LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample - 16558-03

Misc :

ALS Vial : 6 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-BF110817.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 4.004 319 326 331 rBV 22287 32066 1.08% 0.145%
2 5.081 505 509 515 rBV 129867 156402 5.29% 0.709%
3 5.475 572 576 580 rVB 1186356 1067609 36.11% 4 .840%
4 5.575 591 593 598 rVB 38315 34503 1.17% 0.156%
5 6.481 743 747 752 rVB 782374 735348 24.87% 3.334%
6 6.628 767 772 775 rBVY 1887552 1820383 61.57% 8.253%
7 6.857 808 811 814 rBV 627333 497457 16.82% 2.255%
8 7.016 832 838 841 rBVY 1934882 1822392 61.63% 8.262%
9 7.040 841 842 845 rVB 67827 33029 1.12% 0.150%
10 7.192 862 868 874 rBV6 16449 31801 1.08% 0.144%

11 7.428 898 908 910 rBV 1449810 1622739 54.88% 7.357%
12 7.451 910 912 917 rVB 145285 118605 4.01% 0.538%
13 7.887 982 986 989 rvB2 164015 187205 6.33% 0.849%
14 7.945 992 996 998 rBV2 34256 38338 1.30% 0.174%
15 8.139 1023 1029 1032 rBV 773271 726075 24 .56% 3.292%

16 8.163 1032 1033 1035 rVB 71553 31163 1.05% 0.141%
17 8.381 1064 1070 1073 rBV3 32623 58319 1.97% 0.264%
18 8.416 1073 1076 1079 rVB 196229 169059 5.72% 0.766%
19 8.498 1085 1090 1093 rBV2 27474 42162 1.43% 0.191%
20 8.881 1152 1155 1156 rBV 67020 52534 1.78% 0.238%
21 8.898 1156 1158 1161 rVB 124444 88741 3.00% 0.402%
22 8.951 1162 1167 1170 rVB2 69008 63209 2.14% 0.287%
23 9.222 1206 1213 1216 rBV 2789412 2956758 100.00% 13.404%
24 9.322 1227 1230 1234 rBV3 40199 49021 1.66% 0.222%
25 9.481 1252 1257 1260 rBV3 21290 32246 1.09% 0.146%
26 9.551 1265 1269 1272 rBV2 52711 54537 1.84% 0.247%
27 9.757 1299 1304 1307 rBV3 27059 35561 1.20% 0.161%
28 9.816 1308 1314 1317 rVB5 26224 41155 1.39% 0.187%
29 9.898 1318 1328 1331 rBV 940410 867046 29.32% 3.931%
30 9.933 1331 1334 1337 rVV3 28233 34522 1.17% 0.157%
31 10.098 1359 1362 1366 rVB3 57058 57904 1.96% 0.263%
32 10.210 1378 1381 1383 rBV2 29524 29827 1.01% 0.135%

33 10.310 1391 1398 1403 rVB 208039 243625 8.24% 1.104%
34 10.433 1415 1419 1423 rBV3 118109 124718 4.22% 0.565%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample - 16558-03

Misc :

ALS Vial : 6 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-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.528 1432 1435 1438 rVB2 53097 44341 1.50% 0.201%
36 10.622 1449 1451 1454 rVB 62431 44763 1.51% 0.203%
37 10.692 1455 1463 1466 rBV 1529210 1645422 55.65% 7.459%
38 10.786 1476 1479 1486 rVB3 56551 86487 2.93% 0.392%
39 10.986 1508 1513 1520 rBV 111334 149251 5.05% 0.677%
40 11.039 1520 1522 1526 rVB2 63900 65751 2.22% 0.298%
41 11.386 1577 1581 1584 rBV 967302 810866 27.42% 3.676%
42 11.557 1607 1610 1614 rVB 31277 34598 1.17% 0.157%
43 11.904 1666 1669 1673 rBVY 213347 200465 6.78% 0.909%
44 12.363 1743 1747 1752 rVB 86164 82214 2.78% 0.373%
45 12.592 1783 1786 1789 rBV4 33729 38238 1.29% 0.173%

