LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103456.D

Aca On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample : J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.098 509 512 518 rBV 30950 51516 1.85% 0.188%
2 5.498 576 580 606 rBY 1203596 2071988 74.28% 7.578%
3 6.510 749 752 771 rBV 1442314 2315376 83.01% 8.468%
4 6.645 771 775 786 rVV 2055972 2224460 79.75% 8.135%
5 6.722 786 788 795 rVB2 16429 37269 1.34% 0.136%
6 6.869 810 813 836 rVB 748779 828414 29.70% 3.030%
7 7.028 836 840 855 rBVY 1490911 1615865 57.93% 5.910%
8 7.440 906 910 934 rBVY 1107416 1495891 53.63% 5.471%
9 8.157 1028 1032 1050 rBV 878341 1196763 42.91% 4_.377%
10 8.510 1087 1092 1097 rBV3 24257 47595 1.71% 0.174%
11 9.028 1177 1180 1182 rBV 51545 43029 1.54% 0.157%

12 9.092 1188 1191 1200 rVB 263867 247215 8.86% 0.904%
13 9.228 1207 1214 1223 rBV 2644831 2789308 100.00% 10.201%

14 9.398 1240 1243 1252 rBV2 33081 58984 2.11% 0.216%
15 9.704 1291 1295 1301 rVB2 42403 48723 1.75% 0.178%
16 9.775 1304 1307 1312 rBV 43657 48301 1.73% 0.177%
17 9.822 1312 1315 1319 rVB2 29108 27968 1.00% 0.102%
18 9.910 1327 1330 1335 rBV2 1084321 1089393 39.06% 3.984%
19 10.298 1393 1396 1398 rBV 108521 86709 3.11% 0.317%
20 10.322 1398 1400 1403 rVB 88046 69719 2.50% 0.255%
21 10.710 1462 1466 1474 rBV 1169189 1328685 47.63% 4 _859%
22 10.798 1479 1481 1487 rVB4 55574 71411 2.56% 0.261%
23 10.904 1496 1499 1504 rVB3 46092 41031 1.47% 0.150%
24 11.245 1555 1557 1560 rBV 50450 45977 1.65% 0.168%
25 11.339 1570 1573 1577 rBV3 40364 39097 1.40% 0.143%

26 11.410 1581 1585 1587 rBV 894259 897096 32.16% 3.281%
27 11.433 1587 1589 1593 rVvVv 343747 324299 11.63% 1.186%

28 11.486 1596 1598 1601 rBV 58011 53107 1.90% 0.194%
29 11.551 1607 1609 1613 rVB 117267 96900 3.47% 0.354%
30 11.675 1628 1630 1632 rBV 60205 40241 1.44% 0.147%

31 11.916 1668 1671 1674 rVV2 267752 298317 10.70% 1.091%
32 11.951 1674 1677 1682 rVV 456805 407292 14.60% 1.490%
33 12.027 1686 1690 1692 rBV2 69001 80988 2.90% 0.296%
34 12.080 1697 1699 1702 rBV 64256 58711 2.10% 0.215%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103456.D

Aca On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample : J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.245 1724 1727 1731 rVB2 41607 47225 1.69% 0.173%
36 12.469 1761 1765 1768 rBV2 85043 93352 3.35% 0.341%
37 12.557 1776 1780 1784 rBV6 31117 48032 1.72% 0.176%
38 12.627 1788 1792 1800 rBV 537363 560082 20.08% 2.048%
39 12.704 1802 1805 1807 rBvV4 51960 48733 1.75% 0.178%

40 12.857 1825 1831 1837 rBV2 449632 647635 23.22% 2.369%

41 12.992 1850 1854 1857 rBV 1744502 1628095 58.37% 5.954%
42 13.198 1884 1889 1893 rVB2 226696 281742 10.10% 1.030%

43 13.251 1896 1898 1900 rBV 38540 36406 1.31% 0.133%
44 13.416 1924 1926 1929 rVB2 61808 58603 2.10% 0.214%
45 13.457 1930 1933 1936 rBV3 49163 48643 1.74% 0.178%

46 13.545 1945 1948 1951 rBV 185612 152906 5.48% 0.559%
47 13.810 1991 1993 1995 rBV2 38995 31920 1.14% 0.117%
48 13.869 2000 2003 2009 rBV3 460338 551464 19.77% 2.017%
49 14.010 2024 2027 2030 rBV 248651 204603 7.34% 0.748%
50 14.063 2031 2036 2039 rVV2 759384 958766 34.37% 3.506%

51 14.092 2039 2041 2046 rVB 219631 213358 7.65% 0.780%
52 14.192 2056 2058 2060 rBV 93747 64327 2.31% 0.235%
53 14.516 2109 2113 2119 rBV3 244992 414999 14.88% 1.518%
54 15.133 2215 2218 2220 rBV 171887 221939 7.96% 0.812%
55 15.515 2280 2283 2287 rBV 112716 141145 5.06% 0.516%

