LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\

Data File : BF094235.D

Aca On : 6 Apr 2017 18:27

Operator : SJ/MA

3?22'6 i 12538-06 LOCUST-ST-IP(3-5
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-BF032217.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 3.993 353 358 368 rVB 652979 800267 19.63% 1.868%
2 4.387 420 425 429 rBV 3353848 3625857 88.94% 8.465%
3 4.775 488 491 495 rBV 48747 43778 1.07% 0.102%
4 5.457 601 607 612 rBV2 3068616 4076612 100.00% 9.517%
5 5.598 625 631 634 rBY 3606737 3848082 94.39% 8.983%
6 5.851 670 674 678 rBY 1065941 956140 23.45% 2.232%
7 6.028 699 704 708 rBVY 2881062 2913067 71.46% 6.801%
8 6.498 778 784 787 rBVY 2137373 2475430 60.72% 5.779%
9 7.351 924 929 933 rBVY 1380162 1340160 32.87% 3.129%
10 8.675 1148 1154 1158 rBV 3415019 3991752 97.92% 9.319%

11 9.175 1234 1239 1242 rBV 367923 369689 9.07% 0.863%
12 9.492 1285 1293 1297 rBV2 1473132 1516879 37.21% 3.541%

13 9.528 1297 1299 1302 rVB 63025 52174 1.28% 0.122%
14 9.745 1332 1336 1341 rBV 41487 55541 1.36% 0.130%
15 10.086 1390 1394 1398 rBV 77580 71484 1.75% 0.167%
16 10.163 1404 1407 1411 rVB 64075 63125 1.55% 0.147%
17 10.363 1436 1441 1444 rVB2 41659 46744 1.15% 0.109%

18 10.469 1453 1459 1462 rBV 2223193 2553195 62.63% 5.960%
19 10.669 1490 1493 1501 rBV 104693 143283 3.51% 0.334%
20 11.075 1558 1562 1569 rVB 52642 60545 1.49% 0.141%

21 11.227 1584 1588 1591 rBV 84829 76305 1.87% 0.178%
22 11.316 1598 1603 1605 rBV 1425776 1463860 35.91% 3.417%
23 11.345 1605 1608 1611 rVV 622311 613776 15.06% 1.433%
24 11.404 1615 1618 1622 rVB 118022 112245 2.75% 0.262%
25 11.610 1650 1653 1656 rBV 62930 61366 1.51% 0.143%

26 11.939 1702 1709 1712 rBV 112241 128104 3.14% 0.299%
27 11.969 1712 1714 1719 rVvVv 155675 156162 3.83% 0.365%

28 12.027 1720 1724 1728 rVV 52324 68379 1.68% 0.160%
29 12.069 1728 1731 1734 rVV 168633 192696 4.73% 0.450%
30 12.098 1734 1736 1744 rVB 91224 91412 2.24% 0.213%
31 12.310 1769 1772 1773 rBV 74424 72942 1.79% 0.170%
32 12.327 1773 1775 1779 rVB 84962 77846 1.91% 0.182%

33 12.621 1817 1825 1828 rBV2 76355 112770 2.77% 0.263%
34 12.804 1850 1856 1860 rBV 810361 808624 19.84% 1.888%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\

Data File : BF094235.D

Aca On : 6 Apr 2017 18:27

Operator : SJ/MA

3?22'6 i 12538-06 LOCUST-ST-IP(3-5
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-BF032217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.980 1882 1886 1889 rBV2 56052 68171 1.67% 0.159%
36 13.080 1895 1903 1907 rBV2 756857 870590 21.36% 2.032%
37 13.239 1925 1930 1933 rBV 55657 64461 1.58% 0.150%
38 13.298 1933 1940 1943 rBV 2907844 3415585 83.78% 7.974%
39 13.368 1948 1952 1955 rVB 52991 76231 1.87% 0.178%
40 13.468 1963 1969 1971 rBV3 57519 96923 2.38% 0.226%
41 13.498 1971 1974 1977 rVB 104220 114832 2.82% 0.268%
42 13.580 1983 1988 1991 rBV 58738 62938 1.54% 0.147%
43 13.621 1991 1995 1998 rBV2 120276 127442 3.13% 0.298%
44 13.733 2011 2014 2017 rBV 60374 54017 1.33% 0.126%
45 13.768 2017 2020 2023 rBVY 48478 47658 1.17% 0.111%
46 14.115 2073 2079 2087 rVB 72647 106629 2.62% 0.249%
47 14.251 2097 2102 2105 rBV2 61918 74884 1.84% 0.175%
48 14.292 2105 2109 2111 rBV 44841 50349 1.24% 0.118%
49 14.374 2120 2123 2129 rVB 66552 82296 2.02% 0.192%

