LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 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-BF071618 .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 5.213 484 489 495 rVB 389359 460392 11.52% 0.878%
2 5.601 550 555 558 rBY 3718932 3548727 88.78% 6.767%
3 6.595 718 724 727 rBVY 3461858 3760018 94.06% 7.170%
4 6.748 745 750 753 rBVY 3902202 3729111 93.29% 7.111%
5 6.795 755 758 762 rVB3 54488 64532 1.61% 0.123%
6 6.977 785 789 793 rVB 1274920 1035400 25.90% 1.974%
7 7.136 812 816 819 rBVY 3334071 2837772 70.99% 5.411%
8 7.542 878 885 888 rBY 2338286 2369511 59.28% 4.518%
9 8.260 1003 1007 1009 rBV 1457905 1216259 30.43% 2.319%
10 8.283 1009 1011 1014 rVB 390438 277695 6.95% 0.530%
11 8.842 1102 1106 1108 rVB 64476 62201 1.56% 0.119%

12 8.971 1125 1128 1131 rBV 371351 318188 7.96% 0.607%
13 9.071 1142 1145 1148 rBV 219590 175093 4_.38% 0.334%
14 9.142 1152 1157 1159 rBV5 26455 43943 1.10% 0.084%
15 9.336 1185 1190 1193 rVB 4516764 3997358 100.00% 7.622%

16 9.407 1199 1202 1204 rBV3 123687 102369 2.56% 0.195%
17 9.442 1204 1208 1211 rVV2 1174662 1034217 25.87% 1.972%
18 9.530 1220 1223 1228 rVB 98806 91777 2.30% 0.175%
19 9.601 1231 1235 1238 rBv2 113187 160541 4.02% 0.306%
20 9.677 1241 1248 1250 rBV 165858 220654 5.52% 0.421%

21 9.724 1253 1256 1259 rVB 879733 770495 19.28% 1.469%

22 9.789 1264 1267 1269 rBv4 71950 74997 1.88% 0.143%
23 9.883 1280 1283 1285 rVB4 92237 87184 2.18% 0.166%
24 9.936 1288 1292 1294 rVvB2 111706 112760 2.82% 0.215%
25 9.971 1294 1298 1300 rBv4 47001 55420 1.39% 0.106%

26 10.018 1303 1306 1309 rVVv2 1385088 1314497 32.88% 2.507%
27 10.054 1309 1312 1315 rVV 1456638 1134449 28.38% 2.163%

28 10.083 1315 1317 1319 rVB2 72687 56715 1.42% 0.108%
29 10.124 1319 1324 1328 rBV7 48981 81236 2.03% 0.155%
30 10.177 1330 1333 1336 rVV3 76569 89951 2.25% 0.172%

31 10.224 1337 1341 1344 rVV 926105 787970 19.71% 1.503%
32 10.260 1344 1347 1350 rVB5 52741 60206 1.51% 0.115%
33 10.336 1356 1360 1361 rBV3 100643 109018 2.73% 0.208%
34 10.430 1371 1376 1380 rBVS 98814 182670 4._.57% 0.348%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 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-BF071618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.477 1380 1384 1386 rBV5 40534 64955 1.62% 0.124%

36 10.571 1396 1400 1402 rBV 1206342 1171731 29.31% 2.234%
37 10.654 1412 1414 1417 rVB3 164095 135521 3.39% 0.258%
38 10.701 1420 1422 1424 rVV2 89245 97421 2.44% 0.186%
39 10.724 1424 1426 1431 rVB 184860 153004 3.83% 0.292%
40 10.807 1436 1440 1444 rBV 2336457 2247281 56.22% 4._.285%

41 10.924 1457 1460 1464 rVB4 138018 166695 4_.17% 0.318%
42 11.001 1468 1473 1476 rBVS5 155253 183513 4_59% 0.350%

