LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 3.945 347 350 357 rBV 37565 38129 3.36% 0.259%
2 4_.375 419 423 435 rBV 446788 465122 41.01% 3.161%
3 5.457 603 607 617 rVB 584968 586466 51.71% 3.985%
4 5.581 624 628 635 rVB 589273 539848 47 .60% 3.668%
5 5.828 666 670 674 rBV 963917 848216 74.80% 5.764%
6 6.004 696 700 704 rBV 544202 473139 41.72% 3.215%
7 6.469 775 779 784 rBV 357455 349635 30.83% 2.376%
8 7.075 878 882 887 rVBY 9372 16794 1.48% 0.114%
9 7.333 920 926 929 rBVY 1178972 1134041 100.00% 7.706%
10 7.357 929 930 934 rVB 86633 46455 4_.10% 0.316%
11 8.098 1050 1056 1058 rBV3 10032 14426 1.27% 0.098%
12 8.198 1069 1073 1080 rBV 90814 88581 7.81% 0.602%
13 8.316 1088 1093 1096 rBV 73899 69300 6.11% 0.471%
14 8.651 1146 1150 1154 rVB 698092 621405 54.80% 4.222%
15 8.769 1168 1170 1172 rBV 14117 11833 1.04% 0.080%
16 8.792 1172 1174 1180 rVB3 12377 12664 1.12% 0.086%
17 8.886 1188 1190 1195 rVB 18356 18111 1.60% 0.123%
18 8.969 1200 1204 1209 rBvV2 30159 49677 4.38% 0.338%
19 9.063 1216 1220 1222 rBV 49163 52040 4 _.59% 0.354%
20 9.092 1222 1225 1227 rVV 32226 25450 2.24% 0.173%
21 9.151 1231 1235 1239 rvv2 61352 55865 4_.93% 0.380%
22 9.204 1239 1244 1246 rBvV2 17206 22497 1.98% 0.153%
23 9.298 1254 1260 1265 rVB2 66333 81951 7.23% 0.557%
24 9.469 1282 1289 1294 rBVvV2 1001268 1105327 97.47% 7.511%
25 9.510 1294 1296 1298 rBV 22575 16185 1.43% 0.110%
26 9.616 1310 1314 1319 rBV6 12092 18130 1.60% 0.123%
27 9.727 1329 1333 1338 rVB4 18406 31062 2.74% 0.211%
28 9.780 1338 1342 1347 rBV 19885 26937 2.38% 0.183%
29 9.874 1354 1358 1362 rBV3 14888 25161 2.22% 0.171%
30 9.980 1372 1376 1381 rBV6 14069 25613 2.26% 0.174%
31 10.063 1387 1390 1393 rVB 22071 18919 1.67% 0.129%
32 10.110 1396 1398 1401 rVB 16180 13987 1.23% 0.095%
33 10.145 1401 1404 1409 rBvV2 56105 54458 4 .80% 0.370%
34 10.339 1434 1437 1440 rBV3 12712 14695 1.30% 0.100%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 10.445 1451 1455 1462 rVB 250150 241288 21.28% 1.640%

36 10.598 1477 1481 1486 rVB 122231 126503 11.16% 0.860%

37 10.651 1486 1490 1491 rBV 29709 29973 2.64% 0.204%
38 10.821 1515 1519 1522 rVB4 17408 25915 2.29% 0.176%
39 10.857 1522 1525 1528 rVB2 16064 15405 1.36% 0.105%
40 10.898 1529 1532 1535 rBV5 17469 17887 1.58% 0.122%
41 10.927 1535 1537 1540 rVB3 20316 16566 1.46% 0.113%
42 10.969 1540 1544 1545 rBV4 9675 12223 1.08% 0.083%
43 11.057 1554 1559 1562 rBV3 11905 16402 1.45% 0.111%
44 11.169 1575 1578 1581 rBVY 32709 37157 3.28% 0.252%
45 11.204 1581 1584 1587 rVB2 22718 21357 1.88% 0.145%
46 11.245 1587 1591 1595 rBV7 10909 17009 1.50% 0.116%

