LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121518\
Data File : BF111469.D
Aca On : 15 Dec 2018 15:31 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121418 .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

3.240 194 196 204 rBV3 39044 82970 1.75% 0.126%
5.004 493 496 506 rVB 169643 212613 4._.47% 0.324%
rBV 4294764 4018858 84.57% 6.124%
5.628 598 602 607 rBvV 56924 60529 1.27% 0.092%
6.440 735 740 750 rBV 4185011 4592352 96.64% 6.998%
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6.569 757 762 765 rBV 4835832 4282066 90.11% 6.525%
6.634 769 773 777 rVV 75377 89383 1.88% 0.136%
rBvV 1374507 1070851 22.53% 1.632%
6.951 823 827 830 rBV 3950807 3337878 70.24% 5.086%
7.057 840 845 851 rVvB 52233 64024 1.35% 0.098%
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11 7.357 889 896 899 rBV 2843038 2762813 58.14% 4._.210%
12 7.651 943 946 952 rVB 234682 210512 4.43% 0.321%
13 7.875 979 984 994 rVB3 34603 58698 1.24% 0.089%
14 8.075 1014 1018 1020 rBV 1708456 1372946 28.89%% 2.092%
15 8.098 1020 1022 1028 rVB 395028 344801 7.26% 0.525%

16 8.292 1051 1055 1058 rBvV 200883 167934 3.53% 0.256%
17 8.351 1062 1065 1069 rBV 234252 195299 4.11% 0.298%
18 8.786 1135 1139 1145 rVvB3 117181 131551 2.77% 0.200%

19 8.851 1145 1150 1152 rBV 57660 57167 1.20% 0.087%
20 8.886 1152 1156 1160 rVB2 83373 77051 1.62% 0.117%
21 8.963 1166 1169 1171 rBV 58476 53975 1.14% 0.082%
22 9.069 1185 1187 1192 rBV 64808 57153 1.20% 0.087%
23 9.151 1197 1201 1213 rVV 5193191 4752027 100.00% 7.241%
24 9.486 1255 1258 1261 rBV 50165 53170 1.12% 0.081%

25 9.545 1264 1268 1275 rVB 434412 425464 8.95% 0.648%

26 9.686 1289 1292 1297 rBV 72680 63547 1.34% 0.097%
27 9.828 1313 1316 1319 rBV2 1585280 1362600 28.67% 2.076%
28 9.857 1319 1321 1325 rVB 181873 169844 3.57% 0.259%
29 10.033 1347 1351 1355 rBV 168277 148855 3.13% 0.227%
30 10.375 1406 1409 1415 rVB 158009 154688 3.26% 0.236%

31 10.533 1433 1436 1441 rVB 63656 73115 1.54% 0.111%
32 10.616 1446 1450 1456 rBV 2364430 2126371 44.75% 3.240%
33 10.739 1469 1471 1476 rVB4 69476 63250 1.33% 0.096%
34 10.922 1497 1502 1505 rBV3 44784 71953 1.51% 0.110%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121518\
Data File : BF111469.D
Aca On : 15 Dec 2018 15:31 Instrument :
Operator : JU/SJ g?Afs el

- _ lentosampleld :
3?22'6 : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.116 1532 1535 1539 rVB2 89904 95530 2.01% 0.146%
36 11.163 1539 1543 1546 rBV3 43372 65504 1.38% 0.100%

37 11.210 1548 1551 1557 rVB 104361 116010 2.44% 0.177%
38 11.310 1565 1568 1570 rBV 1151447 1087142 22.88% 1.657%
39 11.333 1570 1572 1576 rVV 1475009 1354649 28.51% 2.064%
40 11.386 1578 1581 1585 rVB 305697 257432 5.42% 0.392%

41 11.539 1602 1607 1610 rBV2 119362 153626 3.23% 0.234%
42 11.645 1622 1625 1628 rVB2 61688 53344 1.12% 0.081%
43 11.816 1650 1654 1656 rBVY 231346 226569 4.77% 0.345%
44 11.857 1656 1661 1665 rvvV2 1906165 2283172 48.05% 3.479%
45 11.922 1669 1672 1675 rVV2 316983 386036 8.12% 0.588%

