LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

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: CENTROID

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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

1.344 38 40 43 rBV 4283556 5017158 100.00% 23.107%
1.470 48 51 60 rvB2 102229 197824 3.94% 0.911%
66 69 rvB 55691 67720 1.35% 0.312%
1.801 78 80 103 rVB 232685 418436 8.34% 1.927%
4._.956 354 356 363 rVB 134440 156643 3.12% 0.721%

abrwNPE
=
()]
N
=
()]
N

5.482 400 402 405 rvB 919886 948834 18.91% 4_370%
6.750 511 513 516 rBV 691248 992174 19.78% 4_570%
526 529 rVB 1067137 1039604 20.72% 4.788%
7.196 549 552 554 rBV 294500 360753 7.19% 1.661%
7.379 565 568 570 rBvV 890880 814180 16.23% 3.750%

(@R {cNec R NNe))
(0}
(00}
O
©
a1
N
N

11 7.882 610 612 615 rBvV 617592 541692 10.80% 2.495%
12 8.773 687 690 691 rBvV 315913 425884 8.49% 1.961%
13 10.111 805 807 810 rBV 960696 1014304 20.22% 4.671%
14 10.934 877 879 882 rBV 376588 481273 9.59% 2.217%
15 11.608 936 938 941 rvB2 34119 50348 1.00% 0.232%

16 11.916 962 965 968 rBV 673805 710891 14.17% 3.274%
17 12.774 1038 1040 1042 rBV 518914 614512 12.25% 2.830%
18 12.808 1042 1043 1045 rVvVv 336590 245031 4._.88% 1.129%

19 12.865 1045 1048 1050 rVvB 77188 83490 1.66% 0.385%
20 13.402 1093 1095 1097 rBV 45173 50185 1.00% 0.231%
21 13.437 1097 1098 1100 rVB 58508 56552 1.13% 0.260%
22 13.539 1105 1107 1108 rBV 78027 92167 1.84% 0.424%
23 13.780 1126 1128 1133 rBV3 33520 56574 1.13% 0.261%
24 14.282 1169 1172 1174 rBV 547244 551570 10.99% 2.540%
25 14.362 1176 1179 1181 rVB 50575 61173 1.22% 0.282%

26 14.557 1193 1196 1198 rBV 497065 562477 11.21% 2.591%
27 14.774 1212 1215 1217 rBV 1211488 1220476 24.33% 5.621%

28 14.842 1217 1221 1223 rVV2 32511 56042 1.12% 0.258%
29 14.980 1231 1233 1235 rVB 60156 63448 1.26% 0.292%
30 15.105 1242 1244 1246 rBV 54164 64068 1.28% 0.295%
31 15.540 1279 1282 1285 rVV3 61440 85268 1.70% 0.393%
32 15.608 1285 1288 1292 rVV2 36439 58230 1.16% 0.268%
33 15.791 1302 1304 1307 rVV3 39569 67103 1.34% 0.309%

34 15.951 1316 1318 1323 rBV2 81184 139352 2.78% 0.642%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

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: CENTROID

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 16.065 1325 1328 1330 rVVvV2 553378 995362 19.84% 4 _.584%

36 16.100 1330 1331 1333 rVV 195059 236325 4.71% 1.088%

37 16.385 1354 1356 1360 rVB4 23013 51550 1.03% 0.237%
38 16.500 1362 1366 1368 rBv4 22254 56048 1.12% 0.258%
39 16.580 1371 1373 1375 rVB 40852 65085 1.30% 0.300%

40 16.751 1385 1388 1391 rBV2 93617 174735 3.48% 0.805%

41 17.403 1442 1445 1450 rBV 215955 498819 9.94% 2.297%
42 17.517 1453 1455 1458 rVB 39976 68026 1.36% 0.313%
43 17.734 1471 1474 1477 rBV 134729 182091 3.63% 0.839%
44 17.791 1477 1479 1482 rBVY 200034 259712 5.18% 1.196%
45 17.860 1482 1485 1487 rBVY 503127 684957 13.65% 3.155%