47 11.298 1595 1600 1602 rBVY 990595 958713 84.54% 6.514%
48 11.321 1602 1604 1608 rVvV 264517 243882 21.51% 1.657%

49 11.386 1612 1615 1619 rVB 46911 46452 4._.10% 0.316%
50 11.451 1619 1626 1628 rBV6 11575 21283 1.88% 0.145%
51 11.704 1666 1669 1672 rBV 28753 27993 2.47% 0.190%
52 11.733 1672 1674 1677 rVB2 14530 12835 1.13% 0.087%
53 11.810 1685 1687 1691 rVB 19103 19057 1.68% 0.129%
54 11.857 1691 1695 1699 rBV5 29110 39675 3.50% 0.270%
55 11.921 1702 1706 1709 rBV 73557 78704 6.94% 0.535%
56 11.957 1709 1712 1716 rVB 81497 85708 7.56% 0.582%
57 12.027 1718 1724 1725 rBV2 51723 70974 6.26% 0.482%
58 12.051 1725 1728 1731 rVV3 110798 132548 11.69% 0.901%
59 12.080 1731 1733 1736 rVB 50103 48261 4._.26% 0.328%
60 12.239 1757 1760 1762 rBV3 12998 13616 1.20% 0.093%
61 12.292 1766 1769 1771 rBV2 31910 32295 2.85% 0.219%
62 12.486 1798 1802 1804 rBV3 64633 98965 8.73% 0.672%
63 12.604 1818 1822 1824 rBV2 60628 76733 6.77% 0.521%
64 12.639 1824 1828 1831 rVV3 179483 210638 18.57% 1.431%
65 12.698 1835 1838 1839 rVVv 70257 72704 6.41% 0.494%

66 12.721 1839 1842 1844 rVV3 121196 146011 12.88% 0.992%
67 12.757 1844 1848 1851 rVV3 185500 265020 23.37% 1.801%
68 12.786 1851 1853 1857 rVB 192382 189431 16.70% 1.287%
69 12.868 1864 1867 1870 rBv4 21104 28840 2.54% 0.196%
70 12.910 1870 1874 1875 rBV2 87894 115392 10.18% 0.784%

71 12.927 1875 1877 1881 rVB2 127499 136954 12.08% 0.931%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.063 1896 1900 1904 rBV 281766 290534 25.62% 1.974%
73 13.274 1931 1936 1939 rBV 437432 486245 42.88% 3.304%
74 13.321 1939 1944 1947 rVvV 181937 230245 20.30% 1.565%
75 13.604 1990 1992 2001 rVB3 51583 66657 5.88% 0.453%

76 13.715 2009 2011 2014 rBV 40508 36262 3.20% 0.246%
77 13.757 2015 2018 2023 rBv4 78555 144799 12.77% 0.984%
78 13.910 2039 2044 2050 rBV 189368 269629 23.78% 1.832%
79 14.139 2079 2083 2089 rVvB2 177250 244491 21.56% 1.661%
80 14.551 2148 2153 2157 rBV 816509 1035992 91.35% 7.040%

81 16.180 2427 2430 2439 rVB 570732 661981 58.37% 4.498%
82 16.880 2546 2549 2557 rVB4 344678 527310 46.50% 3.583%

Sum of corrected areas: 14716633
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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\BF041117\

BF094373.D

12 Apr 2017 1:50

SJ/MA

12610-01 5X

22 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: BF094373.D
33

5.83

5.46.58
6.00

4.37
6.47

.36

3.95

7.07 |

0k

Time--> 2.00

7.00

7.50

2.50

3.00

3.50

4.00

5.50

I I
4.50 5.00 6.00 6.50

Abundance

1000000

800000

600000

400000

200000

TIC: BF094373.D

9.47 11.30

8.65

Ol=
Time-->

1.50 12.00

10.50 12.50 13.00

11.00

Abundance

1000000

800000

600000

400000

200000

13.9114.14

TIC: BF094373.D
16.18

16.88

Time-->

19.00

18.00 18.50

17.50

17.00

15.00

15.50

14.00 14.50

16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 unknown5.58 Concentration Rank 2