46 11.945 1675 1676 1680 rVB 165002 125267 2.64% 0.191%
47 12.110 1701 1704 1706 rBVY 143119 129557 2.73% 0.197%
48 12.127 1706 1707 1714 rVB2 91140 89614 1.89% 0.137%
49 12.257 1724 1729 1732 rBV4 77441 108999 2.29% 0.166%
50 12.363 1744 1747 1750 rBV 162328 169379 3.56% 0.258%

51 12.404 1750 1754 1756 rVV3 76858 91532 1.93% 0.139%
52 12.445 1759 1761 1767 rBV3 117146 132581 2.79% 0.202%
53 12.527 1771 1775 1778 rBV 2461109 2055891 43.26% 3.133%
54 12.639 1789 1794 1799 rBV 1850071 2007963 42.25% 3.060%
55 12.757 1808 1814 1817 rBV 2199766 2240108 47.14% 3.413%

56 12.874 1831 1834 1835 rBV 107400 102811 2.16% 0.157%
57 12.898 1835 1838 1846 rVB 3027058 2936242 61.79% 4._474%
58 12.974 1848 1851 1854 rVB2 109224 137660 2.90% 0.210%
59 13.057 1863 1865 1867 rBV3 107824 124681 2.62% 0.190%
60 13.080 1867 1869 1872 rVB 238569 217290 4._.57% 0.331%

61 13.145 1878 1880 1883 rVB 111495 98062 2.06% 0.149%
62 13.186 1884 1887 1890 rBV2 242003 231426 4.87% 0.353%
63 13.280 1900 1903 1905 rBV 130560 122741 2.58% 0.187%
64 13.310 1905 1908 1912 rBV 136973 143359 3.02% 0.218%
65 13.586 1952 1955 1961 rVB 204129 207233 4_36% 0.316%

66 13.698 1971 1974 1977 rBV2 276421 299620 6.31% 0.457%
67 13.727 1977 1979 1981 rVV 222068 177971 3.75% 0.271%
68 13.751 1981 1983 1987 rVV2 186403 243521 5.12% 0.371%
69 13.804 1988 1992 1999 rVB2 398785 583698 12.28% 0.889%
70 13.945 2010 2016 2020 rBV2 1813113 2981442 62.74% 4.543%

71 13.980 2020 2022 2027 rVB 1568275 1350074 28.41% 2.057%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121518\
Data File : BF111469.D
Aca On : 15 Dec 2018 15:31 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.057 2033 2035 2038 rVB 186037 137191 2.89% 0.209%
73 14.339 2080 2083 2086 rVB 211938 180290 3.79% 0.275%
74 14.463 2102 2104 2106 rBvV2 126241 110555 2.33% 0.168%
75 14.986 2188 2193 2195 rBVY 1300865 1926336 40.54% 2.935%

76 15.274 2238 2242 2248 rVB 790748 1113234 23.43% 1.696%
77 15.339 2248 2253 2259 rBV 1007360 1389205 29.23% 2.117%
78 15.398 2259 2263 2265 rVV 643934 808224 17.01% 1.232%
79 15.427 2265 2268 2274 rVB2 512559 694355 14.61% 1.058%
80 16.086 2377 2380 2391 rVB 497431 926641 19.50% 1.412%

81 16.509 2449 2452 2466 rVB 332501 731267 15.39% 1.114%
82 16.815 2500 2504 2513 rVB2 363711 661434 13.92% 1.008%

83 17.074 2545 2548 2555 rVB3 259641 486574 10.24% 0.741%
84 17.245 2572 2577 2588 rVB 242643 508787 10.71% 0.775%

Sum of corrected areas: 65628137
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF121518\

BF111469.D

15 Dec 2018 15:31

JussJ

J6316-05

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

BORING-SAMPLE-CBH-591

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF111469.D

5.42

5.00

5.63

6.44

6.57

7.36

6.79

7.6¢

0
Time-->

5.50

I
5.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF111469.D

10.62

0.60%.860.03 1037,

0.740.9411128

11.86

12.90

12'5312.76

12.6

12

0‘
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111469.D
5000000
4000000
3000000
13.94
1
2000000
40
1000000 | 16.09
16.51 16.82
17.077.24
o ————————————— ——— e S S e O S B
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.00 3.97 ng 212613 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 495 (4.998 min): BF111469.D (-493) (-) m/z 43.00 100.00%
43.0
5000 59.0
| . 250 450 500 550 540
R e o o N s e e A e m/z 59.00 50.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL R L I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 100.95 16.41%
0 wl , 83.0 ,
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520 5.40
5000 m/z 58.00 11.98%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate
43.0 460 4.80 5.00 5.20 5.40
m/z 41.05 7.97%
5000
58.0
1§.0 270 N 7%.0 100.0
o T e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.57 Concentration Rank 1

