LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 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-BF041717 .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 2.696 125 129 137 rBvY 143178 163465 2.27% 0.498%
2 3.378 236 245 247 rBVY 4191834 6997643 97.20% 21.325%
3 3.943 329 341 343 rBVY 3203847 7199181 100.00% 21.939%
4 5.378 582 585 596 rBV 365410 430675 5.98% 1.312%
5 5.760 646 650 654 rBV 705740 613577 8.52% 1.870%
6 5.937 675 680 683 rBY 2236731 2061982 28.64% 6.284%
7 6.131 710 713 719 rBV 149507 140766 1.96% 0.429%
8 6.407 755 760 763 rBVY 1538922 1601290 22.24% 4 .880%
9 7.254 900 904 907 rBV 947320 826463 11.48% 2.519%
10 8.578 1124 1129 1132 rBV 2977299 2921951 40.59% 8.905%

11 9.078 1210 1214 1218 rBV 342099 336444 4.67% 1.025%
12 9.383 1260 1266 1271 rBV2 865516 932993 12.96% 2.843%

13 9.983 1364 1368 1372 rBV 84039 73773 1.02% 0.225%
14 10.360 1427 1432 1438 rBv4 62278 89851 1.25% 0.274%
15 10.566 1464 1467 1469 rBV 100813 103110 1.43% 0.314%
16 11.119 1558 1561 1565 rBV 82403 80120 1.11% 0.244%
17 11.207 1571 1576 1579 rBV 838312 858690 11.93% 2.617%
18 11.230 1579 1580 1585 rVB 97429 73027 1.01% 0.223%
19 11.648 1648 1651 1655 rVB 80939 72685 1.01% 0.222%

20 11.713 1658 1662 1670 rVB 166076 167628 2.33% 0.511%

21 11.960 1700 1704 1707 rBV 1030786 959855 13.33% 2.925%
22 12.042 1715 1718 1726 rVB 233401 236962 3.29% 0.722%
23 12.224 1746 1749 1760 rVB 75714 103724 1.44% 0.316%
24 12.424 1780 1783 1789 rBV 141874 145766 2.02% 0.444%
25 12.695 1824 1829 1834 rBV 100442 115212 1.60% 0.351%

26 12.966 1872 1875 1880 rVB 101697 107162 1.49% 0.327%
27 13.183 1907 1912 1916 rBV 2326245 2711809 37.67% 8.264%
28 14.348 2106 2110 2118 rBV4 151662 268367 3.73% 0.818%
29 14.454 2123 2128 2131 rBV 697119 818731 11.37% 2.495%
30 15.136 2241 2244 2250 rVB2 67981 101405 1.41% 0.309%

31 15.454 2295 2298 2302 rBV 167411 191699 2.66% 0.584%
32 15.571 2315 2318 2322 rVB2 91337 103246 1.43% 0.315%
33 15.848 2363 2365 2373 rBV 76310 96144 1.34% 0.293%
34 16.077 2400 2404 2411 rBV 665000 749614 10.41% 2.284%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.195 2421 2424 2428 rVB 83235 96246 1.34% 0.293%

36 16.571 2485 2488 2493 rVB 100718 132143 1.84% 0.403%
37 17.001 2558 2561 2566 rVB 89723 130514 1.81% 0.398%

Sum of corrected areas: 32813913
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Aor 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

: Z:\HPCHEMI\BNA F\METHODS\8270-BF041717 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF094567.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4-Penten-2-one, 4-methyl- Concentration Rank 6

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

2.70 5.33 ng 163465 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 2-Vinvlethvl acetate 114 C6H1002 001576-84-7 38
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 27
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 22

Abundance Scan 130 (2.702 min): BF094567.D (-125) (-) m/z 43.00 100.00%
43
5000
83
55 98 2.40 2.60 2.80 3.00
e Sy R m/z 83.00 12.73%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000 RSN SRR SN R
2.40 2.60 2.80 3.00
m/z 39.00 9.14%
27 33| 5055 63 6974 o o1 98
mz> 10 20 30 40 50 60 70 80 90 100
Abundance
43
2.40 2.60 2.80 3.00
5000 m/z 55.00 6.25%
54
27 73
15 38 61 84
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl- A ma e e  EEEae]
43 2.40 2.60 2.80 3.00
m/z 41.00 4.78%
5000
27
' s | 50 6167 77 83 %8
m/z--> 10 20 30 40 50 60 70 8 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