43 11.118 1490 1493 1494 rBV3 118746 77162 1.93% 0.147%
44 11.142 1495 1497 1500 rVB3 68484 50998 1.28% 0.097%
45 11.201 1505 1507 1510 rVB4 91730 74820 1.87% 0.143%

46 11.242 1510 1514 1516 rBV5 84630 130312 3.26% 0.248%
47 11.360 1532 1534 1536 rBV3 69665 51383 1.29% 0.098%
48 11.407 1540 1542 1547 rVB 272378 228893 5.73% 0.436%
49 11.512 1556 1560 1562 rBV 1234287 1213959 30.37% 2.315%
50 11.536 1562 1564 1568 rVV 2623735 2393178 59.87% 4_.563%

51 11.589 1568 1573 1576 rVV 1121142 909535 22.75% 1.734%
52 11.736 1596 1598 1601 rBV 359551 323915 8.10% 0.618%
53 12.024 1643 1647 1654 rVB3 464033 810775 20.28% 1.546%
54 12.089 1656 1658 1661 rVB3 155664 132820 3.32% 0.253%
55 12.130 1661 1665 1667 rBV 475946 462585 11.57% 0.882%

56 12.307 1693 1695 1699 rVB 122341 115379 2.89% 0.220%
57 12.736 1764 1768 1772 rBV 1576409 1401253 35.05% 2.672%
58 12.812 1779 1781 1786 rBV6 124253 126168 3.16% 0.241%
59 12.959 1800 1806 1809 rBV2 1109704 1242138 31.07% 2.369%
60 13.101 1826 1830 1833 rVB 3150336 2959691 74.04% 5.644%

61 13.283 1859 1861 1865 rVB 250707 256475 6.42% 0.489%
62 13.354 1870 1873 1875 rBV 208022 159759 4._00% 0.305%
63 13.983 1976 1980 1984 rVB 851307 792324 19.82% 1.511%
64 14.159 2006 2010 2012 rBV2 1185463 1248614 31.24% 2.381%
65 14.183 2012 2014 2019 rVB 331969 266907 6.68% 0.509%

66 14.618 2085 2088 2095 rVB5 274177 351584 8.80% 0.670%

67 15.689 2266 2270 2282 rVB 826125 1361944 34.07% 2.597%

68 17.983 2657 2660 2661 rBVv3 113921 123962 3.10% 0.236%

69 18.247 2701 2705 2711 rVB9 252096 532842 13.33% 1.016%
Sum of corrected areas: 52442822
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\

BF107417.D

16 Jul 2018 22:01

JussJ

J3542-09

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown5.21 Concentration Rank 5

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

5.21 8.89 ng 460392 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 47
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 2.2.3.3.5.8.11-Heptamethvl-4.7.1... 348 C18H4004Si 1000367-07-2 28
5 2-Octanol, 2-methyl- 144 C9H200 000628-44-4 12

Abundance Scan 489 (5.213 min): BF107417.D (-484) (-) m/z 42.95 100.00%
43.0
5000
o b 5k 5he ok ahy
ol L1624 2073 8828 | 7z 59.10  59.94%
miz--> 0 50 100 150 200 250 300 350
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
5000 LI AL L UL
101.0 480 500 520 540 560
270 m/z 101.00 22 .21%
miz--> 0 50 100 150 200 250 300 350
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 12.79%
101.0
014.0
miz--> 0 éo 160 1éo 260 250 300 3%0
Abundance #8206: Acetic acid, 1,1-dimethylethy! ester
43.0 480 500 5.20 5.40 5.60
m/z 41.10 10.02%
5000
101.0
01140 | 720 |
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 350 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 1

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

6.75 72.03 ng 3729110 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 750 (6.748 min): BF107417.D (-745) (-) m/z 132.00 100.00%
13%.0
68.1
5000

6.40 6.60 6.80 7.00

0 b AL 1989 3116 3613 4780 m/z 68.10 56.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 "|""/|\""|""|""|'

