LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 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-BF022218.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 2.157 6 12 20 rvB 270604 382855 6.68% 0.747%
2 3.963 312 319 349 rBVY 3521670 5730904 100.00% 11.184%
3 5.110 511 514 525 rBV 70969 120783 2.11% 0.236%
4 5.492 575 579 608 rBY 3027543 4100164 71.54% 8.001%
5 6.504 747 751 769 rBVY 2966152 4036465 70.43% 7.877%
6 6.639 769 774 793 rVB 3249213 3920128 68.40% 7 .650%
7 6.863 809 812 834 rBV 909716 1061654 18.53% 2.072%
8 7.016 834 838 863 rBY 2631663 3093887 53.99% 6.038%
9 7.434 905 909 933 rBVY 2228802 2837788 49.52% 5.538%
10 8.145 1027 1030 1056 rVB 928669 1420693 24.79% 2.772%
11 9.222 1208 1213 1222 rBvV 3547387 3743432 65.32% 7 .305%
12 9.286 1222 1224 1229 rVB 103950 99879 1.74% 0.195%
13 9.492 1254 1259 1264 rBV 43558 74626 1.30% 0.146%
14 9.563 1266 1271 1274 rVVv2 72360 90349 1.58% 0.176%

15 9.616 1277 1280 1286 rVB 205794 248368 4_.33% 0.485%

16 9.816 1311 1314 1318 rVB 212597 183755 3.21% 0.359%
17 9.904 1323 1329 1333 rVV2 1251439 1287242 22.46% 2.512%
18 9.939 1333 1335 1342 rVB 130888 161720 2.82% 0.316%

19 10.104 1360 1363 1367 rBV2 61185 87041 1.52% 0.170%
20 10.145 1367 1370 1373 rVB3 62701 89144 1.56% 0.174%
21 10.251 1386 1388 1393 rVB2 57875 63573 1.11% 0.124%

22 10.316 1393 1399 1407 rBV 356535 370508 6.47% 0.723%
23 10.457 1416 1423 1429 rBV3 74418 156732 2.73% 0.306%
24 10.539 1432 1437 1439 rBV3 76554 101357 1.77% 0.198%
25 10.616 1447 1450 1455 rVB4 63529 75688 1.32% 0.148%

26 10.698 1461 1464 1477 rBV 1411757 1874331 32.71% 3.658%
27 10.792 1477 1480 1489 rVB 317286 354380 6.18% 0.692%
28 11.239 1554 1556 1563 rVV 304696 277782 4._.85% 0.542%
29 11.298 1563 1566 1570 rVB 63791 59534 1.04% 0.116%
30 11.398 1579 1583 1585 rBV 988145 964881 16.84% 1.883%

31 11.422 1585 1587 1594 rVV 893108 983112 17.15% 1.919%
32 11.480 1594 1597 1601 rVB 194862 199362 3.48% 0.389%
33 11.669 1626 1629 1632 rVB 236343 193728 3.38% 0.378%
34 11.733 1637 1640 1648 rVB2 59167 105162 1.83% 0.205%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.904 1666 1669 1672 rBV2 240252 315242 5.50% 0.615%

36 11.933 1672 1674 1678 rVV 291310 282915 4.94% 0.552%
37 11.980 1680 1682 1685 rVV 89323 83806 1.46% 0.164%
38 12.016 1685 1688 1690 rVVv2 204900 230510 4.02% 0.450%
39 12.039 1690 1692 1695 rVB 134947 115661 2.02% 0.226%
40 12.074 1695 1698 1701 rBV 217656 158362 2.76% 0.309%

41 12.139 1707 1709 1716 rVB4 49064 60039 1.05% 0.117%
42 12.198 1716 1719 1722 rBV2 114684 136289 2.38% 0.266%
43 12.239 1723 1726 1729 rVB4 78348 86413 1.51% 0.169%

44 12.463 1759 1764 1767 rBV2 200056 309144 5.39% 0.603%
45 12.551 1775 1779 1786 rVB4 71216 144006 2.51% 0.281%

46 12.621 1787 1791 1795 rBV 1010964 1041160 18.17% 2.032%
47 12.774 1813 1817 1818 rBV2 78370 101907 1.78% 0.199%
48 12.851 1823 1830 1835 rVV 966450 1195554 20.86% 2.333%
49 12.898 1835 1838 1845 rVB 96516 121551 2.12% 0.237%
50 12.986 1848 1853 1863 rVB 2202806 2325759 40.58% 4 _539%