3.38 228.09 ng 6997640 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 245 (3.378 min): BF094567.D (-236) (-) m/z 83.10 100.00%
55 B
5000 43 98
e
3.00 3.20 3.40 3.60 3.80
...,....,....,...3?|,-':..‘.‘?'.|..-.?1..‘?7.,...77.,.:..,....,.... m/z 55.10 89.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 I RS R
29 98 3.00 3.20 3.40 3.60 3.80
m/z 98.10 36.53%
‘ ‘ 37‘ Ly \ ‘ ! 61 67 7 ! 89 .
miz--> L % 3% 4o 5'0 60 70 80 90 100
Abundance
83
55 300 320 340 3.60 3.80
5000 43 m/z 43.05 36.25%
98
29
23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- et e e
5 83 3.00 3.20 3.40 3.60 3.80
m/z 39.10 26 .43%
41
5000 7 o8
15 ‘ 69
SN N YR30 Y S N ) PR | NN
m/z--> 10 20 30 40 50 60 70 80 90 100 300 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

3.94 234.66 ng 7199180 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 9

Abundance Scan 341 (3.943 min): BF094567.D (-329) (-) m/z 43.05 100.00%
43
59
5000
s 50 350 abo ko
83 : : : :
..,....,.?ﬁ‘.',':...?.l.~:.|,...‘??....,.'...,...:,....,....,....,....,...., m/z 59.10 60.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SN RS R
%9 3.60 3.80 400 420
m/z 101.10 22.10%
31 101
"w'”ﬂ'“T““|“‘w'“w'“'fi'ga'$'“w'“l“”l“'WH'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 3.80 400 420
5000 M m/z 58.10 15.86%
68
50 126 142
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one LA L L L L L
43 3.60 3.80 4.00 4.20
m/z 41.10 9.82%
5000
55
20 36, | 62 71 8 98
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 360 3.80 400 420
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 8

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

6.13 4_.59 ng 140766 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 2-Cvclohexen-1-one. 6-(l1-hvdroxv... 168 C10H1602 087791-00-2 74
3 2-Cvclohexen-1-one. 3.5-dimethvl- 124 C8H120 001123-09-7 53
4 1H-Pvrazole. l-methvl- 82 C4H6N2 000930-36-9 47
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 47

Abundance Scan 713 (6.131 min): BF094567.D (-710) (-) m/z 82.00 100.00%
8p
5000
39 54 110
67 5.80 6.00 6.20 6.40
gl b e e b e || M7z 110.10  38.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5847: 2-Cyclohexen-1-one, 3-methyl-
82
N
5000 L UL LR I IR
39 54 110 580 6.00 6.20 6.40
‘ ‘ m/z 54.00 30.90%
27 67
'W””P”M””P”WLMPJW””H”Wgﬁ'”W””P”W””P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82
580 6.00 620 640
5000 43 110 m/z 39.10 30.22%
54
27
67 95 122 135 150
mmmﬁrmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10551: 2-Cyclohexen-1-one, 3,5-dimethyl-
8 5.80 6.00 6.20 6.40
m/z 53.00 9.35%
5000
39
- o4 124
15 | ‘ L, 67 1 95 199 A
m/z--> 10 20 30 45 50 60 70 85 90 100 110 120 130 140 150 580 6.00 620 640

8270-BF041717 .M Mon Apr 24 01:25:41 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.36 2.09 ng 89851 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 039029-41-9 76
2 _aamma.-Muurolene 204 C15H24 030021-74-0 68
3 .tau.-Muurolol 222 C15H260 019912-62-0 43
4 Copaene 204 C15H24 003856-25-5 35
5 4,8,12,16-0Octadecatetraen-1-ol, ... 318 C22H380 1000142-00-0 27