46 12.692 1799 1803 1814 rVB 194633 202737 6.86% 0.919%
47 12.974 1846 1851 1854 rBV 2640132 2826849 95.61% 12.815%

48 13.427 1926 1928 1935 rVB8 17356 34149 1.15% 0.155%
49 13.851 1997 2000 2004 rBV 138298 133918 4_.53% 0.607%
50 13.886 2004 2006 2010 rVB 59292 48449 1.64% 0.220%
51 14.021 2026 2029 2033 rVB 682479 617362 20.88% 2.799%
52 14.863 2168 2172 2175 rVB 70276 69766 2.36% 0.316%
53 15.121 2213 2216 2221 rVB2 36249 43541 1.47% 0.197%
54 15.398 2260 2263 2273 rVB3 24289 37454 1.27% 0.170%
55 15.492 2273 2279 2286 rBV 404415 531309 17.97% 2.409%
56 15.939 2350 2355 2359 rBV 39869 55692 1.88% 0.252%
57 16.445 2436 2441 2446 rBV2 36015 58003 1.96% 0.263%
58 17.033 2536 2541 2549 rBV4 21086 44066 1.49% 0.200%
59 17.127 2551 2557 2567 rVB5 49471 113234 3.83% 0.513%
60 17.539 2623 2627 2635 rVBS8 17794 37472 1.27% 0.170%
61 17.739 2654 2661 2668 rBV7 17595 46034 1.56% 0.209%
Sum of corrected areas: 22058490
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BF100833.D

Aca On - 22 Nov 2017 19:54
Operator : SJ/JU

Sample - 16558-03

Misc :

ALS Vial : 6

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEMI\BNA F\DATA\BF112217\

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3

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

5.08 6.29 ng 156402 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 37
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 37
4 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 28
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 509 (5.081 min): BF100833.D (-505) (-) m/z 43.00 100.00%
43.0
59.0
5000
| o a0 500 550 540
o} 1 | A T — m/z 59.00 55.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S AR AR AN R
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.00 16.43%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
2
480 500 5.20 5.40
5000 m/z 58.00 13.79%
410 101.0
ol 150 210 7 71.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester N 1LV R LA
54.0 480 5.00 5.20 5.40

m/z 41.10 10.06%

5000 41.0

W\J L [73.0 126.0 1420

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 2

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

6.63 73.19 ng 1820380 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 772 (6.628 min): BF100833.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 500 || o i o 520 o) Gbo 680 700
o T PR 7| ST L N £ S| N m/z 68.10 39.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL R I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.22%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 24 .90%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl- e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.61%
5000
ol 150 27.0 390 520 63“0 77.0 9201040 444, |
m/z--> 10 20 30 Jo 50 60 70 85 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Camphor Concentration Rank 4

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

7.89 5.16 ng 187205 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphor 152 C10H160 000076-22-2 98
2 (+)-2-Bornanone 152 C10H160 000464-49-3 96
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 96
4 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 49
5 3-Hydroxypyridine monoacetate 137 C7H7NO2 017747-43-2 43

Abundance Scan 987 (7.892 min): BF100833.D (-982) (-) m/z 95.05 100.00%
94.0
81.1
5000 41.0 69.0 108.1
55.0 152.1
| ‘ || I ‘ 1370 7.60 7.80 8.00 8.20
o.w””,nupndw“ﬂﬁ..”.“”ﬂ””.: m/z 81.10 63.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25059: Camphor
41.0 95.0
81.0
5000 550 690 108.0 7.60 7.80 8.00 8.20
270 152.0 m/z 108.10 44 _56%
0 ”I”'W"”I”"P'”I”'W'”'I”'W'”'I”'W'”'P'}ﬁ%eﬁ}ﬁ?ﬁ'”l'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
81.0 UL AN LR
7.60 7.80 8.00 8.20
5000 410 108.0 m/z 41.05 43.89%
55.0 69.0 152.0
0 15.0 27.0 123.0 137.0
LR RS KRR RN RS RARAS RS RAARS RRARA RN LA RARA LR RARAN LAY LARN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25332: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- e B
410 95.0 7.60 7.80 8.00 8.20
81.0 m/z 109.10 36.75%
5000 550 690 108.0
270 ‘ 152.0
b5 bbbl L azmerTo |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzothiazole Concentration Rank 7