46 18.020 1497 1499 1505 rBV7 20669 63252 1.26% 0.291%
47 18.409 1531 1533 1536 rBV4 20282 52538 1.05% 0.242%
48 18.706 1555 1559 1569 rVB6 85392 394327 7.86% 1.816%
49 18.991 1581 1584 1590 rVB5 51511 123308 2.46% 0.568%
50 19.129 1593 1596 1601 rVB3 24563 55160 1.10% 0.254%

51 19.277 1607 1609 1615 rVB2 93532 198609 3.96% 0.915%
52 19.689 1642 1645 1652 rVB 77646 187458 3.74% 0.863%

Sum of corrected areas: 21712798
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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:\HPCHEMI\BNA F\DATA\BF030915\

BFO77648.D

9 Mar 2015 20:01

TP/1Z

G1453-01

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl.34 Concentration Rank 1

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

1.34 278.15 ng 5017160 1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CI0 100244-09-5 9

Abundance Scan 40 (1.344 min): BFO77648.D (-38) (-) m/z 73.10 100.00%
3
43
5000
89
rrrrrryrTTTTyT T T T T
55 1.00 1.20 1.40 1.60
O e L L 88 e L m/z 43.05 53.56%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 NSRS SSABE AR SR
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 30.72%
0 2@ | ‘ 33\‘ | 48 ‘5\7 |
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 100 120 140 160
5000 m/z 41.05 10.89%
27
59 74
e S L L UL LI S S SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2101: Propane, 2-methoxy-2-methy!l- R e R
7B 1.00 1.20 1.40 1.60
m/z 45.10 8.48%
5000
41 57
29
0 1\5 M‘ \“‘\ 50 H‘ |
L SRR SR SIS LA UL SR SUELLELN FUL LS S ENSEBE SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

1.64 3.75 ng 67720 1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 (Aminomethvl)cvclopropane 71 C4HON 002516-47-4 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 66 (1.641 min): BFO77648.D (-64) (-) m/z 73.10 100.00%
3
5000 43
55 87 e —
39 1.40 1.60 1.80 2.00
49 59 7
Obrrprereprrrrrrrrrpereegrer bt et e bbb || M7z 43.10 36 96%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 IS S S
43 1.40 1.60 1.80 2.00
55 87 m/z 55.05 25.53%
0 ?? 33 39 50 ‘ 59 69| 80
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30 43
1.40 1.60 1.80 2.00
5000 m/z 87.10 21.19%
71
1518 o 4y O 4750 %O 68
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #720: N-Ethylformamide s .I,\. T
30 1.40 1.60 1.80 2.00
73 m/z 41.05 11.32%
5000
44 58
S N AT
LA LA LAy By s ) s s s ks s s dd ol Bl ko A IR L R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.96 8.68 ng 156643 1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 356 (4.956 min): BFO77648.D (-354) (-) m/z 43.10 100.00%
a3
59
5000
101 AR SN SRR
51| 83 | 4.60 4.80 5.00 5.20
MM S m/z 59.10 53.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA R R L
59 460 480 500 520
m/z 101.10 18.97%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 15.40%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4036: BUtyl aldoxime, 3—methy|—, syn- LI L L L L L L B
59 4.60 4.80 5.00 5.20
m/z 41.10 8.88%
41
5000
86
0"'v"'v"w"'wll“?}”“i'“??“"l“l'l“'}e%"v"'v"'w"w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.90 Concentration Rank 2

