LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022818\

Data File : BF103306.D

Aca On : 28 Feb 2018 21:11 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; J1716-02 33010&1;
ALS Vial : 14 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 2.163 6 13 21 rVB 385837 510194 10.47% 0.985%
2 5.122 513 516 527 rBV 137558 221591 4 .55% 0.428%
3 5.504 576 581 584 rBVY 4307247 4730693 97.04% 9.131%
4 6.516 747 753 770 rBVY 3814746 4875150 100.00% 9.410%
5 6.645 770 775 779 rBVY 4013118 4550394 93.34% 8.783%
6 6.869 810 813 820 rBVY 1098701 1016425 20.85% 1.962%
7 7.028 836 840 844 rBVY 3392842 3396018 69.66% 6.555%
8 7.439 905 910 913 rBVY 2938611 3219384 66.04% 6.214%
9 8.157 1028 1032 1034 rBV 1509568 1470293 30.16% 2.838%
10 8.175 1034 1035 1042 rVvVv 760861 595697 12.22% 1.150%
11 8.228 1042 1044 1056 rVB 52544 65271 1.34% 0.126%
12 8.869 1149 1153 1159 rBvV2 95270 103940 2.13% 0.201%
13 8.969 1166 1170 1175 rVB 56783 54756 1.12% 0.106%
14 9.233 1209 1215 1218 rBvY 3606281 3922250 80.45% 7.571%
15 9.298 1222 1226 1229 rvVvv2 51996 69146 1.42% 0.133%
16 9.333 1229 1232 1237 rVB2 47146 49965 1.02% 0.096%

17 9.622 1275 1281 1289 rVB 530209 505057 10.36% 0.975%
18 9.775 1304 1307 1312 rBV 132386 125043 2.56% 0.241%
19 9.827 1312 1316 1319 rBV 132282 102113 2.09% 0.197%
20 9.910 1325 1330 1334 rBV2 1405958 1310324 26.88% 2.529%

21 9.945 1334 1336 1339 rVB 137413 109219 2.24% 0.211%

22 10.004 1342 1346 1351 rVB4 53546 51218 1.05% 0.099%
23 10.080 1351 1359 1362 rBV6 31334 63556 1.30% 0.123%
24 10.116 1362 1365 1368 rBV 70923 77852 1.60% 0.150%
25 10.327 1398 1401 1404 rVB2 198960 156398 3.21% 0.302%
26 10.545 1430 1438 1441 rBV3 56706 80644 1.65% 0.156%
27 10.616 1445 1450 1456 rvv4 28722 60702 1.25% 0.117%

28 10.710 1461 1466 1475 rVV 2074115 2360658 48.42% 4 _557%
29 10.798 1478 1481 1485 rVV 174662 205932 4.22% 0.398%

30 10.833 1485 1487 1492 rVB3 47059 54071 1.11% 0.104%
31 10.992 1511 1514 1519 rBvV4 54530 65403 1.34% 0.126%
32 11.174 1543 1545 1548 rVB 108723 92266 1.89% 0.178%
33 11.251 1555 1558 1561 rBV 109248 98517 2.02% 0.190%

34 11.351 1569 1575 1580 rVB2 120712 161025 3.30% 0.311%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022818\

Data File : BF103306.D

Aca On : 28 Feb 2018 21:11 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; J1716-02 33010&1;
ALS Vial : 14 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 11.404 1580 1584 1586 rBV 1200578 1056240 21.67% 2.039%

36 11.427 1586 1588 1591 rVvVv 413042 331489 6.80% 0.640%
37 11.480 1594 1597 1601 rVB 88420 83843 1.72% 0.162%
38 11.616 1617 1620 1622 rBV2 65662 70717 1.45% 0.137%
39 11.651 1622 1626 1629 rVV4 193605 256926 5.27% 0.496%
40 11.680 1629 1631 1636 rVB2 223141 233232 4.78% 0.450%

41 11.786 1646 1649 1652 rBVY 412026 355276 7.29% 0.686%
42 11.880 1662 1665 1668 rBVY 239429 232990 4.78% 0.450%
43 11.916 1668 1671 1673 rVV3 92339 108379 2.22% 0.209%
44 11.945 1673 1676 1679 rvv4 233942 260543 5.34% 0.503%
45 11.980 1679 1682 1686 rVvVv2 520554 573173 11.76% 1.106%