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

6.57 79.98 ng 4282070 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF111469.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRR SRR
40.0 54 6.20 6.40 6.60 6.80 7.00
0 gL0 e m/z 68.10 40.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 T T T T AT T O T T T T

620 6.40 6.60 6.80 7.00
m/z 134.00 33.21%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R E A BEERE R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 26.35%
41.0 97.0
‘ ‘ 117.0
ob— H SLO“‘“F ...ju..”.,..”,....,...
m/z--> 100 120 140 160 180 /\
Abundance #52379. Tranylcypromine-propionyl R L e R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16 .55%
74.0
116.0
5000 98.0
SIS PRI MR W T NN ™Y10 SO | A
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 4 Benzene, (1,3-dimethyl-3-bu... Concentration Rank 14

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

7.65 3.07 ng 210512 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.3-dimethvl-3-butenvl)- 160 C12H16 056851-51-5 72
2 Benzenemethanethiol. 4-methvl- 138 C8H10S 004498-99-1 72
3 Benzene. 1-(bromomethvIl)-4-methvl- 184 C8H9Br 000104-81-4 64
4 3.4-Dimethvithiophenol 138 C8H10S 018800-53-8 64
5 Thiophene, 2-(4-methylbenzylsulf._.. 252 C12H1202S2 153837-88-8 64

Abundance Scan 946 (7.651 min): BF111469.D (-943) (-) m/z 105.05 100.00%
105.1
5000
77.0 U I I L
51.0 1210 138.0 7.40 7.60 7.80 8.00
o e 22 e m/z 77.00 18.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30888: Benzene, (1,3-dimethyl-3-butenyl)-
105.0
5000 W
7.40 7.60 7.80 8.00
m/z 79.10 15.69%
270 g0 77.0 b
ob bl 12801430 2600
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17437: Benzenemethanethiol, 4-methyl-
105.0
7.40 7.60 7.80 8.00
5000 m/z 103.05 12.23%
138.0
210 480 630 "% | 130 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #49229: Benzene, 1-(bromomethyl)-4-methyl-
105.0 7.40 7.60 7.80 8.00
m/z 51.00 9.75%
5000
oL 2o s TP 169.0 186.0
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 17

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

8.29 2.45 ng 167934 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 83
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 72
3 o-Cvmene 134 C10H14 000527-84-4 72
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 72
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64

Abundance Scan 1055 (8.292 min): BF111469.D (-1051) (-) m/z 119.10 100.00%
118.1
5000
91.1 SEESNNENED V] S —
41.0 65.1 77.0 103.0 152.1 8.00 8.20 8.40 8.60
Ohrrrrrrrrrrrredio 330, 2t T L 0RO Gl a8 R /7 o110 23.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
8.00 820 8.40 8.60
910 134.0 m/z 117.10 16.27%
o 15.0 27.0 410 53.0 650 770 | 1030 .
s T e T o S b 110 150 T Th 300 1
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.00 820 8.40 8.60
5000 m/z 120.10 9.50%
134.0
27.0 390 510 650 77.0 %Dlﬁﬂu‘ |
[o) S—— |||‘| — ””\”” ”\” SN S PRSI 1 | SO | ———
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14812: 0-Cymene R e b
119.0 8.00 820 8.40 8.60
m/z 115.10 7.19%
5000
134.0
91.0
. 150 27.0 410 53 65.0 77.0 1030 |
s o T o 6 T o S e 16 115 15 46 1k 1 8.00 820 840 8.60

8270-BF121418.M Mon Dec 17 12:22:18 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 o0-Cymene Concentration Rank 15

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

8.35 2.84 ng 195299 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 76
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 74
3 p-Cvmene 134 C10H14 000099-87-6 68
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 64
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 64