Abundance Scan 1432 (10.360 min): BF094567.D (-1427) (-) m/z 43.05 100.00%

95

5000
204

182 10.00 10.20 10.40 10.60
m/z 95.05 85.18%

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

Abundance #64553: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-methyl-...
161
5000
105 20 10.00 10.20 10.40 10.60
" 91 e 4 m/z 121.10 67.43%
L E Y m Gl T e |
m/z--> 20 40 60 10 120 140 160 180 200 220
Abundance
161
93 10.00 10.20 10.40 10.60
5000 i 105 119 m/z 161.10 63.28%
79
55 ¢ 133 204
27 148 | 475 189
B LN e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79391: .tau.-Muurolol
43 10.00 10.20 10.40 10.60
m/z 71.10 51.58%
161
5000 95
121 204
134 189
M \\\ o TN | A 1 L
m/z--> 20 40 1 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.57 2.40 ng 103110 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane 310 C22H46 000629-97-0 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1468 (10.572 min): BF094567.D (-1464) (-) m/z 57.05 100.00%
57
5000 85
113 10.20 10.40 10.60 10.80
155
...-.\,-.-!.-'.-',."."..,'..1?:?,.... e | m/Z  43.10 62.33%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 NSRS U
85 10.20 10.40 10.60 10.80
m/z 71.05 58.80%
290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 85.05 40.69%
85
29
113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 10.20 10.40 10.60 10.80
m/z 41.10 28.63%
85
5000
29 113
[ Ly 77,141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,2-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.71 3.90 ng 167628 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 278 C16H2204 017851-53-5 90
2 Phthalic acid. butvl hexvl ester 306 C18H2604 1000308-99-5 83
3 Phthalic acid. butvl 2-ethvlbutv... 306 C18H2604 1000356-89-0 78
4 Phthalic acid. butvl hept-4-vl e... 320 C19H2804 1000356-78-4 78
5 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 78
Abundance Scan 1662 (11.713 min): BF094567.D (-1658) (-) m/z 149.00 100.00%
149
5000
e
41 57 7 104 11.40 11.60 11.80 12.00
e 8T A0S A e M/Z 150.00  9.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125900: 1,2-Benzenedicarboxylic acid, butyl 2-methylpropy...
149
5000
11.40 11.60 11.80 12.00
m/z 57.05 8.22%
s R a8 10 115 180 140 15 200 26 240 280 P40 W6
Abundance
149
11140 11.60 11.80 12,00
5000 m/z 41.05 7.71%
26 41 56 76 104121 167 205223 251 306
mwwmwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149588: Phthalic acid, butyl 2-ethylbutyl ester EEEEEEE B s e e e S
149 11.40 11.60 11.80 12.00
m/z 104 .00 6.33%
5000
27 43 6984 104121 | 167 205 2%3 251 R
miz-> 20 40 eb éo 160 120 140 160 180 260 220 240 260 280 300 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phthalic acid, butyl hex-3-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.04 5.52 ng 236962 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. butvl hex-3-vl ester 306 C18H2604 1000356-95-5 90
2 Dibutvl phthalate 278 C16H2204 000084-74-2 90
3 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 83
4 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 83
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 83
Abundance Scan 1718 (12.042 min): BF094567.D (-1715) (-) m/z 149.00 100.00%
149
5000
43 76 o 104 293 11.80 12.00 12.20 12.40
b LT ARLISS | A A A | M/Z 150.00  9.42%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149554: Phthalic acid, butyl hex-3-y!| ester
149
5000
11.80 12.00 12.20 12.40
m/z 43.05 7.02%
20 43 57 76 104121135 | 167 295 223
miz-> 20 Jo 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
149
' 11.80 12.00 12.20 12.40
5000 m/z 41.05 6.29%
56 76 91104 121935 167 205 223 278
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148040: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester LI B e
149 11.80 12.00 12.20 12.40
m/z 104 .00 4._.28%
5000
o7 4t % 76 104101935 | 167 205 223
miz-> 20 40 6|0 8|O 1(')0 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40