6.40 6.60 6.80 7.00
m/z 66.00 39.92%

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
R RN L MM M M
6.40 6.60 6.80 7.00
5000 m/z 134.00 36.26%
77.0
33.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- R T R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 27.12%
5000
63.0
o~ A A o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.07 2.88 ng 175093 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91

2 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
3 1H-Indene. l1l-ethvlidene- 142 C11H10 002471-83-2 91
4 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 91
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 90
Abundance Scan 1145 (9.071 min): BF107417.D (-1142) (-) m/z 141.10 100.00%
141.1
5000
50.0 89.0 " 880 9.00 920 940
ol 191.3 337.0 391.4 524.2 m/z 142 .10 91.73%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0
5000 IR RSN L L
8.80 9.00 9.20 9.40
m/z 115.00 43.34%
63.0
0 i \‘\ Ju ]JOZ
UL S UL WAL UL DAL UL UL UL UL N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
141.0
8.80 9.00 9.20 9.40
5000 m/z 139.20 14.57%
63.0
102.0
Or—r e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19240: 1H-Indene, 1-ethylidene-
141.0 8.80 9.00 9.20 9.40
m/z 143.00 11.15%
5000
Usns ?ifi%PF;" AL DA DL UL LA WU IR S
m/z--> 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 5 Naphthalene, 1,5-dimethyl- Concentration Rank 17

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

9.60 2.44 ng 160541 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 93
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 91
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 90
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 90
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90

Abundance Scan 1235 (9.601 min): BF107417.D (-1231) (-) m/z 156.10 100.00%
156.1
5000
1874 2384 279.2 . 384.4 9.20 9.40 9.60 9.80 10.00
o oo 2re 33 TN Tm/z 141.05  83.95%
m/z--> 50 100 150 200 250 300 350
Abundance #28504: Naphthalene, 1,5-dimethyl-
156.0
5000
9.20 9.40 9.60 9.80 10.00
770 1150 m/z 155.00 41 _87%
O...39¥.()|‘.“.“‘..|.‘.“‘.‘.‘|‘H....l.... —
m/z--> 50 100 150 200 250 300 350
Abundance
156.0
9.20 9.40 9.60 9.80 10.00
5000 m/z 138.90 23.06%
77.0 115.0
39.0
mz-> 50 100 150 200 250 300 350
Abundance #28474: Naphthalene, 1,7-dimethyl-
156.0 9.20 9.40 9.60 9.80 10.00
m/z 152.90 19.40%
5000
0 UL UL UL UL S RS RARAS AR A
m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Naphthalene, 2,3-dimethyl- Concentration Rank 11

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

9.68 3.36 ng 220654 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 91
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 90
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 87
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 87
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 86

Abundance Scan 1248 (9.677 min): BF107417.D (-1241) (-) m/z 141.10 100.00%
1411
5000
41.0 7801091 193.2 9.40 9.60 9.80 10.00
ol Mo 2304 2809 3967 3948 /7 156.00  88.99%
m/z--> 50 100 150 200 250 300 350
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0
5000
9.40 9.60 9.80 10.00
6.0 m/z 155.00 31.23%
o2 WPwolyy
m/z--> 50 100 150 200 250 300 350
Abundance
156.0
9.40 9.60 9.80 10.00
5000 m/z 114.90 27.89%
115.0
390 770
L U W L UL B LI
m/z--> 50 100 150 200 250 300 350
Abundance #28483: Naphthalene, 2,7-dimethyl-
156.0 9.40 9.60 9.80 10.00
m/z 156.90 21.97%
5000
410 77.0 1150
o —_—— 71—
m/z--> 50 100 150 200 250 300 350 ' 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 3,7-Dimethyl-6-nonen-1-ol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.78 ng 182670 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7-Dimethvl-6-nonen-1-ol 170 C11H220 041972-59-2 50
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 43
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 38
4 Pvrimidin-4(3H)-one. 5-ethvl-2-m... 170 C7H10N20S 030150-54-0 30
5 2,4,6,(1H,3H,5H)-Pyrimidinetrion... 170 C6H6N204 058713-02-3 25
Abundance Scan 1376 (10.430 min): BF107417.D (-1371) (-) m/z 57.10 100.00%
571 1950 170.2
5000
22.3 HRAUARIN B SN B
l 357.0 493.6 10.20 10.40 10.60 10.80
i1 e ek | m/z 170.20 87.85%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38256: 3,7-Dimethyl-6-nonen-1-ol
55.0 123.0
170.0
5000
10.20 10.40 10.60 10.80
m/z 123.00 81.98%
0 ....“‘l‘.‘ .|....|J....|....l....|....|....|....|....|.
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
170.0
" 10.20 10.40 1060 10.80
5000 m/z 55.05 81.21%