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

8.42 4.66 ng 169059 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 94
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 91
3 3-Allvilbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 72
4 Thienol2.3-clpvridine 135 C7H5NS 000272-12-8 64
5 1H-Indole, 5-Ffluoro- 135 C8H6FN 000399-52-0 59

Abundance Scan 1077 (8.422 min): BF100833.D (-1073) (-) m/z 134.95 100.00%
134.9
5000
108.0
69.0 N abn anun 2RO QRO
370 540 | 91.0 8.00 8.20 8.40 8.60 8.80
i e N A M PN TS [ NS m/z 107.95 30.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15456: Benzothiazole
135.0
5000
108.0 8.00 8.20 8.40 8.60 8.80
69.0 m/z 69.00 13.13%
12.0 26.0 H 5\0\ [ \‘ ‘ A Ii
m/z--> 20 40 60 b 160 120 140 160 180
Abundance
135.0
8.00 820 8.40 8.60 8.80
5000 m/z 81.95 8.56%
£9.0 108.0
45.0 T 910
e L L L B L UL S UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #106063: 3-Allylbenzothiazolium bromide
135.0 8.00 8.20 8.40 8.60 8.80
m/z 136.00 8.38%
5000 41.0
108.0
o 27.0 | 550“\ ‘91"0 I | 149.0 176.0
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 800 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Glycerol 1,2-diacetate Concentration Rank 13

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

8.90 2.44 ng 88741 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol 1l.2-diacetate 176 C7H1205 000102-62-5 90
2 Triacetin 218 C9H1406 000102-76-1 90
3 1.1.2-Triacetoxvethane 204 C8H1206 002983-35-9 50
4 1.2.3-Propanetriol. l-acetate 134 C5H1004 000106-61-6 28
5 DL-Arabinose, aldononitrile, tet... 315 C13H17N0O8 1000380-42-1 9

Abundance Scan 1158 (8.898 min): BF100833.D (-1156) (-) m/z 43.00 100.00%
43.0
5000
108.0 145.0 8.60 8.80 9.00 9.20
86.1 116.1 : : : : :
o Loso moser | WS TPt 103,00 17.680
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #42786: Glycerol 1,2-diacetate
43.0
5000 A LS RS S
8.60 8.80 9.00 9.20
103.0 145.0 m/z 145.00 9.82%
o 15.0 29.0 57.0 73.0 86.0 116.0 | 158.0
mz-> 0 20 40 60 80 100 120 140 160
Abundance
43.0
8.60 8.80 9.00 9.20
5000 m/z 116.10 5.84%
: 145.0
0 29.0 57.0 73.0 86.0 116.0 159.0
mz-> 0 20 40 60 80 100 120 140 160
Abundance #64736: 1,1,2-Triacetoxyethane
43.0 8.60 8.80 9.00 9.20
m/z 115.05 3.70%
5000
103.0
0 15.0 28.0 60.0 73.0 86.0 | 116.0 131.0145.0
m/z--> 0 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl10.43 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.88 ng 124718 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tp-Fluorophenvl1-2-thiourea 170 C7H7FN2S 000459-05-2 38
2 2-Thiophenealvoxal. aldoxime 155 C6H5N02S 1000306-61-5 30
3 2(1HY)-Pvrimidinone. 4-I(2-carbox... 183 C7HI9N303 089853-89-4 27
4 Acetamide. N-(2-Fluorophenvl)- 153 C8H8FNO 000399-31-5 14
5 Silane, 1-butynyltrimethyl- 126 C7H14Si 062108-37-6 14
Abundance Scan 1418 (10.428 min): BF100833.D (-1415) (-) m/z 111.10 100.00%
1111
41.0 550
5000 811
10,20 10.40 10.60 10.80
o m/z 55.00 57 .60%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #38606: 1-[p-Fluorophenyl]-2-thiourea
111.0
5000 60.0 830 170.0 RN SN BN BUUN BN
10.20 10.40 10.60 10.80
43.0 137.0 m/z 41.05 53.66%
o) p‘.‘.“l l‘wl‘ - .“a IHI ..9&'?. .‘H . \l i “I .].'5.3'.O| el T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
111.0
'~ 10.20 10.40 10.60 10.80
5000 m/z 81.10 49_15%
39.0 137.0 155.0
570 80,
L S L UL L L B UL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48132: 2(1H)-Pyrimidinone, 4-[(2-carboxyethyl)amino]- R e B R N B
111.0 10.20 10.40 10.60 10.80
72.0 m/z 123.10 39.67%
55.0
5000 95.0 165.0
' 137.0
m -
0"'l"wl""""l“""‘*l"‘l'll""l""l"'"|""|"' RN BRI DU BN B
m/z--> 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl10.79 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.13 ng 86487 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 14
2 Hexadecane 226 C16H34 000544-76-3 14
3 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 14
4 Undecane. 5-ethvl- 184 C13H28 017453-94-0 14
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 14