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

5.58 12.73 ng 539848 1,4-Dichlorobenzene-d4 5.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzeneethanamine. .alpha.-methy... 223 C16H17N 002980-02-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 628 (5.581 min): BF094373.D (-624) (-) m/z 132.00 100.00%
132.0
5000 68.1
1 | %3 ‘ 520 540 560 580 6.00
el e e . m/z 68.10 36.56%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 S R S SR
5.20 5.40 5.60 5.80 6.00
310 5L0 ‘ ‘ m/z 134.00 31.69%
‘ L1 H | 1
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
520 540 560 580 6.00
5000 67.0 m/z 66.00 21.85%
41.0 97.0
115.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #71740: Benzeneethanamine, .alpha.-methyl-N-(phenylmethylene) B e e
132.0 5.20 5.40 5.60 5.80 6.00
m/z 69.10 13.32%
5000
105.0
C5L0 770 1 149016501810 206.0223.0
m/z--> 40 60 80 100 120 140 160 180 200 220 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Benzenesulfonamide, N,4-dim... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.60 2.64 ng 126503 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 94
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 49
3 1-Benzvl-3-hvdroxvpicolinic acid... 229 C13H11NO3 1000212-09-1 47
4 p-Toluenesulfonvlacetonitrile 195 C9HONO2S 005697-44-9 47
5 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 47
Abundance Scan 1481 (10.598 min): BF094373.D (-1477) (-) m/z 91.10 100.00%
91.1
5000
65.0 155.0 185.1 AR RN RN
39.0 121.1 10.20 10.40 10.60 10.80 11.00
i I e L L S e e S R AL m/z 65.00 22 .45%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #46291: Benzenesulfonamide, N,4-dimethyl-
91.0
5000
10.20 10.40 10.60 10.80 11.00
30.0 65.0 1210 155.0 185.0 m/z 155.00 19.78%
.].'2..0|....l‘..‘..l‘.‘...|..“..|....‘....luuu‘. — |‘|||||||||||||
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
91.0
10.20 10.40 10.60 10.80 11.00
5000 185.0 m/z 185.10 19.76%
155.0
65.0
30.0 121.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75617: 1-Benzyl-3-hydroxypicolinic acid inner salt
91.0 10.20 10.40 10.60 10.80 11.00
m/z 92.00 17.71%
5000
65.0 185.0
41.0 | | 109.0128.0 1540 203.0 229.0
m/z--> ﬁo Jo eb 85 160 150 110 160 180 200 250 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.05 2.77 ng 132548 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 46
3 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 41
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 41
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 38
Abundance Scan 1728 (12.051 min): BF094373.D (-1725) (-) m/z 192.10 100.00%
1

5000

A
LI O e N D

11.80 12.00 12.20 12.40
m/z 189.10  88.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
1

5000
11.80 12.00 12.20 12.40

94.0 m/z 190.10 88.01%
115.0137.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
189.0
R R e N E S Amaa
11.80 12.00 12.20 12.40
m/z 191.10 71.35%
5000
94.0
163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50629: Phenanthrene, 1-methyl-

192.0 11.80 12.00 12.20 12.40
m/z 94.95 17.90%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 Phosphonic acid, ethyl-, bi... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.49 2.06 ng 98965 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphonic acid. ethvl-. bis(tri... 254 C8H2303PSi2 001641-57-2 64
2 (E)-2-Hvdroxv-4--dimethvlamino-s... 239 C16H17NO 110983-42-1 53
3 9.10-Anthracenedione. l-amino-4-... 239 C14H9NO3 000116-85-8 53
4 p-Dimethvlaminobenzvlidene p-ani... 254 C16H18N20 001749-04-8 49
5 3,6-Bis(N-methylamino)-9-methylc... 239 C15H17N3 098786-00-6 49
Abundance Scan 1803 (12.492 min): BF094373.D (-1798) (-) m/z 239.25 100.00%
239.3
213.2
5000

