LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080148.D

Acq On : 25 Jun 2015 1:10

Operator : TP/1Z

Sample : G2717-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 height area % max. total
1 5.533 211 214 216 rBvY 192601 258043 18.76% 2.082%
2 5.921 246 248 251 rBV 1036881 948548 68.95% 7 .655%
3 6.321 281 283 285 rBB 23127 19329 1.40% 0.156%
4 6.539 300 302 311 rBB 46819 52899 3.85% 0.427%
5 6.916 332 335 337 rBV 1255776 1051905 76.46% 8.489%
6 7.076 347 349 352 rBV 1106043 996215 72.41% 8.039%
7 7.316 367 370 372 rBB 266964 231493 16.83% 1.868%
8 7.476 382 384 386 rBY 786537 767339 55.77% 6.192%
9 7.864 416 418 421 rBV 593407 571571 41.55% 4.613%
10 8.607 481 483 485 rBVY 316516 305951 22.24% 2.469%
11 9.156 528 531 532 rvB 13799 15942 1.16% 0.129%
12 9.556 564 566 569 rBV 20303 26249 1.91% 0.212%
13 9.682 573 577 579 rBV 1590607 1318152 95.81% 10.638%
14 10.070 609 611 613 rBV 93953 90167 6.55% 0.728%
15 10.379 635 638 640 rBY 360036 354299 25.75% 2.859%
16 11.088 697 700 702 rBvV 43930 51949 3.78% 0.419%
17 11.168 704 707 709 rBY 851218 757926 55.09% 6.116%
18 11.259 713 715 719 rBvV2 9493 15722 1.14% 0.127%
19 11.876 767 769 773 rBV 411466 449053 32.64% 3.624%
20 11.956 773 776 777 rBV 17040 15562 1.13% 0.126%
21 12.391 811 814 816 rBV3 33097 39963 2.90% 0.323%
22 12.436 816 818 820 rVvv 152986 140755 10.23% 1.136%
23 12.516 823 825 829 rvB2 13727 25562 1.86% 0.206%
24 13.156 879 881 883 rvB 92234 95816 6.96% 0.773%

25 13.419 899 904 907 rBV 111180 151137 10.99% 1.220%

26 13.568 914 917 919 rBV 1093463 1375781 100.00% 11.103%

27 14.059 958 960 962 rBVvV2 7755 16366 1.19% 0.132%
28 14.105 962 964 967 rVB 34230 34856 2.53% 0.281%
29 14.619 1007 1009 1017 rBV2 173693 290254 21.10% 2.342%
30 14.791 1023 1024 1025 rBV 13944 15650 1.14% 0.126%
31 14.825 1025 1027 1029 rVV2 365683 500677 36.39% 4.040%
32 14.859 1029 1030 1032 rVB 51618 50482 3.67% 0.407%
33 15.442 1078 1081 1084 rBV2 50275 97055 7.05% 0.783%
34 16.162 1141 1144 1145 rBV 48439 78201 5.68% 0.631%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

3?22'6 i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.265 1151 1153 1155 rBV 36644 49451 3.59% 0.399%
36 16.540 1175 1177 1180 rVB 34818 52924 3.85% 0.427%
37 16.620 1181 1184 1186 rBV 38766 58560 4._.26% 0.473%
38 16.700 1188 1191 1193 rBV 285379 395285 28.73% 3.190%
39 17.317 1242 1245 1248 rBV 23279 48904 3.55% 0.395%
40 17.374 1248 1250 1256 rVB5 28621 84918 6.17% 0.685%
41 17.603 1268 1270 1280 rVB7 28427 99787 7.25% 0.805%
42 18.003 1302 1305 1308 rBV 42735 82042 5.96% 0.662%
43 18.163 1316 1319 1324 rVB2 25888 63751 4.63% 0.514%
44 18.540 1348 1352 1360 rVB2 44079 160552 11.67% 1.296%
45 19.088 1396 1400 1403 rBV 33915 84474 6.14% 0.682%

Sum of corrected areas: 12391517
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