46 12.016 1686 1688 1695 rVvv2 267717 296973 6.09% 0.573%
47 12.086 1696 1700 1706 rVV3 450734 553501 11.35% 1.068%
48 12.151 1706 1711 1713 rVV3 153285 237529 4._.87% 0.458%
49 12.174 1713 1715 1717 rVvVv2 129955 132514 2.72% 0.256%
50 12.198 1717 1719 1722 rVB2 138481 110062 2.26% 0.212%

51 12.233 1722 1725 1726 rBV 139929 136411 2.80% 0.263%
52 12.251 1726 1728 1734 rVB2 257446 261879 5.37% 0.505%
53 12.339 1738 1743 1745 rBvV4 76210 110998 2.28% 0.214%
54 12.421 1753 1757 1761 rVvV 464947 539915 11.07% 1.042%
55 12.474 1763 1766 1768 rVV 67000 75176 1.54% 0.145%

56 12.516 1770 1773 1776 rVB 120527 116193 2.38% 0.224%
57 12.621 1787 1791 1795 rBV 609706 598183 12.27% 1.155%
58 12.710 1803 1806 1809 rBV2 85054 110427 2.27% 0.213%
59 12.851 1824 1830 1836 rVB 618331 680590 13.96% 1.314%
60 12.951 1844 1847 1850 rBV 290753 302343 6.20% 0.584%

61 12.986 1850 1853 1857 rVB 2297412 2347409 48.15% 4_.531%

62 13.074 1863 1868 1871 rBv4 44644 88907 1.82% 0.172%
63 13.174 1883 1885 1888 rVB 53124 49773 1.02% 0.096%
64 13.286 1901 1904 1908 rVB2 45331 51178 1.05% 0.099%
65 13.410 1922 1925 1929 rBV3 34461 53476 1.10% 0.103%
66 13.545 1943 1948 1951 rBvV4 56759 76448 1.57% 0.148%

67 13.868 1998 2003 2007 rBV2 163357 215827 4.43% 0.417%
68 14.051 2029 2034 2037 rBV2 954995 1231158 25.25% 2.376%
69 14.080 2037 2039 2046 rVB 313633 298994 6.13% 0.577%
70 14.157 2050 2052 2055 rBV 79623 72958 1.50% 0.141%

71 14.192 2055 2058 2063 rBV3 57545 64433 1.32% 0.124%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022818\

Data File : BF103306.D

Aca On : 28 Feb 2018 21:11 Instrument :
Operator : SJ/JU gmgigamleM'
a?zgle ; J1716-02 5801@&1;
ALS Vial : 14 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
72 14.445 2099 2101 2104 rVB 61950 51267 1.05% 0.099%
73 14.504 2108 2111 2116 rVV2 60150 75690 1.55% 0.146%
74 14.809 2160 2163 2166 rVB 56345 63389 1.30% 0.122%
75 14.951 2184 2187 2191 rBV3 51143 57910 1.19% 0.112%

76 15.115 2210 2215 2218 rBV 544475 880706 18.07% 1.700%
77 15.221 2230 2233 2238 rBV 126412 146705 3.01% 0.283%
78 15.421 2263 2267 2273 rVB 390074 506520 10.39% 0.978%
79 15.492 2274 2279 2283 rVV 513205 663737 13.61% 1.281%
80 15.551 2284 2289 2293 rVV 573587 858835 17.62% 1.658%

81 15.586 2293 2295 2302 rVB 186910 220303 4._.52% 0.425%

82 15.974 2359 2361 2369 rVB6 49538 80926 1.66% 0.156%
83 17.074 2541 2548 2556 rBV 281972 575180 11.80% 1.110%
84 17.250 2574 2578 2584 rBV 35870 60800 1.25% 0.117%

85 17.539 2620 2627 2637 rVB 226914 491837 10.09%% 0.949%

86 17.798 2666 2671 2682 rVB3 59020 165410 3.39% 0.319%

Sum of corrected areas: 51806443
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 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