51 13.074 1863 1868 1872 rBvV4 84038 152423 2.66% 0.297%
52 13.157 1878 1882 1883 rBV3 62625 73181 1.28% 0.143%
53 13.180 1884 1886 1891 rVB2 123071 172054 3.00% 0.336%
54 13.286 1900 1904 1907 rBV2 106454 125342 2.19% 0.245%

55 13.380 1917 1920 1922 rBV 81806 82091 1.43% 0.160%
56 13.410 1922 1925 1928 rBV2 73348 62111 1.08% 0.121%
57 13.533 1943 1946 1949 rBV 62498 65217 1.14% 0.127%
58 13.698 1971 1974 1980 rBV 121451 128395 2.24% 0.251%
59 13.804 1990 1992 1994 rBV 89524 79911 1.39% 0.156%
60 13.827 1994 1996 1998 rVB 80460 60667 1.06% 0.118%

61 13.863 1998 2002 2007 rBV3 441513 551146 9.62% 1.076%
62 13.910 2007 2010 2015 rVB 123768 152332 2.66% 0.297%
63 14.051 2028 2034 2037 rBV2 892235 1332481 23.25% 2.600%
64 14.080 2037 2039 2046 rVB 455405 446689 7.79% 0.872%
65 14.445 2096 2101 2105 rBV 107660 130980 2.29% 0.256%

66 14.486 2105 2108 2111 rBV2 52639 75283 1.31% 0.147%
67 14.574 2121 2123 2129 rVB3 45380 80235 1.40% 0.157%
68 14.798 2155 2161 2165 rBv4 83165 158232 2.76% 0.309%
69 15.121 2211 2216 2218 rBV 310074 488252 8.52% 0.953%
70 15.227 2231 2234 2242 rVB 72997 98923 1.73% 0.193%

71 15.433 2265 2269 2276 rVB 181716 235024 4._.10% 0.459%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 15.498 2276 2280 2286 rBV 250729 365242 6.37% 0.713%
73 15.562 2286 2291 2295 rBV 393774 533898 9.32% 1.042%
74 17.098 2546 2552 2560 rVB 94320 199300 3.48% 0.389%
75 17.568 2627 2632 2638 rBV2 61498 133911 2.34% 0.261%

Sum of corrected areas: 51242645

8270-BF022218_.M Thu Mar 08 10:27:11 2018 Page: 3



Data Path
Data File

Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030718\
BF103505.D
7 Mar 2018 17:07
SJ/JU
J1811-13

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF103505.D

5.49

5.11
I

6.64

6.50

7.02

7.43

6.86

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.15

TIC: BF103505.D

10.70

12.99

12.6212 85

Time-->

Y
L I L e e e L e O B B B

8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50 13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF103505.D

14.05

14A4405714.80 17.10 17.57

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.16 7.21 ng 382855 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 12 (2.157 min): BF103505.D (-6) (-) m/z 72.95 100.00%
7B
5000 43
55 87
37 2.20 2.30 2.40 2.50 2.60
Ol prrer et b s e b e e e | M/Zz 43.00  39.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 IR IR IR U U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 28.06%
0 ﬁ 35 \‘ 67 ||, 80
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 HA A AR AR AR R
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.00 22 .38%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- A Bamas
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 11.57%
5000
45
29
o 89 %S e 101
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60

8270-BF022218_.M Thu Mar 08 10:27:12 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.64 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.64 73.85 ng 3920130 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-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 774 (6.639 min): BF103505.D (-769) (-) m/z 132.00 100.00%
132
5000 68 IL
5 —
40 54 | 75 104 640 660 680 7oo
o M I 0l 11 R/ A M - | m/z 68.00 38.49%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.40 6.60 6.80 7.00

78 m/z 134.00 33.51%
31
38
0 1 H I 1
R R S R o O o RN RRRRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
N  EEEEssmas
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 27.20%
41 53 97 117
79
0 34 60 89 105 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.40 6.60 6.80 7.00
m/z 69.00 15.15%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.32 5.76 ng 370508 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 86
2 Nonane. 5-butvl- 184 C13H28 017312-63-9 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 81
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 1400 (10.322 min): BF103505.D (-1393) (-) m/z 57.00 100.00%
57
43
71

| 99 113 197 141 155 170 ~10/00 1020 1040 1060
o} S S m/z 43.00 66.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38316: Dodecane
43 57
71