270 76.0 128.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38371: Naphthalene, 2,3,6-trimethyl- R RmEEs o
170.0 10.20 10.40 10.60 10.80

m/z 155.10 66.02%

5000

270 760 1280 l

IIIIIIIIIIII‘I‘\I‘IlII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 9H-Fluoren-9-ol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.33 ng 153004 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluoren-9-ol 182 C13H100 001689-64-1 91
2 T1.1"-Biphenvl1-4-carboxaldehvde 182 C13H100 003218-36-8 87
3 Pvridine. 4.47-(1.2-ethenedivl)bis- 182 C12H10N2 001135-32-6 72
4 Norharmane. N-methvl- 182 C12H10N2 1000374-78-6 64
5 2-Hydroxyfluorene 182 C13H100 002443-58-5 59
Abundance Scan 1425 (10.718 min): BF107417.D (-1424) (-) m/z 182.05 100.00%
182.1
5000
671 126'81 2215 2755 332.4 425.2 525.0 10.40_10:60 10.80 11.00
Ol il b o o 7T SO0 S9E L S Y m/z 181.15  75.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #47247: 9H-Fluoren-9-ol
181.0
5000
10.40 10.60 10.80 11.00
m/z 152.10 23.68%
ol18.0 7901%0M
m/z--> éo 160 150 260 2%0 360 3éo 460 4éo 560
Abundance
182.0
10.40 10.60 10.80 11.00
5000 m/z 63.10 14 .15%
o 20.0 76.0 127.0
miz-> 50 100 150 200 250 300 350 400 450 500 \
Abundance #47145: Pyridine, 4,4'-(1,2-ethenediyl)bis- R EARBEREEET Ay
181.0 10.40 10.60 10.80 11.00
m/z 183.05 13.31%
5000
51.0 127.0
0"mtﬂkk‘f'i' Y S U S UL L B
m/z--> 50 100 150 200 250 300 350 400 450 500 10.40 10.60 10.80 11.00

8270-BF071618_.M Tue Jul 17 13:56:17 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl10.92 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.92 2.75 ng 166695 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octvl thioalvcolate 204 C10H2002S 007664-80-4 38
2 Tetradecane 198 C14H30 000629-59-4 35
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 35
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 27
5 Undeca-4,8-dione 184 C11H2002 013505-35-6 27
Abundance Scan 1459 (10.918 min): BF107417.D (-1457) (-) m/z 56.95 100.00%
51.0
195.2
5000
246.4 295.455 o 4582 513.9 10.60 10.80 11.00 11.20
0 m/z 195.15 65.55%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #63701: Octyl thioglycolate
57.0
5000
10.60 10.80 11.00 11.20
‘”33 m/z 71.00 54_.41%
o9 Ll Ll [ 50200
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
10.60 10.80 11.00 11.20
5000 m/z 114.90 54 _.32%

%90 1410 1980

/RS S0 A LM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester T e

57.0 10.60 10.80 11.00 11.20

m/z 183.30 52.65%
5000
113.0
155.0
O e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.60 10.80 11.00 11.20