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

6.90 57.64 ng 1039600 1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 526 (6.899 min): BF077648.D (-524) (-) m/z 132.00 100.00%
132
5000 68
96 IR LA S LR
40 5y -8 06 6.60 6.80 7.00 7.20
01 e B m/z 68.10 43.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR L S R
6.60 6.80 7.00 7.20
31 51 m/z 134.00 32.66%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
660 680 7.00 7.20
5000 m/z 66.10 27 .07%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! AR ./.\, )
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 17.06%
5000 og 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SNSRI § Y A
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4-Methoxybenzhydrazide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.61 2.09 ng 50348 Acenaphthene-d10 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methoxvbenzhvdrazide 166 C8H10N202 003290-99-1 64
2 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 59
3 2-Nitrobenzaldoxime 166 C7H6N203 006635-41-2 59
N-(2-Ethvl-3-hvdroxv-6-methvl-4-__.. 314 C19H26N202 1000260-99-4 50
5 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 42
Abundance Scan 938 (11.608 min): BF077648.D (-936) (-) m/z 135.10 100.00%
5000
107 166 ,....,....,....,..KH,..
41 57 o1’ | 1 11.20 11.40 11.60 11.80 12.00
SN m/z 166.10 16.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33595: 4-Methoxybenzhydrazide
135
5000 UL BRI SR SURIRR B
77 11.20 11.40 11.60 11.80 12.00
107 166 m/z 107.00 16.04%
on.inﬁ%J”.w”wﬂ”.” NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135
1120 11.40 11,60 11.80 12.00
5000 m/z 165.05 14.92%
107
41 57 74 91 161 188206 231247 281 300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33557: 2-Nitrobenzaldoxime
135 11.20 11.40 11.60 11.80 12.00
m/z 136.10 11.49%
5000 o5
91
39 166
oL16 119
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11/20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.54 3.00 ng 92167 Phenanthrene-d10 12.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
2 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 25
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 25
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 25
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 22

Abundance Scan 1107 (13.539 min): BF077648.D (-1105) (-) m/z 190.10 100.00%
5000
13.20 13.40 13.60 13.80
01 m/z 189.10 89.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 BB SARRUVARAS
o4 13.20 13.40 13.60 13.80
m/z 192.10 53.62%
ol 27 3950 63 8 | 110122 137 150 163 178 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
192
13.20 13.40 13.60 13.80
5000 m/z 191.10 42 .81%
96 165
28 39 51 63 83 115 126 139 152 176
mz-> 20 40 60 80 100 120 140 160 180
Abundance #50622: Phenanthrene, 4-methyl-
192 13.20 13.40 13.60 13.80
m/z 94.60 21.50%
5000
40 95 165
. 50 63 8 125 139152 | [
m/z--> 20 40 60 80 100 120 140 160 180 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Octadecanol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.95 2.80 ng 139352 Chrysene-di12 16.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Octadecanol

270 C18H380

2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302
n-octadecy... 366 C20H37F302
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302

3 Trifluoroacetic acid.

000112-92-5 93
074339-54-1 87
079392-43-1 87
005454-48-8 83
074339-53-0 83

Abundance Scan 1318 (15.951 min): BF077648.D (-1316) (-) m/z 57.10 100.00%
g7 83
43 97
5000
178 R e EEaE L
202 217 15.60 15.80 16.00 16.20
01 m/z 55.10 88.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100814: 1-Octadecanol
55 g9 83
4 97
5000 LA L L L L L LB L L B

125
139

2 Ll

153167 182 196009 224 252

15.60 15.80 16.00 16.20

m/z 83.10 82.12%

Ol el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
83 A mma s
97 15.60 15.80 16.00 16.20
5000 f m/z 43.10 78.09%
29 111
125
0 139153167181 196 224
o e AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester T
43 57 15.60 15.80 16.00 16.20
m/z 97.10 75.17%
5000 83
15 97
111
o I ‘ \\ M L ° 139154 168 183105 210224 252
P B e R BRE R A mma s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Dodecane, 1-fluoro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.75 3.51 ng 174735 Chrysene-di12 16.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 50
2 3-t-Pentvilcvclopentanone 154 C10H180 1000114-66-3 38
3 Heptane. 3-(bromomethvl)- 192 C8H17Br 018908-66-2 38
4 1-Nonadecene 266 C19H38 018435-45-5 38
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 35
Abundance Scan 1388 (16.751 min): BF077648.D (-1385) (-) m/z 57.10 100.00%

i

5000
265 R A e e o
137151 167 187203 228 16.40 16.60 16.80 17.00
o] m/z 71.10 85.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48016: Dodecane, 1-fluoro-
57
5000 71 LA L L L L L LB L L B
16.40 16.60 16.80 17.00
85 m/z 55.10 67.25%
0 Ll \ ||, | 11125140 159 188
R R ..”,”.W.H.P.”,”.q.”...” R R RRRERRRERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
71
R A e e o
55 16.40 16.60 16.80 17.00
5000 m/z 69.10 49.63%
41
27 154
o 97 125139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50801: Heptane, 3-(bromomethy!)- R e EEaE L
57 16.40 16.60 16.80 17.00
m/z 43.10 46.61%
41
5000 1