Abundance Scan 1480 (10 792 min): BF100833.D (-1476) (-) m/z 57.05 100.00%

57.0 91.

5000

10.40 10.60 10.80 11.00 11.20

(o m/z 91.00 92.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105903: Hexadecane, 7,9-dimethyl-
57.0
5000 850 TTTT LR B TT T T
10 40 10. 60 10 80 11. OO 11. 20
m/z 43.10 80.82%
126.0 155.0
Olrrrprrrr iyl e 2SS0 2110 2D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R e e RS R
10.40 10.60 10.80 11.00 11.20
5000 m/z 71.10 55.04%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #110906: Hexadecane, 1-chloro- AN B
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.00 40.01%
5000 9L0
29.0
Lo \‘ L3290 1470 1750 2030 2310 2600
”.“.”,”.w.”.“.. T e T A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Azulene, 1,4-dimethyl-7-(1-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.99 3.68 ng 149251 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1l.4-dimethvl-7-(l-methyv... 198 C15H18 000489-84-9 83
2 Naphthalene. 1.6-dimethvl-4-(1-m... 198 C15H18 000483-78-3 83
3 Phenol. 2-(1-phenvlethvl)- 198 C14H140 004237-44-9 74
4 Phenol. 4-(1-phenvlethv)- 198 C14H140 001988-89-2 68
5 Ethanone, 1-[4-(methylsulfonyl)p... 198 C9H1003S 010297-73-1 64
Abundance Scan 1514 (10.992 min): BF100833.D (-1508) (-) m/z 183.10 100.00%
188.1
5000
165.1
430 630 @910 12009364 199.1 10.60 10.80 11.00 11.20 11.40
o’ : m/z 198.10 38.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59912: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0
5000
10.60 10.80 11.00 11.20 11.40
153.0 199.0 m/z 165.05 30.35%
0 27.0 ' 517'0 : 76\'0‘\ \\99"0 12?.0 M M H\ i \‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
183.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 184.10 16.12%
150 390 30 830 g9 1280 193.0 199.0
O T B o o o o
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59831: Phenol, 2-(1-phenylethyl)- RERaE R e e
188.0 10.60 10.80 11.00 11.20 11.40
m/z 152.10 9.25%
5000
51.0 910 1200 16“5'0 | 1990
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.90 4.94 ng 200465 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1668 (11.898 min): BF100833.D (-1666) (-) m/z 43.05 100.00%
430 | 73.0
213.2 R LA PN BRI B
157.1 1851 2562 11.60 11.80 12.00 12.20

0 m/z 73.00 95.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 TT TTT T[T T rorrT TTTT