{

5000 LA L L L L L L L L L
85 10,00 10,20 10.40 10.60
29 m/z 71.00 58.34%
\‘ ‘\ il | 9\\8 1]\'3 127141 17\0
O T e L o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57 71
_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—r
85 10.00 10.20 10.40 10.60
5000 196 m/z 85.00 38.65%
o 97 112 140 155 184
N e o e B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 57 10.00 10.20 10.40 10.60
m/z 41.00 30.54%
5000 1
85
29
o | L I w 99 113 127 141 155 169 183 197 226
T T T T e e T e T e e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 5-Ethyldecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.79 7.35 ng 354380 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvldecane 170 C12H26 017302-36-2 90
2 Hexadecane 226 C16H34 000544-76-3 80
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
4 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 80
5 Heptacosane 380 C27H56 000593-49-7 78

Abundance Scan 1480 (10.792 min): BF103505.D (-1477) (-) m/z 57.00 100.00%

57

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.00 65.40%

99
o 113127140 154167 182195 222 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38319: 5-Ethyldecane

43

5000 71 BB s
1040 10. 60 1080 11. OO 11. 20

m/z 71.00 61.55%

8 98 140
112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 o7
R
10.40 10.60 10.80 11.00 11.20
5000 71 m/z 84.95  40.96%
85
29
o 99 113 127 141 155 169 183 197 226

T T T T e T T T e T T T e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83051: Dodecane, 2-methyl-6-propyl- R S TR T R T
43 57 10.40 10.60 10.80 11.00 11.20

m/z 41.00 32.14%
71
99
o WL | 113 127 \‘ 154166 182105 206

LT T T e R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.24 5.76 ng 277782 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Heptadecane 240 C17H36 000629-78-7 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1556 (11.239 min): BF103505.D (-1554) (-) m/z 57.00 100.00%
57
5000
" 85 ]
113 196 " 11/00 11,20 11.40 11.60
0 ,,‘ b ol g s L ey e e m/Z 43.00 68.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85 J
5000 L B BULIL UL B
umnmumum
4 m/z 71.00 59.91%
oL 26 “ LR e 197 225 253268 296
m/z--> 25 4b eb 8b 160 150 150 1éo 180 200 220 240 260 2§o 300
Abundance
57
¥ U BN SUNRIE BRI B
85 11.00 11.20 11.40 11.60
5000 a m/z 85.00 40.53%
ol 25 13 141 169 197212 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 |
Abundance #59879: Tetradecane TR T T T
57 11.00 11.20 11.40 11.60
m/z 41.00 33.64%
5000 85
4
m/z--> 25 4b eb 8b 160 150 150 1éo 1éo 200 220 250 2éo 2§o 300 1f00 1120 1140 1160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.90 6.53 ng 315242 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 96
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94

Abundance Scan 1668 (11.898 min): BF103505.D (-1666) (-) m/z 192.00 100.00%

192

5000

1

82 95 nmnmnmnm
43 57 71 115126 139150
0 210 224 m/z 191.00 60.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
192

5000 ..................
11. 60 11. 80 12. 00 12. 20

m/z 189.00 31.52%

165

165
273951 6374 9 115126139152 1177 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 190.00 17.54%
165
oL 15 27 39 51 63 83 96 115196139152 " 177
e R AL e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl- N e e e
192 11.60 11.80 12.00 12.20
m/z 193.00 17.19%
5000
94 165
oL 27395163 87 115126 139152 | 177 l
ST AR T SN R TN ©<22oAs ol MY | R, e R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 11 Anthracene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.93 5.86 ng 282915 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 91
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 89

Abundance Scan 1673 (11.927 min): BF103505.D (-1672) (-) m/z 192.00 100.00%

192

5000

I

% 165 11,60 11.80 12,00 12.20
113 126 139150
0f 12 m/z 191.00 55.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192