8270-BF041717 .M Mon Apr 24 01:25:46 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phthalic acid, isohexyl pro... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.22 2.42 ng 103724 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. isohexvl propvl e... 292 C17H2404 1000308-98-9 72
2 Phthalic acid. butvl 8-chlorooct... 368 C20H29CI104 1000356-85-9 72
3 Phthalic acid. dec-2-vl isobutvl... 362 C22H3404 1000356-93-8 72
4 Phthalic acid. isobutvl 2-pentvl... 292 C17H2404 1000315-48-6 72
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 72
Abundance Scan 1748 (12.219 min): BF094567.D (-1746) (-) m/z 149.00 100.00%
149
5000
43 76 104 212 12.00 12.20 12.40 12.60
ety bt 22 b b || M7z 43.10 10.63%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #137737: Phthalic acid, isohexy! propyl ester
149
5000 LN B SURBLL IS
12,00 12.20 12,40 12.60
m/z 41.05 8.28%
70 e B 0a g T e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149
' 12.00 12.20 12.40 12.60
5000 m/z 150.00 7.24%
41 69 104121 167 205223 295313 333
WWWWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #192004: Phthalic acid, dec-2-yl isobutyl ester
149 12.00 12.20 12.40 12.60
m/z 104.00 6.77%
5000
41 57 167 223
L] 76 104121 205 \
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60

8270-BF041717.M Mon Apr 24 01:25:47 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phthalic acid, cyclohexyl 2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.42 3.40 ng 145766 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. cvclohexvl 2-prop... 290 C17H2204 1000315-56-4 78
2 Phthalic acid. butvl hexvl ester 306 C18H2604 1000308-99-5 78
3 Phthalic acid. octvl propvl ester 320 C19H2804 1000309-10-8 78
4 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 78
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 78
Abundance Scan 1782 (12.419 min): BF094567.D (-1780) (-) m/z 149.00 100.00%
149

T

5000
41 12.20 12.40 12.60 12.80
57 76 104121 189206223
rrrrribet bt et o e || M/z 150.00  9.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #136180: Phthalic acid, cyclohexyl 2-propy! ester
149
5000
12.20 12.40 12.60 12.80
m/z 41.00 8.57%
167 209
39 55 76 104121 | 7] 11 231
R AR s B s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149
PP T T
12.20 12.40 12.60 12.80
5000 m/z 43.05 8.54%
26 41 57 76 104121 167 205223 251 306
TWWTWWTWWWWWTWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161246: Phthalic acid, octyl propy! ester R e EREmE
149 12.20 12.40 12.60 12.80
m/z 206.10 5.96%
5000
26 41 57 76 104137 | 173191209 261279 320
T T P T P T e T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80

8270-BF041717 .M Mon Apr 24 01:25:49 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14 .35 6.56 ng 268367 Chrysene-di12 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 2110 (14.348 min): BF094567.D (-2106) (-) m/z 57.10 100.00%

57

5000

irl3

14.00 14.20 14.40 14.60
m/z 43.10 96.91%

149168 190211 236

m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 8
5000 111 T LR B TTT T TT T[T

m/z 83.10 95 .35%

mmmmmmmm
|

29 139
L | \‘L | 167 195 222 250 280 308 336
b R S 222 250 280 RO S

m/z--> 50 100 150 200 250 300 350
Abundance
55 83
B
14.00 14.20 14.40 14.60
5000 11 m/z 55.05 85.95%
29 139
167 196 224 252 280 308
e T T AT aa oL Rt LA
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol A Ba T o
57 7 14.00 14.20 14.40 14.60
m/z 69.05 76.54%
5000
125
29
1 g L L1534181 209 236 264 292 320 350 378

m/z--> 50 100 150 200 250 300 350 14. OO 14. 20 14. 40 14. 60

8270-BF041717 .M Mon Apr 24 01:25:50 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, octadecyl 2... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.14 2.48 ng 101405 Chrysene-di12 14 .45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 74
2 Oxalic acid. hexadecvl hexvl ester 398 C24H4604 1000309-25-0 72
3 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 58
4 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 58

5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 58
Abundance Scan 2245 (15.142 min): BF094567.D (-2241) (-) m/z 43.10 100.00%
a3
83 o
5000
111425 LI e o o e e o
140154167 193 209 227 242256271 14.80 15.00 15.20 15.40
m/z 57.10 97 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43 57
71
5000 T[T I T[T rr[rrrrprrror
14.80 15.00 15.20 15.40
: m/z 55.10 82.10%
29 141155169183197 224 253 269
R ARELARERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
R B
14.80 15.00 15.20 15.40
5000 57 o m/z 69.10 65.26%
29 71
269
11125139153 176 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester LA B o
57 14.80 15.00 15.20 15.40
m/z 83.10 58.95%
5000 43
La | \‘ | ) 11125 148 168 196 e
T T T T T T [ [T e T e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40