Abundance Scan 1065 (8.351 min): BF111469.D (-1062) (-) m/z 119.05 100.00%
119.1
5000
91.0
300 51.0 65.0 77.0 103.1 136.0 152.1 8.00 8.20 8.40 8.60
o} m/z 91.05 27 .40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14810: o-Cymene
119.0
5000
8.00 8.20 8.40 8.60
91.0 134.0 m/z 117.05 18.83%
15.0 27.0 39050 65.0 77.0 103.0
Ottt et e e et e e e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.00 8.20 8.40 8.60
5000 m/z 120.10 11.61%
134.0
91.0
ol 150270 410530 680 710 | 1050 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #l4809:p—Cymene LA L L L L L I
119.0 8.00 8.20 8.40 8.60
m/z 118.10 9.56%
5000
91.0 134.0
o 27.0 410630680 770 | 1030 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 820 8.40 8.60

8270-BF121418.M Mon Dec 17 12:22:18 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 5H-Indeno[l,2-b]pyridine Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.83 ng 153626 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenoll.2-blpvridine 167 C12HSN 000244-99-5 94
2 Carbazole 167 C12HON 000086-74-8 91
3 9H-Carbazole. 9-nitroso- 196 C12H8N20 002788-23-0 91
4 1.1"-Biphenvl. 2-azido- 195 C12H9N3 007599-23-7 83
5 D-Galactitol, 2-(acetylmethylami... 363 C16H29N0O8 074410-42-7 80
Abundance Scan 1607 (11.539 min): BF111469.D (-1602) (-) m/z 167.10 100.00%
167.1
5000
139.1
63.0 835 113.0 11.20 11.40 11.60 11.80
Ob o e el 28 /7 166.05  21.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35954: 5H-Indeno[1,2-b]pyridine
167.0
5000
11.20 11.40 11.60 11.80
140.0 m/z 168.10 14 .85%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #35949: Carbazole
167.0
11.20 11.40 11.60 11.80
5000 m/z 139.05 13.39%
o 39.0 56.0 71.0 87.0  113.0 13?'0 I
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #58142: 9H-Carbazole, 9-nitroso-
167.0 11.20 11.40 11.60 11.80
m/z 140.00 10.43%
5000
139.0
mz-> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80

8270-BF121418.M Mon Dec 17 12:22:19 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Anthracene, 1l-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.82 4_.17 ng 226569 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 94
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90

Abundance Scan 1655 (11.822 min): BF111469.D (-1650) (-) m/z 192.10 100.00%

5000

A
LI B U e B |

11.60 11.80 12.00 12.20
m/z 191.10 55.59%

16
945 11501300 150.0

411 581 74.1

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-

192.

5000
11.60 11.80 12.00 12.20

m/z 189.10 31.61%

440 63.0 g1 960 1150 139.0
miz-> 20 40 60 80 100 120 140 160 180 200

Abundance #54746: Phenanthrene, 1-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 190.10 20.25%
165.0
0 39.0 630 g1090 1150 1390 | |
I o o B T A B I o o S TN I i o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 193.15 13.79%
5000
94.0 165.0
oL 390 630780 "| 1150 1390 | [I
I o o B B L B I B o o IS AL AN i i o o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF121418.M Mon Dec 17 12:22:19 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 9 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 42_.00 ng 2283170 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1662 (11.863 min): BF111469.D (-1656) (-) m/z 43.10 100.00%
431 3.0
5000 129.1 \
. 213.2 e
157.1 1851 11.60 11.80 12.00 12.20
bl m/z 60.00 91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0
83.0 11.60 11.80 12.00 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 73.00  89.85%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 76.83%
o150 | I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.05 75.55%
5000 129.0
0}§?H'WH' R A NN SUNRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF121418.M Mon Dec 17 12:22:20 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 1H-Indene, 2-phenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.10 ng 386036 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 55
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 55
3 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 55
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 55
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 53
Abundance Scan 1672 (11.922 min): BF111469.D (-1669) (-) m/z 192.10 100.00%
190.1
5000
11.60 11.80 12.00 12.20
ol 1130 1391 m/z 189.05  70.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54730: 1H-Indene, 2-phenyl-
192.0
5000
11.60 11.80 12.00 12.20
165.0 m/z 191.10 67 .25%
0 63.0 95.0 1150 1390
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 190.10 65.05%
165.0
o150 390 630 %30 1150 1390 "7 M
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene
192.0 11.60 11.80 12.00 12.20
m/z 94.50 24 _.87%
5000
165.0
oL 280450 630 %0 1150 1300 | |
mz-> 20 40 60 80 100 130 1o 1% 180 260 250 11.60 11.80 12.00 12,20