ﬁ?ggle i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080148.D

1400000
6.92

1200000 708
5.92

1000000

800000 7.48

600000 7.86

400000
732 8.61

200000 5.53

632654 9.16

e NS L e L T L

T T
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF080148.D
9(68

A
T T T

1400000
1200000 13.57

1000000
11.17
800000

600000

11.88 14.83
400000 10.38

200000 12.44

10.07
4%&26 96 }3&252

9.5 A 11.

oA e e e

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF080148.D

1400000

1200000

1000000

800000

600000

400000

200000}

11B3717.60 18.0( 16 18.54 19.09

o T T T T T T ]

I
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

ﬁ?ggle i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.53 22.29 ng 258043 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 214 (5.533 min): BF080148.D (-211) (-) m/z 43.10 100.00%
43
59
5000
i 520 s 50 Sk |
...,....,....,..3.6.-,'.-...,??.'.,....,....,??..,...:,|....,. m/z 59.10 57.75%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I I
59 520 540 560 580
m/z 101.10 20.52%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
31 AR L U
5.20 540 5.60 5.80
5000 41 m/z 58.10 15.25%
73
15 47 53 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— L L L L L B
43 5.20 5.40 5.60 5.80
m/z 41.10 8.71%
5000
101
15 97 " 71
IR R "|"le??"| 'l'é?"l' F?"'i"??l"qe'l'"'ﬁ""l' NI UL AN AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

ﬁ?ggle i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 6

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

6.54 4_.57 ng 52899 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 39
3 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 37
4 Triethylene glycol 150 C6H1404 000112-27-6 36
5 Ethane, 1,2-dimethoxy- 90 C4H1002 000110-71-4 28

Abundance Scan 302 (6.539 min): BF080148.D (-300) (-) m/z 45.10 100.00%
45
5000 59
| 75 89 620 640 6.60 680
e e e e e | m/Z 59.10  49.26%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #8975: Ethanol, 2-(2-methoxyethoxy)-
45
A
5000 59 LS AR AR RS B
6.20 6.40 6.60 6.80
29 m/z 58.10 22 .90%
75 90
'”I"”I"”MM'”I”'”I"”i"”l'ﬂ”l"”W"”l
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
31
SNBSS SR
6.20 6.40 6.60 6.80
5000 15 45 90 m/z 43.10 15.01%
59
26
LR FEL LN SR SRR SUNLEL L FURLALEL UL SURLELEL UL IURL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2203: Hydrazine, (2-methoxyethyl)-
45 6.20 6.40 6.60 6.80
m/z 89.10 13.24%
5000
90
26,50 40, 57 69 |
m/z--> 10 20 30 4 50 60 70 80 90 ' 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

ﬁ?ggle i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.08 Concentration Rank 1

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

7.08 86.07 ng 996215 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 349 (7.076 min): BF080148.D (-347) (-) m/z 132.10 100.00%
5000 68
0 54 || o 9|6 o 680 7.00 7.20 7.40
AN N A | N m/z 68.10 48.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 T A T
6.80 7.00 7.20 7.40
33 44 . 105 m/z 134.10 31.75%
---.---‘-.-‘-‘--GAQ-T‘--.0----‘.-“-1-1-5.-- I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 31.07%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R Rm Rt e s
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 18.92%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN £ VN | S
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080148.D

Acq On : 25 Jun 2015 1:10

Operator : TP/1Z

Sample - G2717-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.09 2.93 ng 51949 Acenaphthene-d10 10.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 38
3 _beta.-Benzilmonoxime 225 C14H11NO2 014090-77-8 38
4 Vinyl benzoate 148 C9H802 000769-78-8 38
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 38
Abundance Scan 700 (11.088 min): BF080148.D (-697) (-) m/z 105.10 100.00%
105
182
77
5000
51 R AR R AR RN
39 152 | 10.80 11.00 11.20 11.40
SN I o | R — m/z 182.10 70.37%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44109: Benzophenone
105
77 182 .
5000 LU BN BN B
10.80 11.00 11.20 11.40
51 m/z 77.10 57.75%
27 39 | 63 | 89 | 126139192165
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
10.80 11.00 11.20 11.40
5000 " m/z 51.10 18.97%
51
39 65 o1 | 117 133 iz agp
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72985: .beta.-Benzilmonoxime B R mama s L
105 10.80 11.00 11.20 11.40
m/z 181.10 14 .66%
5000 77
51
J 63 | 89 | 120 139152165 180 195 209 225
miz-> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

ﬁ?ggle i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1462 11.59 ng 200254  Chrysene-di2 14.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (B)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91