56 15.580 2290 2294 2308 rVB 412217 711814 25.52% 2.603%

Sum of corrected areas: 27343427
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030618\

BF103456.D

6 Mar 2018 15:24

SJ/Ju

J1792-03

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103456.D

Aca On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample : J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.65 53.70 ng 2224460 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 776 (6.651 min): BF103456.D (-771) (-) m/z 132.00 100.00%

132
5000 68

96 T e e o
40 54 J 640 6.60 6.80 7.00
w.ﬁf‘?.!ﬁ?‘?%l.5,..-.,....,....,.... m/z 68.00 38.39%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.40 6.60 6.80 7.00

- 78 m/z 134.00 33.15%
,..‘..H,:.H.,.:..,....,.‘...,.. e —
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57 132
R e s
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.76%
89 | 107 158 189
e o L o T S
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.40 6.60 6.80 7.00

m/z 69.00 14 _.15%

117
5000
39 51 oL
2! ‘ i ﬁ\s 7\7 “ 105 “\ u‘\

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6. 60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103456.D

Aca On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample : J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 Propanoic acid, 2-methyl-, ... Concentration Rank 6

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

9.09 4_.54 ng 247215 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 83
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
3 Propanoic acid. 2-methvl-, 1-(1.... 286 C16H3004 074381-40-1 50
4 Butanoic acid. 2-methvlpropvl ester 144 C8H1602 000539-90-2 40
5 6-Methyl-hept-2-en-4-ol 128 C8H160 083212-30-0 38

Abundance Scan 1191 (9.092 min): BF103456.D (-1188) (-) m/z 71.00 100.00%
7
43

5000

%

83
98

| | | 111 14310c 173 8.80 9.00 9.20 9.40

,....','.-..~.|,..'~.,..|..|,....,?2.5.‘.,..1.“3.5,....,.... e || M/z 43.00  80.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000 IIIIIIIIIIIIIIIIIIIII
56 8.80 9.00 9.20 9.40
m/z 56.00 32.44%
98
\‘m H Ll ‘ 11 143 173
R S L ot B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 8.80 9.00 9.20 9.40
5000 m/z 83.00 24 .91%
56

27 83 og
111 157 143 159 173185198 215 243

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

%

Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...

n 8.80 9.00 9.20 9.40

m/z 41.00 22 .36%
5000
43
56 | 83 o7 111 143 159 173 243
R B B R B B RS B i B BRI st

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9. OO 9. 20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103456.D

Aca On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample : J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 Phthalic acid, 2-ethylhexyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.55 2.16 ng 96900 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-ethvlhexvl prop... 320 C19H2804 1000309-00-2 78
2 Phthalic acid. isobutvl pent-2-e... 286 C17H1804 1000315-45-6 78
3 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 78
4 Phthalic acid. hexadecvl propvl ... 432 C27H4404 1000309-06-5 72
5 Phthalic acid, ethyl nonyl ester 320 C19H2804 1000308-93-5 72
Abundance Scan 1609 (11.551 min): BF103456.D (-1607) (-) m/z 148.95 100.00%
149
5000
57
41 100 1140 1160 1180
76 104 167 293 11.20 11.40 11.60 11.80
e b2 O 189205 S e W/z 57.00  28.73%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161306: Phthalic acid, 2-ethylhexy!l propy! ester
149
5000 R DR UL UL UL
11.20 11.40 11.60 11.80
m/z 41.00 12.98%
27 41 55 70 g4 104 101555 | 147 1?1 a8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
149
DAL SUNRUSE DL SR I
11.20 11.40 11.60 11.80
5000 m/z 104 .00 8.75%
65
= g2 1% 132 g 1gr 22 286
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148040: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester A {\. T
149 11.20 11.40 11.60 11.80

m/z 149.95 7.96%

5000

41
27| 5? L 76 104121135 | 167 205 223

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103456.D

Aca On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample : J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 Decane, 2,3,5-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.47 2.08 ng 93352 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 59
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 53
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 50
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 46
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 43
Abundance Scan 1765 (12.469 min): BF103456.D (-1761) (-) m/z 57.00 100.00%
57
43 71
5000
99 101 206 12:20 12.40 12,60 12.80
113 127 155 169 : : : :
138 18 m/z 43.00 59.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48894: Decane, 2,3,5-trimethyl-
57
43
71
5000 85 BRSNS SN BN B
12.20 12.40 12.60 12.80
m/z 71.00 58.71%
29 99 141
ST NS N - M N . E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
SR UL SN BN B
71 12.20 12.40 12.60 12.80
5000 43 85 m/z 85.00 40.79%
99 113 141
155 170
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester B e
57 12.20 12.40 12.60 12.80
m/z 41.00 23.39%
43 71
5000 85
29 113
'I”L'ﬂ“"MI”M'Iw”'??”ltl""ﬁ"'l"'W""I"”I SR UL SUNIA BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103456.D