12.20 12.40 12.60 12.80
m/z 213.20 66.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #91138: Phosphonic acid, ethyl-, bis(trimethylsilyl) ester
239.0
5000 LA L L L L LB
12.20 12.40 12.60 12.80
0
o 730 135.0 211.0 m/z 241.20 48 .56%
> oo uso | aes0 | | |
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
239.0
12.20 12.40 12.60 12.80
5000 m/z 185.10 44 _.09%
910 119.0 165.0 210.0
A B B B B A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81674: 9,10-Anthracenedione, 1-amino-4-hydroxy-
239.0 12.20 12.40 12.60 12.80
m/z 183.10 36.38%
5000

154.0
510 770 102.0 127.0 | 1820 2110 H

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

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 Bis(acetylacetonate)iron Concentration Rank 6

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

12.64 4.39 ng 210638 Phenanthrene-d10 11.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(acetvlacetonate)iron 254 C10H14FeO4 014024-17-0 52
2 Benzenamine. 3.5-dimethvl-5-nitr... 254 C16H18N20 295780-40-4 42
3 Naphthalen-1(2H)-one. 3.4-dihvydr... 254 C16H140S 351066-46-1 27
4 Tetrazol-5-amine. 1-(2-methvl-1-... 239 C13H13N5 311799-88-9 25
5 (6-1sopropyl-3,4-bis(methylamino... 254 C15H18N4 014203-76-0 25

m/z 155.05 100.00%

Abundance

Scan 1828 (12.639 min): BF094373.D (-1824) (-)

155.1 254.2

5000

12.40 12.60 12.80 13.00
m/z 254.20 91.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #90336: Bis(acetylacetonate)iron
43.0
5000
71.0 12.40 12.60 12.80 13.00
' m/z 141.10 72.60%
| ‘ 0 260, | 181000202250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
254.0
77.0 IIIIIIIIIIIIIIIIIIIIIII
12.40 12.60 12.80 13.00
5000 m/z 239.15 64.47%
51.0 104.0 194.0
136.0 167.0 225.0
Wmmmwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90829: Naphthalen-1(2H)-one, 3,4-dihydro-2-(3-methyl-2-th... T
254.0 12.40 12.60 12.80 13.00
m/z 165.05 37.24%
5000

135.0156.0 178.0 2210

12.40 12 60 12. 80 13. 00

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 7 Borane, 2,3-dimethyl-2-buty... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.72 3.05 ng 146011 Phenanthrene-d10 11.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Borane. 2.3-dimethvl-2-butvl- (d... 196 C12H30B2 1000159-64-3 93
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 87
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 58
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 58

Abundance Scan 1842 (12.721 min): BF094373.D (-1839) (-) m/z 55.10 100.00%

5000

203.1
149.1 180.1

12.40 12.60 12.80 13.00
m/z 41.00 85.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53482: Borane, 2,3-dimethyl-2-butyl- (dimer)
4].0 69.0

5000

12.40 12.60 12.80 13.00
m/z 74.00  75.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
83.0 12.40 12.60 12.80 13.00
5000 ' m/z 69.10 74.82%
29.0
111.0

137.0 180.0 222.0 264.0 296.0
mmﬁmmmﬁrrme—mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115457: 9-Octadecenoic acid, methyl ester, (E)- e AREEEEEaSEE
12.40 12.60 12.80 13.00

m/z 43.05 68 .50%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 9 Cyclohexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.93 2.64 ng 136954 Chrysene-di12 14 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 l4-Pentadecenoic acid 240 C15H2802 017351-34-7 64
3 Cvclodecane. methvl- 154 C1l1H22 013151-43-4 64
4 Z-11-Pentadecenol 226 C15H300 1000130-77-0 58
5 Cyclopentadecane 210 C15H30 000295-48-7 58
Abundance Scan 1877 (12.927 min): BF094373.D (-1875) (-) m/z 55.10 100.00%

