LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 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-BF101015.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.937 242 245 255 rVB 751185 1114368 58.46% 5.544%
2 5.360 280 282 285 rBVY 1168687 1636186 85.84% 8.140%
3 5.772 316 318 320 rBV 14711 21051 1.10% 0.105%
4 6.412 372 374 377 rBVY 1137720 1615966 84.78% 8.039%
5 6.537 383 385 388 rBY 1926984 1721104 90.29% 8.562%
6 6.766 403 405 408 rBV 643096 599364 31.44% 2.982%
7 6.926 417 419 421 rBVY 1707994 1508439 79.13% 7.504%
8 7.337 453 455 458 rBV 907974 959874 50.36% 4_.775%
9 8.057 516 518 520 rBV 947842 779397 40.89% 3.877%
10 9.143 610 613 615 rBY 1385351 1906177 100.00% 9.483%

11 9.532 645 647 650 rBvV 324555 349689 18.35% 1.740%
12 9.818 669 672 674 rBvV 739920 772254 40.51% 3.842%

13 10.241 708 709 711 rVB 33802 30361 1.59% 0.151%
14 10.606 738 741 743 rBV 912680 925316 48.54% 4.603%
15 10.721 749 751 754 rBV 44517 54533 2.86% 0.271%
16 11.166 788 790 791 rBV 38102 32342 1.70% 0.161%
17 11.304 800 802 803 rBvV 623876 647374 33.96% 3.221%
18 11.326 803 804 806 rvv 61916 57432 3.01% 0.286%
19 11.361 806 807 810 rvB2 11257 19453 1.02% 0.097%
20 11.589 824 827 832 rVB2 20283 38023 1.99% 0.189%
21 11.795 844 845 847 rBV2 63475 74565 3.91% 0.371%
22 11.829 847 848 851 rvv2 101527 135650 7.12% 0.675%
23 11.909 854 855 859 rvB2 16177 27046 1.42% 0.135%

24 12.515 905 908 910 rBV 122836 124040 6.51% 0.617%
25 12.744 925 928 930 rBV 107891 116410 6.11% 0.579%

26 12.858 934 938 939 rBV3 11521 20474 1.07% 0.102%
27 12.892 939 941 943 rBV 1454792 1411430 74.05% 7.022%
28 13.075 953 957 958 rBV 12697 24187 1.27% 0.120%
29 13.121 958 961 964 rvv4 10392 24241 1.27% 0.121%
30 13.178 964 966 970 rVB3 12247 26179 1.37% 0.130%
31 13.589 1000 1002 1004 rVB 23279 26924 1.41% 0.134%
32 13.704 1009 1012 1013 rBV3 10328 20293 1.06% 0.101%
33 13.749 1015 1016 1019 rVv2 9828 24033 1.26% 0.120%

34 13.807 1019 1021 1026 rVB 72572 136154 7.14% 0.677%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.955 1031 1034 1040 rVvVv 670850 826677 43.37% 4.113%

36 14.127 1047 1049 1052 rBv4 12970 34064 1.79% 0.169%
37 14.470 1075 1079 1085 rBV6 50109 180708 9.48% 0.899%
38 14.847 1110 1112 1113 rBV 28566 29827 1.56% 0.148%

39 14.915 1116 1118 1121 rVV 129948 156834 8.23% 0.780%
40 15.030 1125 1128 1132 rVV 61651 135397 7.10% 0.674%

41 15.098 1132 1134 1135 rBV 62146 68569 3.60% 0.341%
42 15.132 1135 1137 1142 rVB 141506 266032 13.96% 1.323%
43 15.315 1151 1153 1156 rVB 29733 38179 2.00% 0.190%
44 15.373 1156 1158 1161 rVB 49114 61054 3.20% 0.304%
45 15.430 1161 1163 1169 rBVY 531621 720018 37.77% 3.582%
46 15.647 1180 1182 1184 rVB 37083 49923 2.62% 0.248%
47 15.864 1199 1201 1204 rBV 84800 149132 7.82% 0.742%
48 16.344 1241 1243 1244 rBVY 17223 22875 1.20% 0.114%
49 16.824 1281 1285 1288 rBVY 46464 114382 6.00% 0.569%
50 16.893 1288 1291 1294 rVV 32876 66853 3.51% 0.333%
51 16.950 1294 1296 1298 rVV3 20677 37655 1.98% 0.187%
52 17.236 1319 1321 1324 rVB 19913 37303 1.96% 0.186%