8270-BF121418.M Mon Dec 17 12:22:20 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : JU/SJ

Sample : J6316-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Phenanthrene, 1-methyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.95 2.30 ng 125267 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 81
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 74
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 74
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 74
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 72

Abundance Scan 1677 (11.951 min): BF111469.D (-1675) (-) m/z 192.10 100.00%
19%.1
5000
82.3
165.1 11.60 11.80 12.00 12.20
66.1 109.1
Ol 0 e e 0l 2282 /7 191.10  61.49%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
199.0
5000
11.60 11.80 12.00 12.20
165.0 m/z 189.10 21.14%
oL . 390 630 9.0 1150 139.0 | "m
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54738: Anthracene, 9-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 193.10 18.82%
oL 300 630 %0 1150 1390 %0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54751: Phenanthrene, 4-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 82.30 16.04%
5000
95.0 165.0
0 630 | 125.0141.0 ‘
mz-> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20

8270-BF121418.M Mon Dec 17 12:22:21 2018

BORING-SAMPLE-CBH-591
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Naphthalene, 2-phenyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.11 2.38 ng 129557 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 90
2 5.160I17.2"1:8.1311"".2""1-Dibenz... 408 C32H24 005672-97-9 87
3 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 76
4 Naphthalene. 1l-phenvl- 204 C16H12 000605-02-7 60
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 58
Abundance Scan 1704 (12.110 min): BF111469.D (-1701) (-) m/z 204.10 100.00%
204.1
5000
101.0 11.80 12.00 12.20 12.40
62.9 165.1
o 131 A || M/Z 202.05  35.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204.0
5000 UL AR SRR BN B
11.80 12.00 12.20 12.40
101.0 m/z 203.10 29.03%
0 28.0 63.0 150.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204.0
A AR AR AR RS
11.80 12.00 12.20 12.40
5000 m/z 205.10 17.83%
39.0 9.0 101.0 1520 313.0 408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,15...
204.0 11.80 12.00 12.20 12.40
m/z 100.95 9.93%
5000
101.0
0 27'0\ ‘63J'OA I 15.2'0 el
m/z--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40

8270-BF121418.M Mon Dec 17 12:22:21 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Phenanthrene, 2,5-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.36 3.12 ng 169379 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 93
2 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 91
3 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 90
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 89
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 89
Abundance Scan 1747 (12.363 min): BF111469.D (-1744) (-) m/z 206.10 100.00%
206.1
5000
89.0
39.0 63.0 126.0 154.0178. 4 12.00 12.20 12.40 12.60
Obrrrrr o 23 bttt bl e 94 77 16105 53.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000
12.00 12.20 12.40 12.60
101.0 m/z 189.10 29.09%
ol 270 510 780 | 139.0 1650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
12.00 12.20 12.40 12.60
5000 m/z 205.10 23.36%
102.0
27.0 510 '89, | Bmﬂ%o\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66261: Phenanthrene, 1,7-dimethyl-
206.0 12.00 12.20 12.40 12.60
m/z 207.10 18.44%
5000
o270 510 760 190 13901650 L) \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF121418 .M Mon Dec 17 12:22:22 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Cyclopenta(def)phenanthrenone Concentration Rank 18

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

12.45 2.44 ng 132581 Phenanthrene-d10 11.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 89

2 1.2.4-Triazolol2.3-clthienol3.2-... 204 C9H8N4S 113246-88-1 47

3 3.4-Biphenvldicarbonitrile 204 C14H8N2 004128-63-6 47

4 [1.17-Biphenvl1-2-o0l. 5-chloro- 204 C12H9CIO 000607-12-5 46

5 Quinoline, 8-methoxy-5-nitro- 204 C10H8N203 1000298-88-7 43
Abundance Scan 1762 (12.451 min): BF111469.D (-1759) (-) m/z 204.10 100.00%