8270-BF041717 .M Mon Apr 24 01:25:51 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.45 5.11 ng 191699 Perylene-d12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 93
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 72
3 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 49
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 47
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 35

Abundance Scan 2297 (15.448 min): BF094567.D (-2295) (-) m/z 59.00 100.00%

9

5000

|

109126 151168 193 220 254 276 301 337 15 20 15. 40 15. 60 15. 80
m/z 72.00 65.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41

15.20 15.40 15.60 15.80
m/z 55.00 53.44%

8l 98 126
B b 154188 221238 geazel
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
L MMM
a1 15.20 15.40 15.60 15.80
5000 m/z 43.10 35.01%
137
8 110

154 103 221240 277294 320337
Wmmmwwﬁrrﬁwﬁrrﬁwﬁrrﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #28320: 2-Octanol, 2-methyl-6-methylene- R mEEEE RS S
59 15.20 15.40 15.60 15.80
m/z 41.05 34.08%
5000
83
4 123
I o1, | 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.20 15. 40 15. 60 15. 80

8270-BF041717 .M Mon Apr 24 01:25:52 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,2-Benzenedicarboxylic aci... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.57 2.75 ng 103246 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 446 C28H4604 000089-16-7 72
2 Phthalic acid. isohexvl 4-methvl... 334 C20H3004 1000356-87-5 59
3 Phthalic acid. di(4-methvlpent-2... 334 C20H3004 1000356-88-6 59
4 Phthalic acid. di(2-propvlpentvl... 390 C24H3804 1000377-93-5 53

5 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204 004376-20-9 53

Abundance Scan 2318 (15.571 min): BF094567.D (-2315) (-) m/z 149.00 100.00%
149
5000
69
43
97 15.20 15.40 15.60 15.80
121 182207232254 301 341 ; : :
m/z 69.10 37.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #226448: 1,2-Benzenedicarboxylic acid, bis(8-methylnonyl) ...
149
5000 LA L L L L L L L LB B B
57 15.20 15.40 15.60 15.80
85 m/z 167.10 37.29%
o) ||| 4| e o il 446
—— e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149
L T o
15.20 15.40 15.60 15.80
5000 m/z 43.10 29.65%
85
43
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #172543: Phthalic acid, di(4-methylpent-2-yl) ester T
149 15.20 15.40 15.60 15.80
m/z 57.05 22 .85%
5000
85
43
I 122 2§1
e B B
m/z--> 50 100 150 200 250 300 350 400 450 15.20 15.40 15.60 15.80

8270-BF041717 .M Mon Apr 24 01:25:54 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosane, 11-decyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.85 2.57 ng 96144 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 2365 (15.848 min): BF094567.D (-2363) (-) m/z 57.10 100.00%
57
5000 8
15.60 15.80 16.00 16.20
244 282
L 9 L m/z 71.10 75.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227195: Docosane, 11-decyl-
57
5000 85 LI B UL LN B
15.60 15.80 16.00 16.20
s m/z 43.10 60.52%
— ‘ L | e, 197 225 253 280 3 30 364392
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15,60 15.80 16.00 16,20
5000 85 m/z 85.05 51.58%
112 141 169 197 225 253 261 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #202661: Heptacosane L B
57 15.60 15.80 16.00 16.20
m/z 99.10 19.38%
5000 85
29
J (113 141 169 197 225 253 281 300 337 380
m/z--> 55 160 1%0 260 250 300 350 400 ' 15.60 15.80 16.00 16.20