50 14.463 2132 2138 2146 rBV4 114318 230037 5.64% 0.537%

51 14.563 2149 2155 2158 rVV2 1185591 1580645 38.77% 3.690%
52 14.592 2158 2160 2164 rVV 307022 328668 8.06% 0.767%

53 14.627 2164 2166 2170 rVVv2 41035 41265 1.01% 0.096%
54 14.686 2171 2176 2179 rVB3 42930 53477 1.31% 0.125%
55 14.851 2201 2204 2208 rBV2 36059 55779 1.37% 0.130%
56 15.045 2233 2237 2240 rBV 74629 81797 2.01% 0.191%
57 15.086 2240 2244 2248 rVB2 42405 54202 1.33% 0.127%
58 15.415 2295 2300 2304 rBV7 28579 42818 1.05% 0.100%
59 15.786 2358 2363 2366 rBV 218944 323699 7.94% 0.756%
60 15.892 2378 2381 2385 rVB 42669 42969 1.05% 0.100%

61 16.074 2408 2412 2418 rVB 120480 145019 3.56% 0.339%
62 16.127 2418 2421 2425 rVB 187033 200715 4.92% 0.469%
63 16.192 2427 2432 2435 rBV 733074 838547 20.57% 1.958%
64 16.709 2516 2520 2525 rVB5 28852 46665 1.14% 0.109%
65 17.356 2624 2630 2636 rBV5 24673 64052 1.57% 0.150%

66 17.503 2650 2655 2664 rVB2 80425 160279 3.93% 0.374%
67 17.668 2678 2683 2688 rBV3 28521 72394 1.78% 0.169%
68 17.892 2715 2721 2731 rVB 60365 119181 2.92% 0.278%

Sum of corrected areas: 42835505
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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\BF040617\

BF094235.D

6 Apr 2017 18:27

SJ/MA

12538-06

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094235.D
4.39

3.99

4.77

60

5.46
6.03

5.85

6.50

Oy
Time-->

A
LA S B I B B B |

4.50 5.00

4.00

5.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094235.D

10.47

9.49

11.32

11.35

13.30

12.80 1308

£t

0
Time-->

o
LI B B R BN B B

10.00

9.50 10.50 11.00

11.50

12.00

10.67 1.2%1.4 ﬂ%@k
I.53 9.75 10}091&0,; 11,04.2%1.4011 61 %.70119;\313 1262 || 12.98 13.
12.50

13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094235.D

14.56

16.19

14.59

4894.892989 1542

12qatd 15 ag®

17.34-507.6717.89

14.50 15.00 15.50 16.00 16.50

17.00

17.50

18.00

18.50 19.00

8270-BF032217.

M Fri Apr 07 14:35:56 2017

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094235.D

Aca On : 6 Apr 2017 18:27

Operator : SJ/MA

Sample : 12538-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

3.99 16.74 ng 800267 1,4-Dichlorobenzene-d4 5.85
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-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 358 (3.993 min): BF094235.D (-353) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 NSRS SR
| 83.0 | 3.60 3.80 4.00 4.20 4.40
NS MM | S S SRS m/z 59.10 58.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LS A RS R
59.0 3.60 3.80 4.00 4.20 4.40
0
150 4, ‘ 1010 m/z 101.10 20.66%
"W”tl”“ﬂ'”P“'P”W'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 3.80 4.00 420 4.40
5000 41.0 m/z 58.10 15.12%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L BB B
43.0 3.60 3.80 4.00 4.20 4.40
m/z 41.10 8.71%
5000
101.0
15.0
27.0 o 0 ‘
"W”'W”mi””ﬂl”PJ'P”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094235.D

Aca On : 6 Apr 2017 18:27

Operator : SJ/MA

Sample : 12538-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.60 Concentration Rank 1