204.1
5000

300 610 501100 1900 3042 12.20 12.40 12.60 12.80
! : r m/z 206.10 62.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0
5000
176.0 12.20 12.40 12.60 12.80
88.0 m/z 176.10 38.65%
0 62.0 1220 1990
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64963: 1,2,4-Triazolo[2,3-c]thieno[3,2-E]pyrimidine, 8,9-...
204.0
12.20 12.40 12.60 12.80
5000 m/z 191.10 33.08%
50.0 176.0
940 1230 1500 |
0..”LUWMHA,”.w”.wl”w.m.“njpn” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64242: 3,4-Biphenyldicarbonitrile e R R e e e
204.0 12.20 12.40 12.60 12.80
m/z 205.10 24 _66%
5000
51.0 75.0 102.0
0%99,.ﬁ.fu”%,Jh.ﬂ”.}?ﬁf{ﬁ?%?..ﬂ‘.”.‘... S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF121418 .M Mon Dec 17 12:22:22 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 15 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.64 13.47 ng 2007960 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 60
Abundance Scan 1794 (12.639 min): BF111469.D (-1789) (-) m/z 43.10 100.00%
43.1
5000
129.1
185.2 241.2 HESA NN FURLA UL B
101, 284.3 12.40 12.60 12.80 13.00
o bhojgory | 282 | S h77 T 57.10  77.53%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

5

12.40 12.60 12.80 13.00
m/z 73.00 76.96%

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
AT
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 72.54%
H970 157.01g5 02130  256.0
SN |1 11O o O
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T
43.0 12.40 12.60 12.80 13.00
m/z 41.10 68.62%
73.0
129.0
185.0213.0241.0
R T i G PP N DY | GO
m/z--> 50 O 150 200 250 300 350 12. 40 12. 60 12. 80 13 00

8270-BF121418.M Mon Dec 17 12:22:23 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Pentafluoropropionic acid, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.80 3.92 ng 583698 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 87
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 83
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
5 Behenic alcohol 326 C22H460 000661-19-8 74

Abundance Scan 1991 (13.798 min): BF111469.D (-1988) (-) m/z 230.10 100.00%

230.1

N
w
[N

5000
ﬁl 2001 13.40 13.60 13.80 14.00 14.20
125.1 : : : : :
| I— Ao lu a2l I,I. 12632 30023293 m/z 43.10 32.15%
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
97.0
5000 TT T T[T T T T [T T T T[T T TT[TT

13.40 13.60 13.80 14.00 14.20
m/z 55.10 29.49%

.0
o 7L Jy l, i 1580 200780 20 smap

i

m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecyl ester
43.0
R B BN B
83.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 57.10 28.53%
m/z--> 50 100 150 200 250 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)- N e o
57.0 13.40 13.60 13.80 14.00 14.20
m/z 83.10 23.58%
- il WJ/\W
27.0 ‘ ‘ ‘ ‘ 2 1960
TN g o0mne
m/z--> 50 150 200 250 300 350 13. 40 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 18 28-Nor-17.alpha.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.09 22.93 ng 926641 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 64
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 45
3 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 35
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
5 4H-1,2,4-Triazole, 3-ethyl-5-(3,... 191 C9H13N5 328532-29-2 27
Abundance Scan 2381 (16.092 min): BF111469.D (-2377) (-) m/z 191.20 100.00%
191.2
5000 81.1
123.1
e 715150 1600 16,20 16.40
245.2 383.4 - - - -
o 1562 293.2 3453 426.4 n/z 81.10 43 70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 L IS BN UL B
109.0 15.80 16.00 16.20 16.40
49.0 m/z 95.10 40.46%
l | 2600 855.0 398.0
0...|....||.'.l.'.|.|.l. |'....'.l...|....|...‘.|....
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
1580 16.00 16.20 16.40
5000 m/z 177.20 37 .90%
109.0
398.0
J | 1490 j 260.0 350 ||
0"'|""N‘H"}J'h U S B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone AR EEREE TS
191.0 15.80 16.00 16.20 16.40
m/z 55.10 32.34%
5000128.0
950 1350
0"'|”¢*JFMJ'L£J”' SN UL SURL AL UL AL SR R AR SR SO B
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 _beta.-iso-Methyl ionone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.51 18.10 ng 731267 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 58
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 55
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 52
4 2-Fluoro-3-trifluoromethvlbenzoi... 402 C18H8CI2F402 1000331-62-8 50
5 4H-1,2,4-Triazole, 3-ethyl-5-(3,... 191 C9H13N5 328532-29-2 38
Abundance Scan 2452 (16.509 min): BF111469.D (-2449) (-) m/z 191.20 100.00%
191.2
2000 o m
55.0
e 16.20 16.40 16.60 16.80
0 L. 332 2e1s102 SRS MBS w/z 95.10  42.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000{28.0 SRR SRR AR SRR
16.20 16.40 16.60 16.80
950 1350 m/z 81.10 29.85%
AL I
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
16.20 16.40 16.60 16.80
5000 570 m/z 69.10 29.27%
107.0 149.0
OIII\I\\\hlII‘lILlILIIII ‘||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... e A RERREEEES
191.0 16.20 16.40 16.60 16.80
m/z 55.00 27 .29%
50001 430 MM
123.0
91.0
0.‘.‘.‘|”.“‘.U.‘.mlm.J.‘lI.]TF?"g‘ ‘:::: T A e
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\