8270-BF071618_.M Tue Jul 17 13:56:17 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Benzene, 1,1"-(1-nitro-1,2-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.00 3.02 ng 183513 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1l-nitro-1.2-ethen... 225 C14H11NO2 001215-07-2 60
2 cis-Stilbene 180 C14H12 000645-49-8 60
3 (B)-Stilbene 180 C14H12 000103-30-0 55
4 Anthracene. 9.10-dihvdro- 180 C14H12 000613-31-0 53
5 Phenanthrene, 9,10-dihydro- 180 C14H12 000776-35-2 46
Abundance Scan 1473 (11.001 min): BF107417.D (-1468) (-) m/z 179.05 100.00%
179.1
5000
550 948
' 231.0 10.60 10.80 11.00 11.20 11.40
o! i 3253 815308 m/z 180.10  99.74%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81870: Benzene, 1,1'-(1-nitro-1,2-ethenediyl)bis-
179.0
5000
10.60 10.80 11.00 11.20 11.40
51.0 225.0 m/z 178.05 81.83%
WEaae
s s B B A L LR R R
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
179.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 165.00 31.21%
89.0
39.0
OI”"I'”'I}?QP""P"'I”"I'”'I"'W""P"'I”"
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45762: (E)-Stilbene
180.0 10.60 10.80 11.00 11.20 11.40
m/z 94.80 22.20%
5000
89.0
o390 ||, 1390 |
[rrrrjrrrrprrrrp T e i Ty T

T T I T I
250 300 350 400 450 500 10.60 10.80 11.00 11.20 11.40

|
m/z--> 0 50 100 150 200

8270-BF071618_.M Tue Jul 17 13:56:18 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownll.24 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.24 2.15 ng 130312 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-I(4-methvlph... 196 C15H16 021895-16-9 43
2 Acenaphthene. 5-acetvl- 196 C14H120 010047-18-4 43
3 Benzene. 1.2-dimethvl-4-(phenviIm... 196 C15H16 013540-56-2 43
4 6-Methvl-5.6.7.8-tetrahvdro-2-th... 196 C9H12N20S 104829-71-2 43
5 Silane, (3-methoxyphenoxy)trimet... 196 C1OH1602Si 033285-71-1 43
Abundance Scan 1514 (11.242 min): BF107417.D (-1510) (-) m/z 181.00 100.00%
181.
5000
5 3012 3770 4221 11.00 11.20 11.40 11.60
o} L T m/z 196.10 91.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58358: Benzene, 1-methyl-3-[(4-methylphenyl)methyl]-
181.0
5000
11.00 11.20 11.40 11.60
0 m/z 195.00 67 .36%
39 | 1410 H [
0 ||‘|‘|i‘:“:“ﬂu“u‘“‘l“u‘u‘u|‘|‘|‘| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
181.0
11.00 11.20 11.40 11.60
5000 m/z 111.10 38.43%
76.0
126.0
L W L WL L AL WL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #58355: Benzene, 1,2-dimethyl-4-(phenylmethyl)- R BREmEEE L
181.0 11.00 11.20 11.40 11.60
m/z 95.10 35.87%
5000
91.0
39.0
0 I‘IEILIIlwlﬂllnli‘l“ldl%lzgll‘?IAILI e —— e —
m/z--> 50 100 150 200 250 300 350 400 11.00 11.20 11.40 11.60

8270-BF071618_.M Tue Jul 17 13:56:19 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Dibenzothiophene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.41 3.77 ng 228893 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 90
2 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 87
3 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 87
4 Naphthol2.1-blthiophene 184 C12H8S 000233-02-3 83
5 Naphtho[1,2-b]Jthiophene 184 C12H8S 000234-41-3 81