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

5.60 80.49 ng 3848080 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 631 (5.598 min): BF094235.D (-625) (-) m/z 132.00 100.00%
13%.0
5000 68.1
01 500 |1 g0 "% s0r0 550 50 50 5ED 6bo
S T O O TV - D [ £ SN | N m/z 68.10 39.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
o0 T 5o Sk Sk 5k 5o
410 539 . m/z 134.00 32.79%
‘ ‘ 79.0 :
"|""|""|""‘|""'|"""|""£l‘l"""‘l"'"|""'|""|'""l""l‘"" -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 o 550 50 560 580 600
5000 ’ m/z 66.10 23.71%
31.0 51.0

wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14006: 5-Aminoindole e R
132.0 520 5.40 560 5.80 6.00
m/z 69.10 15.84%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

N S W -1 S M2 B . N § U |

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094235.D

Aca On : 6 Apr 2017 18:27

Operator : SJ/MA

Sample : 12538-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.13 ng 156162 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 94
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 94
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

Abundance Scan 1714 (11.969 min): BF094235.D (-1712) (-) m/z 192.10 100.00%

19%.1

5000

94.5 165.1

11.60 11.80 12.00 12.20
m/z 191.10 61.81%

150.0

111.0125.9

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192.0
5000 |||||||||||||||||/|\|
11.60 11.80 12.00 12.20
165.0 m/z 189.10 30.57%
390 630780 1. 1150 190 | |
L B B BN B O B o o o o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
.......”,.”.,”..“
11.60 11.80 12.00 12.20
5000 m/z 190.05 18.66%
40.0 95.0 165.0
63.0 125.0141.0
T T T T T T T T e e T e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methy!l- e . e R
192.0 11. 60 11. 80 12. 00 12. 20

m/z 193.05 15.89%

5000
165.0
39.0 630 g10 9.0 1150 139.0 \
e e e e !

) A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094235.D

Aca On : 6 Apr 2017 18:27

Operator : SJ/MA

Sample : 12538-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.07 2.63 ng 192696 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 60
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 46
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 42
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 42

Abundance Scan 1731 (12.069 min): BF094235.D (-1728) (-) m/z 189.05 100.00%
189.1
5000
11.80 12.00 12.20 12.40
m/z 190.10 95.43%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
' m/z 192.10 78 .25%
390 630780 | 1100 1370 1630
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
189.0
11.80 12.00 12.20 12.40
m/z 191.05 60.69%
5000
94.0
I"'W""I'”'I""P"'I"'W"'}?%p'W""I"”
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192.0 11.80 12.00 12.20 12.40
m/z 94.60 26 .48%
5000
94.0 165.0
390 630780 |, 1150 1390 [
mz-> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094235.D

Aca On : 6 Apr 2017 18:27

Operator : SJ/MA

Sample : 12538-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptafluorobutanoic acid, h... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .46 2.91 ng 230037 Chrysene-di12 14 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 81
5 1-Octadecanol 270 C18H380 000112-92-5 81
Abundance Scan 2138 (14.463 min): BF094235.D (-2132) (-) m/z 57.05 100.00%
54.0 83.0

5000

:

14.20 14.40 14.60 14.80
m/z 55.00 90.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

%

5000 III|||||IIIIIIIIIIII
14.20 14.40 14.60 14.80
m/z 83.05 87 .25%
230 L 1390 1690 100 2380 oo
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0
14.20 14.40 14.60 14.80
5000 m/z 43.05 80.02%

111.0

139.0 182.0 210.0

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester R T
14.20 14.40 14.60 14.80

m/z 69.00 78 .59%

-

69.0

5000

125.0

r

153.0 196.0 224.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 1460 1480
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
Data File : BF094235.D

Acq On : 6 Apr 2017 18:27

Operator : SJ/MA

Sample - 12538-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.99 16.7 ng 800267 1 5.85 956140 20.0
unknown5 .60 5.60 80.5 ng 3848080 1 5.85 956140 20.0
Phenanthrene, 2-m... 11.97 2.1 ng 156162 4 11.32 1463860 20.0
4H-Cyclopenta[def... 12.07 2.6 ng 192696 4 11.32 1463860 20.0
Heptafluorobutano... 14.46 2.9 ng 230037 5 14.56 1580650 20.0
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