8270-BF041717 .M Mon Apr 24 01:25:55 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.57 ng 96246 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Nonadecane 268 C19H40 000629-92-5 86
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2423 (16.189 min): BF094567.D (-2421) (-) m/z 57.10 100.00%
57
85
5000
113 0 16,00 1620 16.40 16.60
4 132149 169 200037254 279 305 343 15.80 16.00 16.20 16.40 16.60
B ,‘.'l ] Sl m/z 71.10 71.36%
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57
85
5000 LRI SR SRR SN B
15.80 16.00 16.20 16.40 16.60
- 13 m/z 43.05 61.05%
\‘ “\ ‘\ “\ ‘hw h‘ u‘ il 1?1 | 169 197 225 253 296
m/z--> éo 100 150 200 2éo 360
Abundance
57
15,80 16.00 16.20 16.40 16.60
5000 85 m/z 85.10 55.09%
29 113 141 169 197 240
m/z--> o 'éol ' "160' ' "150' ' "260' B '250' ' "360' o
Abundance #117638: Nonadecane A ERE T
57 15.80 16.00 16.20 16.40 16.60
m/z 55.10 23.41%
5000 85
29
\‘ “ ‘\ I 1}3 | 1?1 ‘16‘9 197 225 2(?8
m/z--> éo 160 150 200 250 360 ' 15%0 1650 1&20 1&20 1&60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.57 3.53 ng 132143 Perylene-d12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 64
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 58
4 Heneicosane 296 C21H44 000629-94-7 58
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 52
Abundance Scan 2488 (16.571 min): BF094567.D (-2485) (-) m/z 57.10 100.00%
57
85
5000
154 184 217 275 295 316 16.20 16.40 16.60 16.80
i 3 Sradal 39 "m/z 71.10 84.72%
m/z--> 50 100 150 200 250 300
Abundance #105883: Octadecane
57
5000 85 SNSRI SRR B
29 16.20 16.40 16.60 16.80
m/z 43.10 67 .88%
12 J‘\L }‘HW L M3 141 169 197 225 2?4
m/z--> §o 160 1éo 200 250 360 !
Abundance
43
71 SNSRI UL SR
16.20 16.40 16.60 16.80
5000 m/z 85.10 60.72%
112
155
m/z--> §o 160 1%0 260 250 360 !
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl- R o RREREEEE
57 16.20 16.40 16.60 16.80
m/z 55.10 29.06%
5000
8 113
29 183
Pl ‘ |14 TP 225 253
m/z--> 50 160 150 200 250 360 ! 1&20 1&20 1&%0 1&80 '

8270-BF041717.M Mon Apr 24 01:25:57 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094567.D

Aca On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample : 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.00 3.48 ng 130514 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Pentadecane 212 C15H32 000629-62-9 81
3 Octadecane 254 C18H38 000593-45-3 74
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 72
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 72
Abundance Scan 2561 (17.001 min): BF094567.D (-2558) (-) m/z 57.10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
Data File : BF094567.D

Acq On : 21 Apr 2017 17:23

Operator : SJ/MA

Sample - 12783-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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]
4-Penten-2-one, 4. .. 2.70 5.3 ng 163465 1 5.76 613577 20.0
3-Penten-2-one, 4. .. 3.38 228.1 ng 6997640 1 5.76 613577 20.0
2-Pentanone, 4-hy... 3.94 234.7 ng 7199180 1 5.76 613577 20.0
2-Cyclohexen-1-on. .. 6.13 4.6 ng 140766 1 5.76 613577 20.0
Naphthalene, 1,2,... 10.36 2.1 ng 89851 4 11.21 858690 20.0
Heptacosane 10.57 2.4 ng 103110 4 11.21 858690 20.0
1,2-Benzenedicarb... 11.71 3.9 ng 167628 4 11.21 858690 20.0
Phthalic acid, bu... 12.04 5.5 ng 236962 4 11.21 858690 20.0
Phthalic acid, is... 12.22 2.4 ng 103724 4 11.21 858690 20.0
Phthalic acid, cy... 12.42 3.4 ng 145766 4 11.21 858690 20.0
n-Tetracosanol-1 14 .35 6.6 ng 268367 5 14.45 818731 20.0
Sulfurous acid, o... 15.14 2.5 ng 101405 5 14.45 818731 20.0
9-Octadecenamide, ... 15.45 5.1 ng 191699 6 16.08 749614 20.0
1,2-Benzenedicarb... 15.57 2.8 ng 103246 6 16.08 749614 20.0
Docosane, 1l-decyl- 15.85 2.6 ng 96144 6 16.08 749614 20.0
Heneicosane 16.19 2.6 ng 96246 6 16.08 749614 20.0
Octadecane 16.57 3.5 ng 132143 6 16.08 749614 20.0
Heptadecane 17.00 3.5 ng 130514 6 16.08 749614 20.0
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