1

5000
111.1

12.60 12.80 13.00 13.20
m/z 69.10 54.85%

331 168.1 197.1 2262 264.3,47,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72491: Cyclohexadecane
0 830

5000

29.0 12.I60 12.I80 13.IOO 13.I20
m/z 83.10 54.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55.0

83.0 12.60 12.80 13.00 13.20
5000 ' m/z 41.10 48.07%

29.0 111.0

138.0 222.0

180.0

mmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25837: Cyclodecane, methyl- R a R mamEE L
12.60 12.80 13.00 13.20
m/z 43.10 46.00%

5000

I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

8270-BF032217.M Wed Apr 12 16:47:32 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 10 Pyrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.76 2.80 ng 144799 Chrysene-di12 14.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 83
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 58
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 58
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 52
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 50
Abundance Scan 2019 (13.762 min): BF094373.D (-2015) (-) m/z 216.10 100.00%
21p.1
241.2
5000 105.1

149.2 1851 301.2

13.40 13.60 13.80 14.00
m/z 215.10 71.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67024: Pyrene, 1-methyl-
216.0

5000

13.40 13.60 13.80 14.00
m/z 241.20 62.89%

163.0

39.0 63.0 122.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216.0
R SR EE RS R R
13.40 13.60 13.80 14.00
5000 m/z 226.10 45.63%
108.0
57.0 139.0163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67033: 11H-Benzo[a]fluorene
216.0 13.40 13.60 13.80 14.00
m/z 213.10 42 . 76%
5000
108.0
500 8.0, | 137.016301890 H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 11 1-Phenanthrenecarboxylic ac... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.91 5.21 ng 269629 Chrysene-di12 14 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxvlic acid. 1... 314 C21H3002 001235-74-1 95
2 5-Nitro-3-phenvl-1H-indazole 239 C13H9N302 293758-67-5 64
3 Imidazolol2.1-blthiazole. 5-(3-i... 239 C13H9N3S 327097-37-0 59
4 Benzaldehvde. 3-I4-(1.1-dimethvl... 254 C17H1802 069770-23-6 50
5 4-(4-0x0-1,2,3,4,6,7,12,12b-octa... 326 C19H22N203 1000137-91-1 45
Abundance Scan 2044 (13.910 min): BF094373.D (-2039) (-) m/z 239.20 100.00%
239.2
5000 M_~*ﬂ_vw_,-”j\\_,._vd\-ww_
431 117.1141.1 173.1197.1 299.1 13 60 13. 80 14. 00 14. 20
bt o O ittty e e rreber S ki | M7z 240.20  21.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125208: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
239.0
5000 SR DA P UL B
13.60 13.80 14.00 14.20
299.0 m/z 141.05 7.96%
160 "0 67,0 010 117.0141.0 173.0197.0 270 |
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
239.0
13.60 13.80 14.00 14.20
5000 m/z 299.15 7.41%
166.0
5.0 770 1151400 193.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81635: Imidazolo[2,1-b]thiazole, 5-(3-indolyl)-
239.0 13.60 13.80 14.00 14.20
m/z 43.10 6.76%
5000
450 750 1090 14\\2 0‘ 186, 0211 0
I L1y il \
m/z--> 20 Jo éo éo 160 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 12 Methyl abietate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.14 4.72 ng 244491 Chrysene-di12 14.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl abietate 316 C21H3202 000127-25-3 90
2 2.2-Bis(2"-methoxvphenv)propane 256 C17H2002 056751-16-7 43
3 1.2-Dihvdro-4H-2-(p-anisvl)-3.1-. 241 C15H15N02 082085-87-8 30
4 Diazene. (4-methoxv-2- methvlphen... 256 C15H16N202 029418-53-9 30
5 2,4,6-Octatriene, 2,6-dimethyl-,... 136 C10H16 007216-56-0 25