Abundance TIC: BF103306.D

5|50 6.65

4000000 6.52

7.03

3000000 7.44

2000000

6.87
1000000

5.12 J

Oy

5.00
TIC: BF103306.D

Time--> 7.50

Abundance

4000000
9.23

3000000

12.99

10.71
2000000

8.16

9.91

1000000

2 8al07 |
N

A
LI B S B B S BN B B S B R

8.50 9.00

12.00 12.50 13.00

13.50

10.50 11.00
TIC: BF103306.D

10.00

0

T
Time--> 8.00 9.50 11.50

Abundance

4000000

3000000

2000000

14.05

1000000

160 14450 14.84.95 | 15.22 17.80

18.00 18.50

o] S
14.00 14.50

19.00

16.50 17.00 17.50

15.00 15.50 16.00

Time-->
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.16 10.04 ng 510194 1,4-Dichlorobenzene-d4 6.87
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 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.157 min): BF103306.D (-6) (-) m/z 73.00 100.00%
7B
5000 43
55
87
37| &7 2.20 2.30 2.40 2.50 2.60
o . N PRI -1 A 1 N — m/z 43.00 40.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HA AR AR AR AR U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 31.84%
0 o
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 23.14%
29
15 67 97
G S R A S RS AR RS RS NS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl- A BAREE e  aE
7B 2.20 2.30 2.40 2.50 2.60
m/z 40.95 13.01%
5000 55
43
27
o1 \usm‘\ I__67 )l 8 98 115
m/z--> 10 2 0 40 50 60 70 8 90 100 110 120 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 16

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

5.12 4_.36 ng 221591 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23

Abundance Scan 516 (5.122 min): BF103306.D (-513) (-) m/z 43.00 100.00%
43
59
5000
101 T o0 530 aw
O T S8 | 575 B9.00  55.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L L I
59 480 500 520 540
m/z 101.00 16.78%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.00 15.71%
29 101
O e e S L 78 83 95 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e AR
50 4.80 500 5.20 5.40
m/z 41.00 7.95%
5000
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
LR UL SRR SR UL UL FULELEL SR SO S S B AR SRS LR RN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 unknown6.65 Concentration Rank 1

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

6.65 89.54 ng 4550390 1,4-Dichlorobenzene-d4 6.87
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 776 (6.651 min): BF103306.D (-770) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTTT T T T T T T T T
40 54 | 75 104 6.40 6.60 6.80 7.00
o A ./ A N - | R m/z 68.00 38.36%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 a
5000 IR IS A R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.03%
133
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 65.95 27.35%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine T R Rmmms ne
132 6.40 6.60 6.80 7.00