Abundance Scan 1543 (11.413 min): BF107417.D (-1540) (-) m/z 184.00 100.00%
184.0
5000
139.1
91.8 11.00 11.20 11.40 11.60 11.80
43.9 218.2
0Lt il ll,l ALl 2784 3226 8700 44061 Th,777139.10  21.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48780: Dibenzothiophene
184.0
5000 R SRR DAL UL I
11.00 11.20 11.40 11.60 11.80
020 139.0 m/z 152.05 13.63%
0':31"(')|'“"""Ll''"‘lm'"“'|""|""|""|""|""|
m/z--> 50 100 150 200 250 300 350 400
Abundance
184.0
11.00 11.20 1140 11.60 11.80
5000 m/z 185.00 13.16%
79.0 139.0
45.0
e L A A UL L WL B S L UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #48787: Naphtho[2,3-b]thiophene
184.0 11.00 11.20 11.40 11.60 11.80
m/z 91.80 8.25%
5000
139.0
92.0
0% AﬁPNVLﬁl””'llh LR UURLELEL SRR BURLELELY SRS SRR
m/z--> 50 100 150 200 250 300 350 400 11.00 11.20 11.40 11.60 11.80

8270-BF071618_.M Tue Jul 17 13:56:20 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Tetradecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.02 13.36 ng 810775 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 76
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Nonanoic acid 158 C9H1802 000112-05-0 58
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 53

Abundance Scan 1646 (12.018 min): BF107417.D (-1643) (-) m/z 192.05 100.00%
19p.1
5000 430 730
115.1
256.3 11.80 12.00 12.20 12.40
0 233 294.6 330.1 m/z 191.05  86.21%
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73.0
43.0
5000 L SIS BRI UL B
129.0 1180 12.00 1220 12.40
185.0 228.0 m/z 43.00 50.65%
99.0
0 : I“I \I‘\In‘ul‘ | I\N‘Iﬁl\ I\d‘wlw I‘1I5‘7I.9I‘ ‘\ T— “: : ———t ]
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 730
" 11/80 12.00 12.20 12.40
5000 129.0 m/z 57.10 47 .94%
171.0
99.0 214.0
01'5"0"| L L S SR UL S
m/z--> 50 100 150 200 250 300 350
Abundance #50052: Undecanoic acid o S S o eI
60.0 11.80 12.00 12.20 12.40
m/z 60.00 47 .58%
50001 290
‘ g7 1290
0 “‘. JHI hl\ .‘ ul, |‘1|5\7I'0|18§'0 N
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40

8270-BF071618_.M Tue Jul 17 13:56:20 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Naphtho[l,2-b]norbornadiene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.09 2.19 ng 132820 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthol1l.2-bl1norbornadiene 192 C15H12 1000210-14-8 62
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 60
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 53
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 53
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 52
Abundance Scan 1658 (12.089 min): BF107417.D (-1656) (-) m/z 192.10 100.00%
199.1
5000
97.2
41.0
o 338.1379.1 465.2508.4 /7 191.05 59 50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54755: Naphtho[1,2-b]norbornadiene
192.0
5000 A LR SUNILR SR SRR

11.80 12.00 12.20 12.40
‘ m/z 97.20 34.87%

39.0 95.0 139.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
192.0
R N RERE SRR R
11.80 12.00 12.20 12.40
5000 m/z 95.05 27.08%

94.0
51.0 139.0

o = R LM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54739: Anthracene, 1-methyl- R EEEEE S
192.0 11.80 12.00 12.20 12.40
m/z 189.00 25.66%
5000

240 9(301390[
||||||||I||||‘||| L L ||||||||||||||I||||I||||I|

m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.80 12.00 12.20 12.40

8270-BF071618_.M Tue Jul 17 13:56:21 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.13 7.62 ng 462585 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 83
2 Methvl diselenide 190 C2H6Se2 007101-31-7 55
3 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 53
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
5 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C1OH7FN20 1000338-05-6 50