Abundance Scan 2083 (14 139 min): BF094373D(2079)() m/z 121.10 100.00%

1.2

5000

oy

13.80 14.00 14.20 14.40
m/z 241.20 86.92%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126171: Methyl abietate
121.0

91.0

13.80 14.00 14.20 14.40
m/z 256.20 81.83%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
121.0

13. 80 14. OO 14 20 14.40

5000
55.0

256.0

5000 ' m/z 105.05 80.74%
91.0 211.0
410 65.0 165.0
wmmmwwmwmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83029: 1,2-Dihydro-4H-2-(p-anisyl)-3,1-benzoxazine R A REER R
121.0 13.80 14.00 14.20 14.40
241.0 m/z 91.00 63.33%
5000 770
280 bbbt e e b RN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 80 14. OO 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\
Data File : BF094373.D

Aca On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 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 13 Stigmastan-3,5-diene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.88 15.93 ng 527310 Perylene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 89
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 25
3 1-Naphthalenamine. 5.6.7.8-tetra... 147 C10H13N 002217-41-6 18
4 Acetic acid 2-oxo0-2.3-dihvdro-1H... 218 C11H10N203 016780-58-8 12
5 Benzenesulfonic acid, 4-nitro-, ... 429 C17H20BrNO5S 274255-39-9 10
Abundance Scan 2549 (16 880 min): BF094373.D (-2546) (-) m/z 147.10 100.00%
431 811
5000 ,
213.2 255.2 .
1 16.60 16.80 17.00 17.20
e m/z 81.10 70.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155644: Stigmastan-3,5-diene
43.0
396.0
5000 LI IS SR S B
16.60 16.80 17.00 17.20
81.0 147.0 m/z 145.10 69.89%
—— I‘w H H‘ “‘H‘ H\\ HH \‘\ILHMI \‘;hl : |2|1|‘3|0| I25|5IO\ 3|0|2|0| |?5|4|0| I\ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
16,60 16.80 17.00 17.20
5000 m/z 43.10 66 .15%
81.0 147.0 396.0 Nwﬂmme/\ij\qu,w\wquw
215.0 255.0 2980  354.0 456.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #21356: 1-Naphthalenamine, 5,6,7,8-tetrahydro- A o Al BRRmsma
147.0 16.60 16.80 17.00 17.20
m/z 105.10 64.21%
o WM\V"\VW
1
m/z--> 50 100 150 200 250 300 350 400 450 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041117\
Data File : BF094373.D

Acq On : 12 Apr 2017 1:50

Operator : SJ/MA

Sample : 12610-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
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]
unknown5 .58 5.58 12.7 ng 539848 1 5.83 848216 20.0
Benzenesulfonamid... 10.60 2.6 ng 126503 4 11.30 958713 20.0
4H-Cyclopenta[def... 12.05 2.8 ng 132548 4 11.30 958713 20.0
Phosphonic acid, ... 12.49 2.1 ng 98965 4 11.30 958713 20.0
Bis(acetylacetona... 12.64 4.4 ng 210638 4 11.30 958713 20.0
Borane, 2,3-dimet... 12.72 3.0 ng 146011 4 11.30 958713 20.0
Cyclohexadecane 12.93 2.6 ng 136954 5 14.55 1035990 20.0
Pyrene, 1l-methyl- 13.76 2.8 ng 144799 5 14.55 1035990 20.0
1-Phenanthrenecar... 13.91 5.2 ng 269629 5 14.55 1035990 20.0
Methyl abietate 14.14 4.7 ng 244491 5 14.55 1035990 20.0
Stigmastan-3,5-diene 16.88 15.9 ng 527310 6 16.18 661981 20.0
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