m/z 69.00 15.02%

5000

33 4 0 g7 105
78
| 5160 s | | us ‘

B e 1

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.80 3.90 ng 205932 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 83
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 72
Abundance Scan 1481 (10.798 min): BF103306.D (-1478) (-) m/z 57.00 100.00%
57
5000 a5
3 113 10.40 10.60 10.80 11.00 11.20
Olrrrrrrrelbr et i A3 225 182199 332 m/Z 43.00  64.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane
57
5000 AR DU B B
a5 mmmmmmnmnm
29 m/z 71.00 57.07%
ol L i 43141 169 107 226
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57
10,40 10.60 10.80 11.00 11.20
5000 m/z 85.05 35.67%
20 85
112
o 140 168186 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100330: 2-Bromo dodecane T T T
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 31.20%
5000 a5
} 113 169 J
m/z--> mmeommmmmmmmmnmmm%mmm mmmmmmnmnm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 unknownll.65 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.65 4.86 ng 256926 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. butvl- 134 C10H14 000104-51-8 43
2 Acetaldehvde. phenvlhvdrazone 134 C8H10N2 000935-07-9 38
3 Benzofuran. 2.3-dihvdro-2-methvl- 134 C9H100 001746-11-8 30
4 5.6.7.8-Tetrahvdroauinoxaline 134 C8H10N2 034413-35-9 30
5 1-Methyl-1-p-tolylethylamine 149 C10H15N 006526-79-0 22
Abundance Scan 1626 (11.651 min): BF103306.D (-1622) (-) m/z 134.05 100.00%
92 134
5000 a1 55 oo
117
| | | 147 17 195210 59954528 11.40 11.60 11.80 12.00
o SN ) 1 4 m/z 91.95 86.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14824: Benzene, butyl-
g1
5000
11.40 11.60 11.80 12.00
134 m/z 123.10 71.86%
39 ., 6 78 | 105
VAR N N YO .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
134
%2 HRIRA SR B BN B
11.40 11.60 11.80 12.00
5000 m/z 91.00 60.66%
65
oL 26 ¥ 5 79 | 106119
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #15351: Benzofuran, 2,3-dihydro-2-methyl- N B mas ma s
134 11.40 11.60 11.80 12.00
m/z 133.00 54 _.50%
5000 o1 19
105
0..W?ZJPH.ﬁ.”WJH.“.Mpmtp.” N — A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12. oo
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 Dehydroadamantane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.68 4.42 ng 233232 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehvdroadamantane 134 C10H14 039257-33-5 53
2 Benzofuran. 2.3-dihvdro-2-methvl- 134 C9H100 001746-11-8 43
3 2-(1-Cvclopentenv)furan 134 C9H100 115754-78-4 37
4 1-Phenvl-2-acetoxv-prop-1-en 176 C11H1202 024175-87-9 35
5 2H-1-Benzopyran, 3,4-dihydro- 134 C9H100 000493-08-3 35
Abundance Scan 1631 (11.680 min): BF103306.D (-1629) (-) m/z 92.00 100.00%
9P 134
5000
41 55 69
H ‘ 105 ‘ 258 11.40 11.60 11.80 12.00
147 : : : -
0 ...,....','...-:, e, -,-|.'.'-.ﬁ,...'.,....,1‘??..,.1.9.0.,.29?.,....2?.1...',.. m/z 134.00 92.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14829: Dehydroadamantane
79 92 134
5000
11.40 11.60 11.80 12.00
105119 m/z 91.00 38.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
134
11,40 11.60 11.80 12.00
5000 % 9 m/z 55.00 33.26%
51 77 105
27 64
O T L St R s m mmmm et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15300: 2-(1-Cyclopentenyl)furan N B EE
134 11.40 11.60 11.80 12.00
m/z 69.00 32.58%
5000
39 91 105
77 ‘ ‘ 119
0|||||||||‘||“=‘|I‘|h|||m|||l||‘|‘||‘|“||||‘|||||||||||||||||||||||||||||| R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.79 6.73 ng 355276 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28 1000197-14-1 90
2 Naphthalene. 6-ethvl-1.2.3.4-tet... 256 C19H28 301643-35-6 90
3 Pvrazol-4-amine. 1-(3.4-dichloro... 241 C10H9CI2N3 1000273-77-4 58
4 5-Amino-1-phenvilpvrazole 159 C9HON3 000826-85-7 27
5 1-Phenyl-1H-pyrazol-3-amine 159 C9HON3 001128-56-9 27
Abundance Scan 1650 (11.792 min): BF103306.D (-1646) (-) m/z 159.05 100.00%
159 241
5000 185
117 143 213
4185 oo 91105 | 4 171 | 199 | 225 | 256 11.40 11.60 11.80 12.00 12.20
0 el sl i b | m/z 241.20 85.58%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241
159
5000 AL SURUN BRI UL R
256 11.40 11.60 11.80 12.00 12.20
o1a 185 o3 m/z 185.05 36.38%
43
29 5\5 69 9\1 1]\'5 bl ol 1?\1 ! 199 ‘225 ‘ \

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

Abundance
241
11.40 11.60 11.80 12.00 12.20
5000 m/z 213.10 24 .41%
143
a o1 115 12° 256
77 212995

oUWINNENR ARV PR PR ANISPTIN "AAN RS TSt . M T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94614: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)-

11.40 11.60 11.80 12.00 12.20
m/z 116.95  22.14%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12.00 12. 20