53 18.299 1411 1414 1421 rVB6 36763 125511 6.58% 0.624%

Sum of corrected areas: 20101322
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF082431.D
6|54
6.93
1500000
5.36 6.41
1000000 7.34 8.06
4.94
6.77
500000
5.77
O I e e o e e e e B LA e e e e e e e e e L A B e e o o o s LA m  w
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082431.D
12.89
1500000 914
1000000 10.61
9.82 13.96
11.30
500000
9.53
1, 12.5212.74
. 1024 [1072 11 ?:?511.5&]1,@1 | Jiolse
T T L o e e e e o e e e I L e e B s o I e e B e e e e e e o o o
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082431.D
1500000
1000000
15.43
500000
13
5.86
18587 15.65 1634 188@95 1724 18.30
O LA A e e e e e e I LA e o o B e o e N B e e I L e e B BLIE B
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\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 37.19 ng 1114370 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 245 (4.937 min): BF082431.D (-242) (-) m/z 43.10 100.00%
431
59.1
5000
1011 IS SSEE SRRE S RN
| 83.1 | 4.60 4.80 5.00 5.20
NN M s MM m/z 59.10 65.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R UL UL B
59.0 460 480 500 520
m/z 101.10 21.32%
31.0 101.0
'W'”““”“m“'P'“P'“I”'ﬁqu'”Wh“'P”'P'“I””I“'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 m/z 58.10 16.32%
41.0
73.0 86.0
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.05%
5000 41.0
"|""l"'jlj"'|"l'i'"'??'9'|""|""|""|"" +?§'?"'4??'Q'I I R L L R
m/z--> 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\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown6.54 Concentration Rank 1

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

6.54 57.43 ng 1721100 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 385 (6.537 min): BF082431.D (-383) (-) m/z 132.10 100.00%
130.1
5000 68.1
oy [ 5o om0 oo ko
e MMM m/z 68.10 43.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SRR SRS SR
6.20 6.40 6.60 6.80
310 510 ‘ ‘ m/z 134.00 32.35%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 6.40 6.60 680
5000 m/z 66.10 28.39%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R ,l\. e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.43%
74.0
5000 ggo 1160
T I‘I\I - "'Ml : Iw‘l : Iw‘l“l : "“l : I‘\ - = |:!-5|8|q| — |]:8|9|()|
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 4 15-Tetracosenoic acid, meth... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.80 2.30 ng 74565 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 64
2 Oxacvclotetradecane-2.11-dione. ... 240 C14H2403 074685-36-2 58
3 Cvclopentadecanone. 2-hvdroxy- 240 C15H2802 004727-18-8 47
4 Chloromethyl 1l1-chlorododecanoate 282 C13H24Cl1202 080419-07-4 47
5 1-Tridecene 182 C13H26 002437-56-1 46
Abundance Scan 845 (11.795 min): BF082431.D (-844) (-) m/z 55.10 100.00%
59.1
5000
83.1 A—JJM
111.1 192.1 11:40 11.60 11.80 12.00 12.20
ASasraess o Tm/z 41.10  51.67%
m/z--> 50 100 150 200 250 300 350
Abundance #151535: 15-Tetracosenoic acid, methyl ester, (2)-
55.0
5000 83.0 e
nmnmnmnmnm
1 m/z 69.10 43.26%
\\‘ ‘ ‘ ‘H‘ ‘ ‘ H ‘H HHH \\\\}\33\0\\1\6\5 O\ 207.0 349.0
m/z--> 55 150 200 250 300 3%0
Abundance
55.0
11:40 11.60 11.80 12.00 12.20
m/ 83.10 33.06%
50001 599 83.0 z 1
1001380 1800 2220
m/z--> B '55' ' "160" "150" "200" "250" "300" "3éo'
Abundance #82445: Cyclopentadecanone, 2-hydroxy-
55.0 11.40 11.60 11.80 12.00 12.20
m/z 43.10 26.57%
83.0
5000
10.0
138.0
— ‘l ‘I.IWI.J‘\;.IJLI‘%E;\?'(I) |22|‘2f)| — . e
m/z--> 50 100 150 200 250 300 350 1140 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 5 Undecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.83 4.19 ng 135650 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 59
2 Tridecane 184 C13H28 000629-50-5 11
3 Undecane 156 Cl11H24 001120-21-4 11
4 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 10
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 10
Abundance Scan 848 (11.829 min): BF082431.D (-847) (-) m/z 73.05 100.00%
431 73.0
5000 192.1 pA\,ﬁ
IIIIAIIII|IIII|IIIIIII
11.60 11.80 12.00 12.20
m/z 43.10 98.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46617: Undecanoic acid
60.0
43.0
5000 L S B BN B
27l umnmnmnm
85.0 129.0 m/z 60.05 93.23%
‘ 1570 1860
,,,I,1‘,,\i\;\‘,lulm\w‘\ T N e A
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
57.0
"' 11160 11.80 12.00 12:20
5000 85.0 m/z 57.10 87.49Y%
29.0
112.0 141.0 184.0
mzs 5 d o & i o o b 10 a0
Abundance #27119: Undecane A B R
57.0 11.60 11.80 12.00 12.20
m/z 55.10 74 .58%
5000 85.0
29.0
\‘\Mm"mo B
m/z--> 20 60 80 100 120 140 160 180 200 umnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 6 Trichloroacetic acid, hexad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.29 ng 136154 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 81
3 1-Octadecanol 270 C18H380 000112-92-5 76
4 1-Nonadecene 266 C19H38 018435-45-5 76
5 11-Tricosene 322 C23H46 052078-56-5 74
Abundance Scan 1021 (13.807 min): BF082431.D (-1019) (-) m/z 57.10 100.00%
57.1
83.1
5000 ' | /\J\J\-/\J‘\/J
13140 13.60 13.80 14.00 14.20
m/z 55.10 77 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
69.0
97.0 W
5000 AR R R BRI B
13. 40 13. 60 13. 80 14. oo 14 20
1250 m/z 43.10 76.72%
e T 1530 seso paa0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
83.0 LRI RSN SN LR B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 74 .36%
111.0
2510 65.0 139.0 182.0 210 0
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo 200 250 250
Abundance #100813: 1-Octadecanol A BREEE B e
43.0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 72.67%
- M/\JLW
‘\ 1 Jlesl 1390 1680 1060 2240 2520
m/z--> ' Io 6|0 80 100 120 140 160 180 200 220 240 13. 40 13. 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 7 Heptafluorobutanoic acid, h... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .47 4_.37 ng 180708 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 81
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 74
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 74
5 1-Docosene 308 C22H44 001599-67-3 72
Abundance Scan 1079 (14.470 min): BF082431.D (-1075) (-) m/z 57.10 100.00%
57.1