Aca On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample : J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.20 5.88 ng 281742 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 1889 (13.198 min): BF103456.D (-1884) (-) m/z 57.00 100.00%
57
5000 85
113 12.80 13.00 13.20 13.40 13.60
141
S L Ny P 169195219 259281803 0 sz 43.00  59.76%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 AR SR B
nmnmmmmmmm
29 m/z 71.00 55.27%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance
57
12:80 13.00 13.20 13.40 13.60
5000 P m/z 85.00 39.84Y%
29
113 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo '
Abundance #141426: Heneicosane A EEEEmEEESS
57 12.80 13.00 13.20 13.40 13.60
m/z 41.00 23.99%
85
5000
29 113
BNy J | 141 169 197 225 253 296
m/z--> % 1m 1% 2& 2% 3& 3% ' nmnmmmmmmm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103456.D

Aca On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample : J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.55 3.19 ng 152906 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1949 (13.551 min): BF103456.D (-1945) (-) m/z 57.00 100.00%
57
5000
TR N 15120 1340 12,80 1380
— 108 2 261 m/z 71.00 61.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 R UL DU B
Bmmmmmnm
29 m/z 43.00 50.87%
113
‘ |y T 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 85.00 46 .35%
85
29
113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94344: Heptadecane LI L L L B L B
57 13.20 13.40 13.60 13.80
m/z 41.00 20.68%
5000 85
29
‘ | PR 1}3 i 1‘\11 s 169 197 240
m/z--> ﬁ4b&%mmm@ﬁmmmnmmm%w&ﬁﬁo 1nmmm%mmol
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103456.D

Aca On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample : J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 11.50 ng 551464 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 91
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
4 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 87
5 Cetene 224 C16H32 000629-73-2 83
Abundance Scan 2003 (13.869 min): BF103456.D (-2000) (-) m/z 57.00 100.00%
57
5000
139 13.60 13.80 14.00 14.20
168 196 243261 282300 n/z  43.00 73 34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81246: Cyclohexadecane
55 83
5000 SR AR SUNILA B SR
29 13.60 13.80 14.00 14.20
m/z 55.00 60.98%
“ i 139 157 106 224
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
8 '13.60 13.80 14.00 14.20
5000 mn 111 m/z 83.05 52.10%

139
167 196 224 553271589 307303
Wmﬂmmwﬁmrrﬁwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109268: Ethanol, 2-(tetradecyloxy)- AR EEEEEEEEE
13.60 13.80 14.00 14.20
m/z 71.00 49_49%

5000 4

168 196 9o7

127 152 258
e —
miz--> 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-BF022218_.M Wed Mar 07 13:18:10 2018 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103456.D

Aca On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample : J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.52 8.66 ng 414999 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 10-Heneicosene (c.t) 294 C21H42 095008-11-0 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 2114 (14.521 min): BF103456.D (-2109) (-) m/z 83.10 100.00%
a7
5000
3 139 202 231 258 14.20 14.40 14.60 14.80
Ay L1082 T T2ITA7815 34 m/z 57.00 96.86%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 Hi LR BN UL BN UL
14:20 14.40 14.60 14.80
m/z 97.10 95.24%
29 139
L J\ | ‘M , 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
1420 1440 14.60 14.80
5000 111 m/z 55.00 94 .08%
29
139 167 106 233 266 204 \rMM}N*,uNAWJ\wJu\~¢¢VVu/\J
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 e AREEEEEaSEE
3 14.20 14.40 14.60 14.80
m/z 69.00 83.84%
- i \MMM
29
J | | 1391‘1§7 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 14:20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030618\
Data File : BF103456.D

Acq On : 6 Mar 2018 15:24

Operator : SJ/JU

Sample - J1792-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .65 6.65 53.7 ng 2224460 1 6.87 828414 20.0
Propanoic acid, 2... 9.09 4.5 ng 247215 3 9.91 1089390 20.0
Phthalic acid, 2-... 11.55 2.2 ng 96900 4 11.41 897096 20.0
Decane, 2,3,5-tri... 12.47 2.1 ng 93352 4 11.41 897096 20.0
Octacosane 13.20 5.9 ng 281742 5 14.06 958766 20.0
Tetracosane 13.55 3.2 ng 152906 5 14.06 958766 20.0
Cyclohexadecane 13.87 11.5 ng 551464 5 14.06 958766 20.0
Behenic alcohol 14 .52 8.7 ng 414999 5 14.06 958766 20.0
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