8270-BF022218_.M Thu Mar 01 09:36:02 2018 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 9 unknownl11.88 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.88 4.41 ng 232990 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.7-Dimethoxvauinoxaline 190 C10H10N202 006295-29-0 38
2 Ethanone. 1-I5-(2-furanvimethvl)... 190 C11H1003 052805-84-2 35
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 35
4 2-Cvano-6-methoxvbenzothiazole 190 C9H6N20S 000943-03-3 27
5 Phenol, 2-cyclohexyl-4-methyl- 190 C13H180 001596-09-4 27
Abundance Scan 1665 (11.880 min): BF103306.D (-1662) (-) m/z 190.10 100.00%
190
105
5000 01
243 258
215229 11.60 11.80 12.00 12.20
0 m/z 105.00 53.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52693: 6,7-Dimethoxyquinoxaline
190
5000 LR BB BUILN UL B
11. 60 11. 80 12. oo 12 20
147 175 m/z 91.00 47 . 79%
oL 18 3750 65 78 9;104117132 | 160 \
m/z--> 25 45 eb 85 100 150 140 160 180 200 220 250 2éo
Abundance
190
11,60 11.80 12.00 12.20
5000 m/z 41.00 40.64%
91 147
43 119 175
o 65 105 161
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 zio 2éo
Abundance #53203: 4H-Cyclopenta[def]phenanthrene N B EE
190 11.60 11.80 12.00 12.20
m/z 107.00 39.67%
5000
o 110123137150163
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 unknownl11.95 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.95 4.93 ng 260543 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihvdrocoumarin. 5.7.8-trimethvl- 190 C12H1402 040614-33-3 32
2 Ethanone. 1-I5-(2-furanvimethvl)... 190 C11H1003 052805-84-2 27
3 Amphetamine PFP 281 C12H12F5NO 001495-89-2 27
4 Naphthol2.3-b1furan-8(4H)-one. 4... 190 C12H1402 1000221-38-2 25
5 4,7-Dimethoxy-2-methyl-1H-indene 190 C12H1402 1000188-03-2 22
Abundance Scan 1677 (11.951 min): BF103306.D (-1673) (-) m/z 190.05 100.00%
149 190
5000
215 243 28
2p2 | 229 11.60 11.80 12.00 12.20
(o} m/z 149.00 81.22%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52958: Dihydrocoumarin, 5,7,8-trimethyl-
148 190
5000 105 LN SURIUBA UL B
162 11.60 11.80 12.00 12.20
41 65 77 91 120 m/z 119.00 60.55%
| 5? I M ‘ | MH 133 L 15
0 IH\H I\ |"' I\H |||‘||||||=|||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
190
11.60 11.80 12,00 12.20
5000 m/z 93.00 41 .05%
91 147
43 119 175
o 65 79 103 161
m/z--> 45 éo éo 160 150 150 1éo 180 200 220 240 2éo
Abundance #127939: Amphetamine PFP  EEEEE T
118 190 11.60 11.80 12.00 12.20
m/z 105.00 40.10%
5000 91
B LA [0 B
m/z--> 45 éo éo 160 150 150 1éo 180 200 220 240 2éo 1160 1180 1200 1220 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 unknownl1l1l.38 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.98 10.85 ng 573173 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 3.5-dimethvl-5-nitr... 254 C16H18N20 295780-40-4 25
2 Phenol. 5-amino-2-(5-ethvl-1.3-b... 254 C15H14N202 1000338-06-3 25
3 9-Acridinamine. 2-(1.1-dimethvle... 254 C17H22N2 1000318-93-9 20
4 1-Naphthol. 2.5.8-trimethvl- 186 C13H140 033583-02-7 20
5 9H-Thioxanthen-9-one, 2-(l1-methy... 254 C16H140S 005495-84-1 15
Abundance Scan 1682 (11.980 min): BF103306.D (-1679) (-) m/z 186.05 100.00%
186