11. 60 11. 80 12. OO 12. 20

0
157.0 g5 2130 256.0 m/z 60.00 91.86%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43'0 _'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'_
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 75.73%
185.0
97.0 228.0
0L15:0 157.0 2090
T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R R B
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.10 73.64%
B T /\J/WLLM
e Lﬂ
m/z--> 20 40 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 : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzenesulfonanilide Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.36 2.03 ng 82214 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonanilide 233 C12H11NO2S 001678-25-7 98
2 1H-Azepine. 1-(phenvisulfonvl)- 233 C12H11NO2S 020646-54-2 64
3 4-Aminodiphenvilsulfone 233 C12H11NO2S 007019-01-4 47
4 Pvridine. 2-(bromomethvI)- 171 C6H6BrN 055401-97-3 40
5 Pyridine, 4-methyl-2-nitro- 138 C6H6N202 018368-71-3 38
Abundance Scan 1747 (12.363 min): BF100833.D (-1743) (-) m/z 92.00 100.00%
92.0
233.1
5000 65.0
39.0 SR SN BN SN
12.00 12.20 12.40 12.60
0 185.1 2091 m/z 77.00 56.11%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #88097: Benzenesulfonanilide
92.0
wt«mﬁw
5000 233.0 T T T
65.0 12100 1220 12.40 12.60
39.0 1410 168.0 m/z 233.10 53.60%
0 |'"'|'”"fl"'|"J'|'}%§P""|"" SRDURAARERARSSRERRYN
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance
92.0
USRS ARAR SRS
12.00 12.20 12.40 12.60
5000 m/z 65.05 41 .74%
65.0
39.0
o 124.0141.0 168.0 233.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88101: 4-Aminodiphenylsulfone
238.0 12.00 12.20 12.40 12.60
108.0 m/z 168.05 30.66%
5000
50 1990 1690
ol 410, Lo | 1860 250 |
m/z--> 25 4b eb 85 160 150 140 160 180 200 220 240 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.69 5.00 ng 202737 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1803 (12.692 min): BF100833.D (-1799) (-) m/z 43.05 100.00%
43.0 |, 73.0
5000 129.1 NWvawwﬂAwmuﬂﬂwwﬁuvvwhuqk
12.40 12,60 12.80 13.00
(o} m/z 73.00 96.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 N EEE e e o
12. 40 12 60 12. 80 13. oo
241.0 284.0 m/z 57.10 95 _25%
207.0 '
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
12.40 12,60 12.80 13.00
5000 129.0 m/z 60.00 90.51%
97.0 199.0
1570 242.0
0l15.0
Wﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 81.78%
5000 1290
185.0 228.0
e, | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300

8270-BF110817.M Mon Nov 27 13:08:32 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Trifluoroacetoxy hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.85 4.34 ng 133918 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 93
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 1-Nonadecene 266 C19H38 018435-45-5 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 2000 (13.851 min): BF100833.D (-1997) (-) m/z 57.05 100.00%
57.0
83.1

5000

:

13.60 13.80 14.00 14.20
m/z 55.05  93.47%

ol 195.1221.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

:

5000 LA L L L L L LB
13.60 13.80 14.00 14.20
29.0 125.0 m/z 43.10 88.22%
0 Ll 196.0224.0  269.0 320.0
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
] N BN s e
91.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 82.26%
29.0 125.0

154.0 182.0 210.0 238.0 283.0 334.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 L\/\/\m
Abundance #115906: 1-Nonadecene T B e A
43. 13.60 13.80 14.00 14.20

m/z 97.05 70.87%

5000

t
]

154.0 182.0 210.0 238.0 266.0
P T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

8270-BF110817.M Mon Nov 27 13:08:33 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Supraene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.86 2.63 ng 69766 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 81
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 64
Abundance Scan 2172 (14.863 min): BF100833.D (-2168) (-) m/z 69.10 100.00%
6d.1
137.1 1460 1480 15.00 1520
07. 203.1 14,60 14.80 15.00 15.20
o..-.L,-L. g g2 AL 8L “m/z 81.05 50.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LI S SIS SULL SR
14,60 14.80 15.00 15.20
1370 m/z 41.10 23.53%
o 29.0“ | L 107077 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14,60 14.80 15.00 1520
5000 m/z 95.10 13.21%
137.0
o 29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- e  RRRaE Bam s
69.0 14.60 14.80 15.00 15.20
m/z 137.05 11.58%
5000
29.0
123.0
L B0 a0
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.10 ng 55692 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2355 (15.939 min): BF100833.D (-2350) (-) m/z 57.10 100.00%
57.1
5000
J]ils Leer L 15160 1558 16100 10,20
Oty ”..:Um'm“.”.“.a,”.w.”.“.”,”.w.”.“.”,“. m/z 71.10 55.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57.0
5000 L DAL UL BN U
15 60 15. 80 16 00 16.20
m/z 43.05 50.82%
ol [l ﬁ | ‘1‘69‘0 225.0 281.0 337.0 394.0
miz—-> 0 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.05 42 .93%
113.0
0 169.0 2250 2960
miz—-> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane R e e
57.0 15.60 15.80 16.00 16.20
m/z 55.10 26.72%
5000
. 130 169.0 2250 2610 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> (I) 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(|)O 15 60 15. 80 16 00 16. 20 '