Abundance Scan 1665 (12.130 min): BF107417.D (-1661) (-) m/z 190.00 100.00%
190.0
5000
M\
9.5 11130 12,00 1250 1240
39.0 134.9 : : : :
o 2232 2001 3813 4846 | sz 189.10  89.74%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
' m/z 192.10 22 .28%
o390 \‘\ 1370, |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
93.0 190.0
11.80 12.00 12.20 12.40
5000 m/z 191.00 22.21%
152.0
S L L S WL S B B W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52871: Phenol, 4-(2-thienylmethyl)- A e
190.0 11.80 12.00 12.20 12.40
m/z 187.00 20.38%
5000
97.0
45.0 145
0 II\I\IJMIJIL"IJI]ILI‘I\Iilﬁll\ll ‘l....|....l....l....l....l....l..
m/z--> 50 100 150 200 250 300 350 400 450 500 11.80 12.00 12.20 12.40

8270-BF071618_.M Tue Jul 17 13:56:22 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 11H-Benzo[b]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.28 4_.11 ng 256475 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 87
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 1860 (13.277 min): BF107417.D (-1859) (-) m/z 215.10 100.00%
15.1
5000 8L9
2683 5174 2903 4765 13.00 13.20 13.40 13.60
0 m/z 216.05 73.90%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000
13.00 13.20 13.40 13.60
m/z 81.90 47 .07%
107.0
O ??.P"‘Iw T '%6?:q‘“| j' USRI DAL UARL L UL SN
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
216.0
13.00 13.20 13.40 13.60
5000 m/z 216.90 39.96%
95.0
014.0 50.0 163.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #74424: Fluoranthene, 2-methyl- B B o
216.0 13.00 13.20 13.40 13.60
m/z 106.30 31.32%
5000
108.0
0 .46310\.} | 16304 y
mz-> 0 50 100 150 200 250 300 350 400 450 13.00 13.20 13.40 13.60

8270-BF071618_.M Tue Jul 17 13:56:22 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Pyrene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.35 2.56 ng 159759 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 80
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 64
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 58
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 52
Abundance Scan 1872 (13.348 min): BF107417.D (-1870) (-) m/z 216.05 100.00%
216.1
5000
107.7 13.00 13.20 13.40 13.60
64.0 169.1 256.0 ) . . . .
ol w0 3061 3623 4481 49841 07 515.00 | 88.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000 W
13.00 13.20 13.40 13.60
m/z 213.05 18.51%
107.0
Unns F?.p"‘lw T '%q3;q“| j' LS DAL UL DAL WAL LI
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
216.0
13.00 13.20 13.40 13.60
5000 m/z 107.70 16.15%
108.0
o 63.0 163.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74417: 7H—Benzo[c]f|uorene L LI L L B L B
216.0 13.00 13.20 13.40 13.60
m/z 106.40 12.31%
5000
108.0
N U e o A S B S B
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.98 12.69 ng 792324 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 1-Nonadecene 266 C19H38 018435-45-5 83
Abundance Scan 1980 (13.983 min): BF107417.D (-1976) (-) m/z 55.00 100.00%
30 97.0
5000
30.2 13.60 13.80 14.00 14.20 14.40
181.2 235.0
ol A L G 3000 8681 4246 5491 Tzo43.00  94.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57.0
5000 11.0 R SRR BRI B B
13. 60 13 80 14. oo 14.20 14.40
m/z 57.05 93.64%
ol Lih h | H 3019502380 308.0
m/z--> 6 55 100 150 200 250 300 350 400 4%0 560 séo
Abundance
57.0
13.60 13.80 14.00 14.20 14.40
5000 111.0 m/z 83.05 90.40%
322.0
0l15.0 153. 0196 0238.0280. 0
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #210517: 1-Heptacosanol B REmEE e
57.0 13.60 13.80 14.00 14.20 14.40
m/z 97.00 84 .57%
11.0
5000
N 153.0195 0937,0280.0322.0 378.0
m/z--> (I) 5'0 1(')0 1&'30 200 250 300 3&1,0 4(')0 4&1;0 5(')0 séo 13. 60 13 80 14. oo 14. 20 14'40

8270-BF071618_.M Tue Jul 17 13:56:24 2018 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.62 5.63 ng 351584 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 64
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 64
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 60
4 Heneicosane 296 C21H44 000629-94-7 60
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 60