5000 107 121 141
155 171

4l 9 e e e
11.60 11.80 12.00 12.20
(o} m/z 254.15 59.77%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105646: Benzenamine, 3,5-dimethyl-5-nitroso-N-ethyl-N-phenyl
254
77
239
5000 91 11.60 11.80 12.00 12.20
51 104 104 , ' : ' :
39 180254 209 m/z 239.10 53.73%
| ‘ 118 136 150 167 “ ‘ 225
o) — i" Il ‘\‘\ ‘ HM MH IH\ \‘ e \ Hh \\‘ \m\ H : \\H "l |‘| e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
254
239 11.60 11.80 12.00 12.20
5000 51 77 m/z 107 .05 48.64%
120
39 105
65 91
o 134 149 169182 197210 225
e o e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105845: 9-Acridinamine, 2-(1,1-dimethylethyl)-1,2,3,4-tet... o A B A B B R e
197 254 11.60 11.80 12.00 12.20
m/z 197.05 46.75%
5000
‘ 172 239
102 | e
0 ...\,‘..m.,.‘...,.8.%.,..1.1:‘3,?2.?.1,4.1.1?.4....’*F‘.‘..\ sl |
m/z--> 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 unknownl12.02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.02 5.62 ng 296973 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Di(2-thienvDpvridine 243 C13H9NS2 117823-19-5 35
2 2.6-Di(2-thienvDpvridine 243 C13H9NS2 035299-71-9 35
3 Acetic acid. 2-I3-oxo-1H-imidazo... 243 C12H9N303 1000337-79-9 30
4 4-l1soxazolidinamine. 3-o0xo-N-(p-... 498 C29H26N204S 1000256-00-1 27
5 3-Phenyl-4-azafluorene 243 C18H13N 033777-97-8 27
Abundance Scan 1689 (12.021 min): BF103306.D (-1686) (-) m/z 243.20 100.00%
190 243
5000
o 229 |, 200 m/z 190.00 93.86%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96480: 3,5-Di(2-thienyl)pyridine
243
5000

11.80 12.00 12.20 12.40
m/z 189.00 92.31%

45 57 69 82 95 108121 139 154 171 185198210 228 ‘h

o) R A B i e A Rl | R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
243
11.80 12.00 12.20 12.40
5000 m/z 94.40 27 .68%
o 45 63 g % 121134146 160172 186198° "0 228
L o e LS ma s S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96407: Acetic acid, 2-[3-oxo-1H-imidazo[1,2-a][1,3]benzim...
243 11.80 12.00 12.20 12.40
m/z 163.05 24 .92%
5000
156 184
39 51 63 76 90102 117129142 L 170 | 200212 229
LA A o A B AL B i s e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 3-Phenyl-4-azafluorene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.09 10.48 ng 553501 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvl-4-azafluorene 243 C18H13N 033777-97-8 72
2 6-Chrvsenamine 243 C18H13N 002642-98-0 72
3 3.5-Di(2-thienvD)pvridine 243 C13H9NS2 117823-19-5 72
4 Benzlclacridine. 5-methvl- 243 C18H13N 003519-87-7 64
5 2,6-Di(2-thienyl)pyridine 243 C13H9NS2 035299-71-9 64
Abundance Scan 1701 (12.092 min): BF103306.D (-1696) (-) m/z 243.20 100.00%
243
5000
91 215
sy 107, 0133147 168 187201 | p09 | 258 11.80 12.00 12.20 12.40
o m/z 244_.20 21.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96662: 3-Phenyl-4-azafluorene
243
5000
11.80 12.00 12.20 12.40
m/z 91.00 19.41%
o 51 64 77 121 139 165 215
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
243
11,80 12.00 12,20 12.40
5000 m/z 215.10 17.96%
215
o 18 39 63 819 107121 139 163176189202 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96480: 3,5-Di(2-thienyl)pyridine
243 11.80 12.00 12.20 12.40
m/z 41.00 16.46%
5000
o 45 69 82 95108121 139154 171185198211 228 |
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 11/80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 unknownl2.15 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.15 4_.50 ng 237529 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-bis(1-buten-3-vI-)- 186 C14H18 158117-62-5 38
2 Ouinoline. 6-methvl-. 1-oxide 159 C10H9NO 004053-42-3 30
3 Benzene. 1.4-bis(1-buten-3-vI)- 186 C14H18 158117-61-4 30
4 N-Methvl-N-methoxv-5.6.7.8-tetra... 219 C13H17NO2 185957-97-5 16
5 1H-Indene, 3-butyl-1-methyl- 186 C14H18 111400-84-1 14
Abundance Scan 1711 (12.151 min): BF103306.D (-1706) (-) m/z 131.00 100.00%
143
5000 M
55 e T VW
11.80 12.00 12.20 12.40
0.,....,:.'| m/z 143.00  65.12%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #50389: Benzene, 1,3-bis(1-buten-3-yl-)-
55 131
5000
91 115 11.80 12.00 12.20 12.40
29 186 m/z 159.05 53.05%
77 143 171
‘1\\\\\ \‘\\\‘157\
O P T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
131
159 11.80 12.00 12.20 12.40
5000 m/z 213.10 42 .41%
. 51 6, 77 001 %116 143
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50388: Benzene, 1,4-bis(1-buten-3-yl)-
131 11.80 12.00 12.20 12.40
- m/z 129.00 42 .30%
5000
186
91 115 171
JZa | T e |
m/z--> 25 Jo éo 85 160 120 140 1éo 180 200 220 250 2éo 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 15 unknownl2.25 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.25 4.96 ng 261879 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl Camphorsulfonates 246 C11H1804S 046471-67-4 35
2 3-Cvclohexene-1-carboxaldehyde. ... 152 C10H160 040702-26-9 27
3 1H-Indole-3-butanoic acid. 1-met... 245 C14H15N0O3 040547-43-1 25
4 As-Indacene. dodecahvdro-4-(1-oc... 402 C29H54 055530-51-3 22
5 Benzoic acid, 3-[(furan-2-ylmeth... 245 C14H15NO03 1000303-21-2 18
Abundance Scan 1728 (12.251 min): BF103306.D (-1726) (-) m/z 163.10 100.00%
81 95 109 163
245
55 123
41
5000
136
149 " 1200 12.20 12.40 12:60
01 m/z 81.00 89.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98476: Methyl Camphorsulfonates
81 109