3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 87

5 Cyclopentadecane 210 C15H30 000295-48-7 87
Abundance Scan 1009 (14.619 min): BF080148.D (-1007) (-) m/z 57.10 100.00%
43
e
139153167 189005 234 14.20 14.40 14.60 14.80 15.00
i m/z 43.10 94 .52%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43
97
5000 LANLINLIL B L B L LB L B
- 14:20 14.40 14.60 14.80 15.00
125 m/z 55.10 91.03%
J | 139153167182106210224 252 280
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 5, 83 97
e
111 14.20 14.40 14.60 14.80 15.00
5000 m/z 83.10 86.38%
29 125
15 139154168182196210224238 266
wﬁmwwmmmwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecy! ester R R o e
7 g3 14.20 14.40 14.60 14.80 15.00
m/z 69.10 77.75%
5000
125
139153168 196 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

ﬁ?ggle i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.27 2.50 ng 49451 Perylene-d12 16.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 76
2 Pentacosane 352 C25H52 000629-99-2 64
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 64
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 64
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 1153 (16.265 min): BF080148.D (-1151) (-) m/z 57.10 100.00%
57
5000 //bv-mr-~j\\xwdxﬁmwwvf
3 127 148,183 207 227 247 268 16,00 16,20 16.40 16.60
m/z 71.10 65.73%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57
5000 85 AN SR BN U
16.00 16.20 16.40 16.60
m/z 43.10 60.53%
29 113
\‘ \ ‘\ H\ I H‘ { A 14\.1 ) 169 197 225 2§8
m/z--> éo 160 1éo 200 250 300 350
Abundance
57
16,00 16,20 16.40 16.60
5000 85 m/z 85.10 43.94%
113
29 141 169 194211 239 267 205 323 352 //NV/V\A/Axp~j\\va\wa\Paf
m/z--> éo 160 1éo 200 2éo 300 3éo
Abundance #123100: Pentadecane, 8-heptyl- Al EEma s B
57 16.00 16.20 16.40 16.60
m/z 55.10 23.99%
5000 85
29 113 210
.‘.‘.,“.Ji ATt 169 1037 239 266 309
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

ﬁ?ggle i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.32 2.47 ng 48904 Perylene-di12 16.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 64
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 59
3 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 53
4 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 53
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 53
Abundance Scan 1245 (17.317 min): BF080148.D (-1242) (-) m/z 57.10 100.00%

g7

71

g

5000

113 e
997127143 167 187 211 245 e 17.00 17.20 17.40 17.60

231 m/z 71.10 72.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82611: Hexadecane, 3-methyl-
57
43
5000 71 LA L L L L L L B LN |

17.00 17.20 17.40 17.60
m/z 85.10 60.08%

‘ 99113127 155169183 2}1225240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

%

57
n R LA AR R BN

43 17.00 17.20 17.40 17.60
5000 m/z 43.10 55.71%

kK

99113
127 155169183 211225230 267281296
W@ﬁwﬁmmwwwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109917: Methoxyacetic acid, 2-tetradecy! ester B BEmma B B
43 57 17.00 17.20 17.40 17.60
- m/z 55.10 20.00%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 00 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

ﬁ?ggle i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.37 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.37 4_.30 ng 84918 Perylene-d12 16.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 49
2 E-7-Octadecene 252 C18H36 1000130-92-0 47
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 46
4 17-Pentatriacontene 491 C35H70 006971-40-0 46
5 11-Dodecen-2-one, 7,7-dimethyl- 210 C14H260 035194-22-0 27
Abundance Scan 1250 (17.374 min): BF080148.D (-1248) (-) m/z 57.10 100.00%

43 3 97

:

5000 123
149 231

167 190 211

17.00 17.20 17.40 17.60
m/z 83.10 91.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89782: 1-Octadecene
43

i

5000

17.00 17.20 17.40 17.60
m/z 43.10 88.63%

111

I 125140154168182196210224 233252
Al

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

i

43

69 LA L L L L L L L L L

83 o7 17.00 17.20 17.40 17.60
5000 m/z 97.10 85.88%

111

252

A

25
139154168182196210224
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #90869: 13-Tetradecen-1-ol acetate R EERE RS B
43 17.00 17.20 17.40 17.60
m/z 55.10 76.47%
57 83 97
5000
125
o 139153167 194208 224237 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. OO 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