Abundance Scan 2088 (14.618 min): BF107417.D (-2085) (-) m/z 57.10 100.00%

57.1

5000
7.1
175.0 242.3 341 R B
22 394.4 4584 512.2 14.40 14.60 14.80 15.00
(o} m/z 43.00 79.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164577: Tricosane
57.0
5000 T

14.40 14.60 14,80 15.00
m/z 55.10 78.86%

0 324.0
o} \‘ | JJ%4}?%8?922502670 \
IIIIII ‘IIII IIIIIIII‘IIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
s N M e
14.40 14.60 14.80 15.00
5000 m/z 71.00 74 .15%
99.0
o 155.0 198.0
B e e R B e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117649: Octadecane, 2-methyl- R B R ARama

14.40 14.60 14.80 15.00
m/z 69.10 58.91%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107417.D

Aca On 16 Jul 2018 22:01

Operator : JU/SJ

Sample = J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl1l8.25 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.25 7.82 ng 532842 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 30
2 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 30
3 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 25
4 _delta.-Selinene 204 C15H24 028624-23-9 22
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 15
Abundance Scan 2705 (18.247 min): BF107417.D (-2701) (-) m/z 95.00 100.00%
939,55, 2042
5000{ 419
257.1302.3
528.6 LR S SULIULN UL B
8452 o, 14364 18.00 18.20 18.40 18.60
0 m/z 109.00 92 .08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64540: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4...
93.0 135.0
41.0
5000 LN BN SURRULN RS B
204.0 18.00 18.20 18.40 18.60
m/z 204.15 84 .75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
204.0
1210,
79.0 18.00 18.20 18.40 18.60
5000 m/z 69.00 83.49%
29.0
S S I L B WL WIS WL L B WL W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2... b RRREE EE s
189.0 18.00 18.20 18.40 18.60
m/z 135.05 79 .53%
5000 105.0
41.0
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
Data File : BF107417.D

Acq On 16 Jul 2018 22:01

Operator : JU/SJ

Sample - J3542-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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]
unknown5.21 5.21 8.9 ng 460392 1 6.98 1035400 20.0
unknown6.75 6.75 72.0 ng 3729110 1 6.98 1035400 20.0
1,4-Methanonaphth. .. 9.07 2.9 ng 175093 2 8.26 1216260 20.0
Naphthalene, 1,5-... 9.60 2.4 ng 160541 3 10.02 1314500 20.0
Naphthalene, 2,3-... 9.68 3.4 ng 220654 3 10.02 1314500 20.0
3,7-Dimethyl-6-no... 10.43 2.8 ng 182670 3 10.02 1314500 20.0
9H-Fluoren-9-ol 10.72 2.3 ng 153004 3 10.02 1314500 20.0
unknown10.92 10.92 2.8 ng 166695 4 11.51 1213960 20.0
Benzene, 1,1"-(1-... 11.00 3.0 ng 183513 4 11.51 1213960 20.0
unknownll.24 11.24 2.1 ng 130312 4 11.51 1213960 20.0
Dibenzothiophene 11.41 3.8 ng 228893 4 11.51 1213960 20.0
Tetradecanoic acid 12.02 13.4 ng 810775 4 11.51 1213960 20.0
Naphtho[1,2-b]nor... 12.09 2.2 ng 132820 4 11.51 1213960 20.0
4H-Cyclopenta[def... 12.13 7.6 ng 462585 4 11.51 1213960 20.0
11H-Benzo[b]fluorene 13.28 4.1 ng 256475 5 14.16 1248610 20.0
Pyrene, l-methyl- 13.35 2.6 ng 159759 5 14.16 1248610 20.0
n-Tetracosanol-1 13.98 12.7 ng 792324 5 14.16 1248610 20.0
Tricosane 14.62 5.6 ng 351584 5 14.16 1248610 20.0
unknown18.25 18.25 7.8 ng 532842 6 15.69 1361940 20.0
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