5000 R ARAR RSN ....,
11. 60 11. 80 12. 00 12.20

m/z 189.00 26.74%

165
oL 15 27 39 51 63 8396 115106130152 177 h\
e
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 94.50 17.49%
83 g5 165
15 27 39 51 70 115126 139 152 177
e L o o i SE LM,
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl- R R mamEE
192 11.60 11.80 12.00 12.20
m/z 165.00 16.45%
5000
165
27 39 51 63 74 96 115126139152 | 177 ||
AR s T TS S it ...w.... - N
miz--> 20 40 60 80 100 120 140 160 180 200 220 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 12 4H-Cyclopenta[def]phenanthrene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.02 4.78 ng 230510 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 50
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 50
3 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 42
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 38
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 35

Abundance Scan 1689 (12.022 min): BF103505.D (-1685) (-) m/z 189.00 100.00%
1
5000
165 11.80 12.00 12.20 12.40
43 55
0 2 i et 2022 "m/z 190.00  97.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190
5000
11.80 12.00 12.20 12.40
95 m/z 192.00 67 .50%
o 27 43 8374 | 111194137150 183175 ||
m/z--> 20 Jo 60 85 100 120 140 160 180 200 220
Abundance
190
11,80 12.00 12.20 12.40
5000 m/z 191.00 47 .16%
63
133144 172
012 29 49 | T4 g7 111 160
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54758: 8,9-Dihydrocyclopenta[def]phenanthrene R RN EEa e
191 11.80 12.00 12.20 12.40
m/z 94.40 24 .73%
5000
165
o 74 152 | 176 ||
" N PP S M S 'isd' 200 220 ' 11.80 12.00 12.20 12.40

8270-BF022218_.M Thu Mar 08 10:27:16 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 13 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.07 3.28 ng 158362 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 1697 (12.069 min): BF103505.D (-1695) (-) m/z 57.00 100.00%

57

5000

11.80 12.00 12.20 12.40

113155 154

182 199 224

0! m/z 43.00 71.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
5000 LA L L L L L LB
85 11. 80 12. OO 12 20 12. 40
4 m/z 71.00 61.07%
0 26 L | . | 113 141 169184 226
T e T e e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
I BE RO e e e
85 11.80 12.00 12.20 12.40
5000 m/z 85.10 44 .28%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83051: Dodecane, 2-methyl-6-propyl- T T T T T
57 11.80 12.00 12.20 12.40
m/z 41.00 36.03%
85
5000 4
140
o Ll 18 s 182 505 506
e e e e e e e e e N e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 14 9,10-Bis(bromomethyl)anthra... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.20 2.82 ng 136289 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Bis(bromomethvl)anthracene 362 C16H12Br2 034373-96-1 83
2 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 80
3 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 78
4 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 78
5 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 50
Abundance Scan 1719 (12.198 min): BF103505.D (-1716) (-) m/z 203.95 100.00%
204 7
5000
mlm 165 11.80 12.00 12.20 12.40 12.60
51 126 : : : : :
o oIl 1Y o m/z 202.00  44.13%
m/z--> 50 100 150 200 250 300 350
Abundance #191535: 9,10-Bis(bromomethyl)anthracene
204
5000 U AR IR B
1180 12.00 12.20 12.40 12.60
101 m/z 203.00 33.64%
ol27 51 76, | 126149 176 m 283 364
m/z--> 50 100 1%0 200 250 300 350
Abundance
204
11.80 12.00 12.20 12.40 12.60
5000 m/z 100.90 16.32%
232
101
0 51 76 126 150 176
m/z--> " 50 100 150 200 250 300 350
Abundance #64599: Naphthalene, 2-phenyl-
204 11.80 12.00 12.20 12.40 12.60
m/z 205.05 16.11%
5000
101
o 51 76, | 126 150 176
mz-> 50 100 150 200 250 300 350 1180 1500 12,20 12.40 1260

8270-BF022218_.M Thu Mar 08 10:27:17 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 16 Cyclopenta(def)phenanthrenone Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.55 2.98 ng 144006 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 72
2 3.4-Biphenvldicarbonitrile 204 C14H8N2 004128-63-6 64
3 (BY)-Ethvl 3-0x0-2-(pvrid-2-vIDme... 219 C12H13NO3 1000147-59-7 53
4 4-Methvl-6.7-methvlenedioxvcoumarin 204 C11H804 015071-04-2 50
5 [1,1"-Biphenyl]-2,2"-dicarbonitrile 204 C14H8N2 004341-02-0 50