ﬁ?ggle i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 2,4,5,5,8a-Pentamethyl-6,7,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.60 5.05 ng 99787 Perylene-d12 16.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 55
2 1-Cyclohexene, 1,3,3-trimethyl-2._._. 206 C14H220 1000197-08-4 43
3 (7a-l1sopropenyl-4,5-dimethylocta... 222 C15H260 1000187-02-9 32
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 22
5 1,2-Dithiolane-3-pentanoic acid 206 C8H1402S2 000062-46-4 20
Abundance Scan 1270 (17.603 min): BF080148.D (-1268) (-) m/z 191.15 100.00%
191
81
5
5000 55 109123 177
206 253 273 LRSI BN SRR DU B
221 17.20 17.40 17.60 17.80 18.00
m/z 81.10 65.84%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 R BRI SRR BN
17.20 17.40 17.60 17.80 18.00
m/z 95.10 51.69%
43 23136149
20 | a7 i UL e |
mz-> 20 45 éo 80 100 150 140 160 180 200 220 240 260 280
Abundance
191
17.20 17.40 17.60 17.80 18.00
5000 43 m/z 123.10 44 . 22%
123
107 136149 206
20 | 57 T 163176
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71014: (7a-Isopropenyl-4,5-dimethyloctahydroinden-4-ylyme... L e e e
191 17.20 17.40 17.60 17.80 18.00
95 m/z 109.10 43.84%
135
sooo| Al 81 109
122
2 148161175 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 20 17. 40 17. 60 17. 80 18. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

ﬁ?ggle i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 _beta.-iso-Methyl ionone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.16 3.23 ng 63751 Perylene-d12 16.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 50
2 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 42
3 Anthracene, 9-[2,2-bis(Chydroxyme... 280 C19H2002 144000-85-1 38
4 1,1-Diphenyl-2-propynyl dimethyl... 279 C18H17NO2 010473-88-8 38
5 Cyclopropene, 3-bromo-1,2-diphenyl- 270 C15H11Br 029559-17-9 37
Abundance Scan 1319 (18.163 min): BF080148.D (-1316) (-) m/z 191.15 100.00%
1

5000

7231245 265 284 17.80 18.00 18.20 18.40
m/z 95.10 35.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60190: .beta.-iso-Methyl ionone
191

5000{ 28 B I
17. 80 18 00 18. 20 18.40

43 95 135 163 m/z 123.10 31.01%
‘ 69 F h 149

176 | 206
,”.q”.W.HW.H.P”.P.”P.”,””,”..”..”...”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
A M
17.80 18.00 18.20 18.40
5000 43 m/z 55.10 25.28%
123
149
91 107 206
29 | 57 17 163176
Tmmwmﬁwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106334: Anthracene, 9-[2,2-bis(hydroxymethyl)-1-propyl]- R R RREEEEa
191 17.80 18.00 18.20 18.40
m/z 81.10 22 .57%
5000

: 215 231 248262 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18. 40

280
31 57 71 87 108 126 151165
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062415\

Data File : BF080148.D

Acq On = 25 Jun 2015 1:10

Operator : TP/1Z

3?22'6 i G2717-03 AC-UNDERCUT(0-2)-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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]
2-Pentanone, 4-hy... 5.53 22.3 ng 258043 1 7.32 231493 20.0
Ethanol, 2-(2-met... 6.54 4.6 ng 52899 1 7.32 231493 20.0
unknown7 .08 7.08 86.1 ng 996215 1 7.32 231493 20.0
Benzophenone 11.09 2.9 ng 51949 3 10.38 354299 20.0
3-Eicosene, (E)- 14.62 11.6 ng 290254 5 14.83 500677 20.0
Nonadecane 16.27 2.5 ng 49451 6 16.70 395285 20.0
Hexadecane, 3-met... 17.32 2.5 ng 48904 6 16.70 395285 20.0
unknownl17.37 17.37 4.3 ng 84918 6 16.70 395285 20.0
2,4,5,5,8a-Pentam... 17.60 5.0 ng 99787 6 16.70 395285 20.0
-beta.-iso-Methyl... 18.16 3.2 ng 63751 6 16.70 395285 20.0
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