8270-BF110817.M Mon Nov 27 13:08:34 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heneicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.44 2.18 ng 58003 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72
3 Hentriacontane 437 C31H64 000630-04-6 64
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 64
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 64

Abundance Scan 2440 (16.439 min): BF100833.D (-2436) (-) m/z 57.05 100.00%
57.0
5000
" 16.20 16.40 16.60 16.80
Ok m/z 43.05 59.32%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57.0
5000 UL BALIRN B BN SR
16.20 16.40 16.60 16.80
. m/z 71.10 53.78%
141.0
01.4'.0“. ) Ih' \l\ ye ”‘I .‘“ .“. } |‘.:‘!-8.?..Q| |22|5|0| — IZ??‘;(? )
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
" 16.20 16.40 16.60 16.80
5000 m/z 85.05 48 .85%
99.0
o150 141.0 197.0
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #223852: Hentriacontane e E RRaa R
57.0 16.20 16.40 16.60 16.80
m/z 151.05 25.15%
5000
99.0
) | L1 140 1830 2250 2670 3090 3510 agro
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 ! 16.20 16.40 16.60 16.80

8270-BF110817.M Mon Nov 27 13:08:35 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100833.D

Aca On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample : 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl7.13 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.13 4.26 ng 113234 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 8-Heptadecene. l1l-chloro- 272 C17H33CI 056554-80-4 11
2 4.22-Stiamastadiene-3-one 410 C29H460 020817-72-5 10
3 10-Chlorodecanol. dimethvlpentaf... 416 C18H26CIF50S1 1000368-75-4 9
4 DiethylImalonic acid. monochlorid... 308 C13H12CIF303 1000370-70-5 9
5 3-n-Butylthiolane, S,S-dioxide 176 C8H1602S 071053-05-9 9

Abundance Scan 2557 (17.127 min): BF100833.D (-2551) (-) m/z 55.00 100.00%
55.0
5000
4123 LUNLI LILANL N N N L O
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100833.D

Acq On : 22 Nov 2017 19:54

Operator : SJ/JU

Sample - 16558-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.08 6.3 ng 156402 1 6.86 497457 20.0
unknown6 .63 6.63 73.2 ng 1820380 1 6.86 497457 20.0
Camphor 7.89 5.2 ng 187205 2 8.14 726075 20.0
Benzothiazole 8.42 4.7 ng 169059 2 8.14 726075 20.0
Glycerol 1,2-diac... 8.90 2.4 ng 88741 2 8.14 726075 20.0
unknown10.43 10.43 2.9 ng 124718 3 9.90 867046 20.0
unknown10.79 10.79 2.1 ng 86487 4 11.39 810866 20.0
Azulene, 1,4-dime... 10.99 3.7 ng 149251 4 11.39 810866 20.0
n-Hexadecanoic acid 11.90 4.9 ng 200465 4 11.39 810866 20.0
Benzenesulfonanilide 12.36 2.0 ng 82214 4 11.39 810866 20.0
Octadecanoic acid 12.69 5.0 ng 202737 4 11.39 810866 20.0
Trifluoroacetoxy ... 13.85 4.3 ng 133918 5 14.02 617362 20.0
Supraene 14.86 2.6 ng 69766 6 15.49 531309 20.0
Octacosane 15.94 2.1 ng 55692 6 15.49 531309 20.0
Heneicosane 16.44 2.2 ng 58003 6 15.49 531309 20.0
unknownl17.13 17.13 4.3 ng 113234 6 15.49 531309 20.0
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