5000

12,00 12.20 12.40 12.60
m/z 95.00 86.24%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 67 81 109
s S
123 12.00 12.20 12.40 12.60
5000 27 95 m/z 109.05 83.89%
137152
54
0 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98144: 1H-Indole-3-butanoic acid, 1-methyl-.gamma.-oxo-, ...  BREmEEE Lo
103 130 158 214 245 12.00 12.20 12.40 12.60
m/z 245_.20 76 .61%
5000
186
] SECSRNECINNNIMBNSSMMNMNSSS WS NS SN S | INUMNMNH SNBSS SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 10,18-Bisnorabieta-8,11,13-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.42 10.22 ng 539915 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-8.11.13-triene 242 C18H26 032624-67-2 94
2 Dicvclopentala.dlbenzene. 4.8-di... 242 C18H26 1000156-41-6 60
3 Lapachol 242 C15H1403 000084-79-7 49
4 s-Indacene-1.7-dione. 2.3.5.6-te... 242 C16H1802 055591-17-8 49
5 Chlorquinaldol 227 C10H7CI2NO 000072-80-0 47
Abundance Scan 1757 (12.421 min): BF103306.D (-1753) (-) m/z 227.15 100.00%
227
143
5000
242
258 12.20 12.40 12.60 12.80
01 m/z 143.00 56.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96021: 10,18-Bisnorabieta-8,11,13-triene
227
143
5000
242 12.20 12.40 12.60 12.80
128 m/z 242.15 26.98%
5f 69 o1 115 | ! ‘71(11851?9214 ‘
0 N ”II\I\I\II\MII\IMI |‘|‘|‘=‘H|||| \ H\IM\ ‘:‘:::‘:::‘: ||‘||‘|||| -
m/z--> 25 45 eb 85 160 150 140 160 180 200 220 250 2éo
Abundance
227
12.20 12.40 12.60 12.80
5000 m/z 128.00 20.59%
242

213
157
27 41 55 77 91 115129143 171185199

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

Abundance #95720: Lapachol B B e B S s

227 12.20 12.40 12.60 12.80
m/z 228.20 19.03%

5000
242
27 41 53 ‘ 89 1?5‘ 128 152165179 1?9213
) ST VRN NGNS Y S M S NS VPSS S
mz-> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.51 ng 215827 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 62
2 n-Heptadecanol-1 256 C17H360 001454-85-9 60
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 58
4 17-Pentatriacontene 491 C35H70 006971-40-0 58
5 1-Hexadecanol 242 C16H340 036653-82-4 55

Abundance Scan 2003 (13.868 min): BF103306.D (-1998) (-) m/z 57.00 100.00%

g7
43

5000

13.60 13.80 14.00 14.20
m/z 43.00 76.77%

0 125140154168182199215 244260 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57

43

13!60 13.I80 14.I00 14!20
m/z 55.00 60.99%

5000

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
69 97
R
41 13.60 13.80 14.00 14.20
5000 11 m/z 71.00 57.27%
125
27 139154168182196210 238