Abundance Scan 1779 (12.551 min): BF103505.D (-1775) (- m/z 204.00 100.00%
204
5000 176
55 75 0 99110109100 20 o1 12.20 12.40 12.60 12.80
Ob el 134 18 2% m/z 175.95  36.14%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64588: Cyclopenta(def)phenanthrenone
204
5000 N BUNISA BN B
176 12.20 12.40 12.60 12.80
88 m/z 87.95 17 .74%
o 62 /0 | 102 gpp 10
mz-> 20 40 60 80 160 120 150 160 180 200 220 240
Abundance
204
12.20 12.40 12.60 12.80
5000 m/z 175.00 15.66%
176
o % 51 63 7> 88 102114195138 151 165 | 189
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76444: (E)-Ethyl 3-oxo-2-(pyrid-2-ylymethylene-butanoate
204 12.20 12.40 12.60 12.80
m/z 205.00 15.47%
5000
132 176
43 78 104
miz-> 20 40 60 80 100 150 150 160 180 200 220 240 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 17 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.86 8.27 ng 551146 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 2002 (13.863 min): BF103505.D (-1998) (-) m/z 57.00 100.00%
g7
83
5000
111 226
U DU BN SURIUR SR
139 13.60 13.80 14.00 14.20
0 h w07 20L W 260281 m/z 43.00 83.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 g3
5000 LI SRR BRI SUULRN SR
29 111 13.60 13.80 14.00 14.20
m/z 55.00 80.59%
oL, \H ‘\ H ‘\ 139 167 196 224
m/z--> 50 150 200 250 300 350 400
Abundance
55 83
|13.60 13.80 14.00 14.20
5000 111 m/z 83.00 69.87%
29
o 139 167 196 233 266 204
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester T e
57 13.60 13.80 14.00 14.20
83 m/z 69.00 62.98%
B 1 \/\,\_’L
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103505.D

Aca On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample : J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 19 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.43 8.80 ng 235024 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 99
2 Benzolelpvrene 252 C20H12 000192-97-2 99
3 Benzolalpvrene 252 C20H12 000050-32-8 96
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 91
Abundance Scan 2268 (15.427 min): BF103505.D (-2265) (-) m/z 252.05 100.00%
252
5000
125
224 15.20 15.40 15.60 15.80
o 40 63 83 99 I 146 174 200 i 278 301 m/Zz 250.00 31.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene
252
5000
15.20 15.40 15.60 15.80
125 m/z 253.00 20.68%
ol 17 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252
15.20 15.40 15.60 15.80
5000 m/z 124.90 20.40%
126

41 63 91 111 150 174 200 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104220: Benzo[a]pyrene T e
252 15.20 15.40 15.60 15.80
m/z 126.00 16.33%
5000
126
o 63 83100, | 150 174 108 224
R Ao e e A RARRARmaRSEREASC S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
Data File : BF103505.D

Acq On : 7 Mar 2018 17:07

Operator : SJ/JU

Sample - J1811-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
Butane, 2-methoxy... 2.16 7.2 ng 382855 1 6.86 1061650 20.0
unknown6 .64 6.64 73.8 ng 3920130 1 6.86 1061650 20.0
Dodecane 10.32 5.8 ng 370508 3 9.90 1287240 20.0
5-Ethyldecane 10.79 7.3 ng 354380 4 11.40 964881 20.0
Heneicosane 11.24 5.8 ng 277782 4 11.40 964881 20.0
Phenanthrene, 1-m... 11.90 6.5 ng 315242 4 11.40 964881 20.0
Anthracene, 2-met... 11.93 5.9 ng 282915 4 11.40 964881 20.0
4H-Cyclopenta[def... 12.02 4.8 ng 230510 4 11.40 964881 20.0
Hexadecane 12.07 3.3 ng 158362 4 11.40 964881 20.0
9,10-Bis(bromomet... 12.20 2.8 ng 136289 4 11.40 964881 20.0
Cyclopenta(def)ph... 12.55 3.0 ng 144006 4 11.40 964881 20.0
Cyclohexadecane 13.86 8.3 ng 551146 5 14.06 1332480 20.0
Perylene 15.43 8.8 ng 235024 6 15.56 533898 20.0
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