Data File : BF111469.D

Aca On : 15 Dec 2018 15:31

Operator : Ju/SJ

ﬁ?ggle : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 20 1-Cyclohexene, 1,3,3-trimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.07 12.04 ng 486574 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 50
2 Propanamide. N-(2.3-dihvdro-3-me... 220 C11H12N20S 332413-15-7 41
3 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 38
4 Phenol. 2.5-bis(1.1-dimethvlethvI)- 206 C14H220 005875-45-6 27
5 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 25
Abundance Scan 2547 (17.068 min): BF111469.D (-2545) (-) m/z 95.10 100.00%
95.1 191.2
5000 55.
137.1
L1 2570081500 » 3604 4124 880 1700 1750 1740
0 m/z 191.20 95.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191.0
5000 LR B SUMRL LR B
43.0 16,80 17.00 17.20 17.40
123.0 m/z 81.10 86.75%
91.0
0 E 2
m/z--> 50 100 150 200 250 300 350 400
Abundance #76970: Propanamide, N-(2,3-dihydro-3-methyl-2-benzothiazo...
191.0
16,80 17.00 17.20 17.40
5000 m/z 205.20 64 .13%
57.0 109.0 150.0
Ouuul‘i.uk"{‘.J.luutut.zzguou S S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone AR EammsEsELE
191.0 16.80 17.00 17.20 17.40
m/z 109.10 52.26%
5000428.0
950 1350
oL ....{..J.}.luluuuuuu T T R B E e e
m/z--> '50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121518\
Data File : BF111469.D
Acq On : 15 Dec 2018 15:31 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J6316-05 BORING-SAMPLE-CBH-591
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 4.0 ng 212613 1 6.79 1070850 20.0
unknown6 .57 6.57 80.0 ng 4282070 1 6.79 1070850 20.0
Benzene, (1,3-dim... 7.65 3.1 ng 210512 2 8.07 1372950 20.0
Benzene, 1-methyl. .. 8.29 2.5 ng 167934 2 8.07 1372950 20.0
o-Cymene 8.35 2.8 ng 195299 2 8.07 1372950 20.0
5H-Indeno[1,2-b]p... 11.54 2.8 ng 153626 4 11.31 1087140 20.0
Anthracene, l1-met... 11.82 4.2 ng 226569 4 11.31 1087140 20.0
n-Hexadecanoic acid 11.86 42 .0 ng 2283170 4 11.31 1087140 20.0
1H-Indene, 2-phenyl- 11.92 7.1 ng 386036 4 11.31 1087140 20.0
Phenanthrene, 1-m... 11.95 2.3 ng 125267 4 11.31 1087140 20.0
Naphthalene, 2-ph... 12_.11 2.4 ng 129557 4 11.31 1087140 20.0
Phenanthrene, 2,5... 12.36 3.1 ng 169379 4 11.31 1087140 20.0
Cyclopenta(def)ph... 12.45 2.4 ng 132581 4 11.31 1087140 20.0
Octadecanoic acid 12.64 13.5 ng 2007960 5 13.96 2981440 20.0
Pentafluoropropio... 13.80 3.9 ng 583698 5 13.96 2981440 20.0
28-Nor-17.alpha.(... 16.09 22.9 ng 926641 6 15.40 808224 20.0
-beta.-iso-Methyl... 16.51 18.1 ng 731267 6 15.40 808224 20.0
1-Cyclohexene, 1,... 17.07 12.0 ng 486574 6 15.40 808224 20.0
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