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119526: 1-Dodecanol, 2-hexyl- BN EEEEE RS
13.60 13.80 14.00 14.20
m/z 83.00 46.74%

5000

111

125
139154168182196210224238252 269
R e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.42 11.80 ng 506520 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Pervlene 252 C20H12 000198-55-0 99
3 Benzolilfluoranthene 252 C20H12 000205-82-3 97
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 94
Abundance Scan 2267 (15.421 min): BF103306.D (-2263) (-) m/z 252.10 100.00%
252
5000
125
111 224 15.20 15.40 15.60 15.80
ol 50 74 88 150 174 198 276 m/Zz 250.05 59 _.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104221: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
126 m/z 253.05 21.45%
N 41 637791 M2 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 19.30%
125
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

Abundance #104223: Benzolj]fluoranthene A REEEEmE s e
2 15.20 15.40 15.60 15.80
m/z 126.00 15.78%

5000

150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103306.D

Aca On : 28 Feb 2018 21:11

Operator : SJ/JU

Sample : J1716-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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 20 Dibenzo[def,mno]chrysene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

17.80 3.85 ng 165410 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 76
2 Benzolahilpervlene 276 C22H12 000191-24-2 68
3 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 64
4 Indenol1.2.3-cd1fluoranthene 276 C22H12 000193-43-1 59
5 2-Thiophenecarbaldehyde, 5-[5-(t... 276 C13H80S3 1000217-28-5 47

Abundance Scan 2671 (17.798 min): BF103306.D (-2666) (-) m/z 276.10 100.00%

2

L.

5000
4 155 182 209225 249 17.40 17.60 17.80 18.00 18.20
0 m/z 57.00 24 _56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124621: Dibenzo[def,mno]chrysene
276
5000 TT T T[T T I T [T T T T[T T TT[TT

17. 40 17. 60 17. 80 18. 00 18 20
138 m/z 137.05 22.28%

21 55 73 93111 M 155 198 222 248 ‘H
S Y . N N N——
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
276

17. 40 17. 60 17. 80 18. 00 18.20

o

5000 m/z 137.95 20.91%
138
ol 28 50 74 91 111 158174 198 222 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124618: Indeno[1,2,3-cd]pyrene

276 17.40 17.60 17.80 18.00 18.20
m/z 277.10 20.20%

5000

55 74 92 112 158174 198 224 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.40 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ F\DATA\BF022818\

Data File : BF103306.D

Acq On : 28 Feb 2018 21:11 Instrument :
Operator : SJ/JU gmgigamlem'
a?zgle ; J1716-02 5801@&1;
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
Quant Title : 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 10.0 ng 510194 1 6.87 1016430 20.0
2-Pentanone, 4-hy... 5.12 4.4 ng 221591 1 6.87 1016430 20.0
unknown6 .65 6.65 89.5 ng 4550390 1 6.87 1016430 20.0
Hexadecane 10.80 3.9 ng 205932 4 11.40 1056240 20.0
unknownll.65 11.65 4.9 ng 256926 4 11.40 1056240 20.0
Dehydroadamantane 11.68 4.4 ng 233232 4 11.40 1056240 20.0
4b,8-Dimethyl-2-1... 11.79 6.7 ng 355276 4 11.40 1056240 20.0
unknownll .88 11.88 4.4 ng 232990 4 11.40 1056240 20.0
unknownl1l.95 11.95 4.9 ng 260543 4 11.40 1056240 20.0
unknownl1l.38 11.98 10.9 ng 573173 4 11.40 1056240 20.0
unknownl12 .02 12.02 5.6 ng 296973 4 11.40 1056240 20.0
3-Phenyl-4-azaflu... 12.09 10.5 ng 553501 4 11.40 1056240 20.0
unknownl2.15 12.15 4.5 ng 237529 4 11.40 1056240 20.0
unknownl12 .25 12.25 5.0 ng 261879 4 11.40 1056240 20.0
10,18-Bisnorabiet... 12.42 10.2 ng 539915 4 11.40 1056240 20.0
Ethanol, 2-(tetra... 13.87 3.5 ng 215827 5 14.05 1231160 20.0
Benzo[e]pyrene 15.42 11.8 ng 506520 6 15.55 858835 20.0
Dibenzo[def,mno]c... 17.80 3.9 ng 165410 6 15.55 858835 20.0
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