,...., I m/z 68.10 40.11%
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 AR SRS SRS R
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 32.84%
| P H | !
mz-> 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 25.64%
41.0 97.0
53.0
79.0 117.0
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.77%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
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\BFO070517\

Data File : BF096477.D

Aca On 5 Jul 2017 12:08

Operator : SJ/MA

ﬁ?ggle i 14007-01 TP2-MH2094-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Heptafluorobutyric acid, he... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.72 4.98 ng 223964 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91

Abundance Scan 1978 (13.721 min): BF096477.D (-1972) (-) m/z 57.00 100.00%
57.0
97.1
5000
13.40 13.60 13.80 14.00
392 1821 245.1281.0 : : : :
b m/z 43.05 98.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
97.0
5000 LA L L L L L B LB L |
13.40 13.60 13.80 14.00
H oo m/z 55.00 96.35%
ey | | dsro T A0 me0 4200
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
B B
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.05 72.54%
139.0 1810 308.0
T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane e B o
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.10 65.88%
5000
J ‘ 139.0  196.0 269.0 320.0
e e N A AB AR EEEE
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070517\

Data File : BF096477.D

Aca On 5 Jul 2017 12:08

Operator : SJ/MA

ﬁ?ggle i 14007-01 TP2-MH2094-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Phenanthrene, 3,6-dimethoxy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.96 3.59 ng 104213 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethoxv-9-me... 252 C17H1602 015638-09-2 59
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 50
3 Pervlene 252 C20H12 000198-55-0 46
4 Benzolelpvrene 252 C20H12 000192-97-2 46
5 Benzo[a]pyrene 252 C20H12 000050-32-8 46

Abundance Scan 2189 (14.962 min): BF096477.D (- 2187) ) m/z 252.10 100.00%

57.1 5p.1

5000

152.0 1851 2240 295.1 14.60 14.80 15.00 15.20

m/z 57.10 85.84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104109: Phenanthrene, 3,6-dimethoxy-9-methyl-
252.0
R AR EEEEE T
5000 2060 14.60 14.80 15.00 15.20
166.0 : m/z 43.00 62 .65%
2 T T L
il
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252.0
R AR EEEEE T
14.60 14.80 15.00 15.20
5000 m/z 71.10 47 .26%
126.0
51.0 74.0 100.0 150.0174.0 200.0224.0
wwwmwwﬂrﬁrmmrﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene R RRE maE
252.0 14.60 14.80 15.00 15.20
m/z 85.10 41 .30%
5000
125.0

17.0 50.0 74.0 99.0 150.0 174.0 200.0224.0
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1460 1480 15.00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO070517\

Data File : BF096477.D

Acq On 5 Jul 2017 12:08

Operator : SJ/MA

ﬁ?ggle i 14007-01 TP2-MH2094-COMP
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.90 14.5 ng 551350 1 6.71 758383 20.0
unknown6 .48 6.48 81.7 ng 3097030 1 6.71 758383 20.0
Heptafluorobutyri... 13.72 5.0 ng 223964 5 13.86 900268 20.0
Phenanthrene, 3,6... 14.96 3.6 ng 104213 6 15.27 580934 20.0
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