%

[ \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16. 40 16. 60 16. 80 17. 00

2
)| e 8 s 163 194

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.71 11.51 ng 394327 Perylene-di12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 64
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 64
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 64
4 1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 59
5 Tridecane, 4-cyclohexyl- 266 C19H38 013151-89-8 52

Abundance Scan 1559 (18.706 min): BF077648.D (-1555) (-) m/z 57.10 100.00%

g7

:

5000

18.40 18.60 18.80 19.00
m/z 71.10 62.05%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93396: Ethanol, 2-(tetradecyloxy)-

57

:

18.I4O 18!60 18!80 19.IOO
m/z 43.10 57.56%

5000 4

168 196 997

127 157 258

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 WA/\/\\M,
Abundance
57
AU AU
18.40 18.60 18.80 19.00
5000 85 m/z 97.10 51.26%
41
111

127 155 196 224 255 5gq

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester R e B ma e
43 18.40 18.60 18.80 19.00

m/z 85.10 49.65%

5000

%

L

0 154 183 224 252
e , , , ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077648.D

Aca On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample : G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl18.99 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.99 3.60 ng 123308 Perylene-d12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-cvclohexviltetradec... 274 C20H34 055255-70-4 46
2 3-Methvl-2-thioxo-1.2-dihvdro-3H... 191 C9H9N3S 121361-81-7 14
3 Spirol4-oxatricvclol5.3.0.0(2.6)... 276 C18H2802 1000156-82-9 14
4 3-Methvlthio-2-auinoxalinamine 191 C9HON3S 090349-86-3 14
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 10
Abundance Scan 1584 (18.991 min): BF077648.D (-1581) (-) m/z 131.00 100.00%
131 191
5000 %
69
41 284
163 207 267 LA PR SN SRR B
239 305 18.60 18.80 19.00 19.20 19.40
0 m/z 191.15 82.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #103117: Anthracene, 9-cyclohexyltetradecahydro-
95 191
41
67
5000 AR LR UL U B
18. 60 18 80 19. oo 19. 20 19. 40
135 74 m/z 95.10 54 _.15%
o 1 150 175 217233 258
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
191
18/60 18.80 19.00 19,20 19.40
5000 129 1sg m/z 81.10 38.49Y%

?

30 50 /7 103

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104228: Spiro[4-oxatricyclo[5.3.0.0(2,6)]decan-3-one-5,2'... I RREEEEEES T
191 18.60 18.80 19.00 19.20 19.40

m/z 69.10 37.74%
5000
123
67
M { 04 140165 208 233 276

WP T TR TPt O = - A N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 60 18 80 19. OO 19. 20 19. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030915\
Data File : BF077648.D

Acq On : 9 Mar 2015 20:01

Operator : TP/1Z

Sample - G1453-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl .34 1.34 278.1 ng 5017160 1 7.19 360753 20.0
Butane, 2-methoxy... 1.64 3.8 ng 67720 1 7.19 360753 20.0
2-Pentanone, 4-hy... 4.96 8.7 ng 156643 1 7.19 360753 20.0
unknown6 .90 6.90 57.6 ng 1039600 1 7.19 360753 20.0
4-Methoxybenzhydr... 11.61 2.1 ng 50348 3 10.94 481273 20.0
4H-Cyclopenta[def... 13.54 3.0 ng 92167 4 12.78 614512 20.0
1-Octadecanol 15.95 2.8 ng 139352 5 16.07 995362 20.0
Dodecane, 1-fluoro- 16.75 3.5 ng 174735 5 16.07 995362 20.0
Ethanol, 2-(tetra... 18.71 11.5 ng 394327 6 17.87 684957 20.0
unknown18.99 18.99 3.6 ng 123308 6 17.87 684957 20.0
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