5000

i

14.20 14.40 14.60 14.80
1| | m/z 55.10 84_93%

T
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0
83.0
5000 LA L L L L L L L
111.0 14.20 14.40 14.60 14.80
9.0 ‘ m/z 43.10 74_75%
: 139.0 169.0 238.0
DTN R W ot L G- S
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 83.0
R R IEEEE e s
14.20 14.40 14.60 14.80
5000 111.0 m/z 83.10 67.21%
29.0
ps 168.0194.0 224.0250.0 an . WM
— T T e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecyl ester e e ERRES BE s
57.0 83.0 14.20 14.40 14.60 14.80
m/z 97.10 65.17%
5000 111.0
29.0
139.0
il }ik 1680 210.0238.0266,0 2950

T
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 8 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.92 4_.36 ng 156834 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
2 Octadecanal 268 C18H360 000638-66-4 90
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 17-Octadecenal 266 C18H340 056554-86-0 86
5 1,19-Eicosadiene 278 C20H38 014811-95-1 81

Abundance Scan 1118 (14.915 min): BF082431.D (-1116) (-) m/z 57.10 100.00%

1

5000

14.60 14.80 15.00 15.20
m/z 43.10 86.69%

137.1 166.1 194.1 9p1.1242.1263.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99459: Oxirane, hexadecyl-
82.0

I I I I
14.60 14.80 15.00 15.20
109.0 m/z 82.10 79.31%
1380 41660 2080  250.0

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
B e e |
14.60 14.80 15.00 15.20
5000 m/z 55.10 63.64%
109.0

137.0 4660 194.0 222.0 250.0

:

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecyl- R RaaE e EREER R
14.60 14.80 15.00 15.20
m/z 83.10 51.01%

5000

110.0
138.0

236.0 264.0

-

166.0 194.0
B o N ERm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 9 9-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.13 7.39 ng 266032 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 94
2 3-Octadecene. (E)- 252 C18H36 007206-19-1 93
3 1l-Heptadecanol 256 C17H360 001454-85-9 76
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 70
5 1-Octadecanol 270 C18H380 000112-92-5 70

Abundance Scan 1137 (15.132 min): BF082431.D (-1135) (-) m/z 83.10 100.00%

1

5000

-

14.80 15.00 15.20 15.40
m/z 55.10 95.62%

139.2

168.1 199.1 224.1

283.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89786: 9-Octadecene, (E)-
55.0

83.0

F

5000

29.0 14.80 15.00 15,20 15.40
m/z 97.10 90.79%

139.0 168.0 196.0 224.0 252.0

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

41.0 || 69.0

¥

97.0 14.80 15.00 15.20 15.40
5000 m/z 57.10 80.50%

125.0

154.0 182.0  224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92320: 1-Heptadecanol S LA e I
55.0 83.0 14.80 15.00 15.20 15.40
m/z 69.10 78.46%

-

5000
29.0

?

139.0 180 210.0 238.0
e MM
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 10 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.86 4.14 ng 149132 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 1201 (15.864 min): BF082431.D (-1199) (-) m/z 57.10 100.00%
57.1
5000 o J@L
L BN UL SN B
3.1 15.60 15.80 16.00 16.20
141.1
_— .J'..,....I,..-..,....',....,..1.?,2:.1..,...2:2?..1. e m/z 71.10  62.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57.0
5000 L BURBLRE UL S S
85.0 15 60 15. 80 16. 00 16 20
29.0 m/z 43.10 55.08%
‘ L L ‘913014101690 282.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
o0 ' 15.60 15.80 16.00 16.20
5000 ' m/z 85.10 45.77%
29.0 113.0
141.0169.0 197.0 225.0 253.0  296.0
Wm‘mm‘wwﬁwﬁwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #147095: Eicosane, 7-hexyl- L L B
57.0 15.60 15.80 16.00 16.20
m/z 55.10 22.52%
5000 85.0
L L\ll‘? 01141 0 182.0 211 0 252.0 281 0308.0 337.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 11 Dibenzo[def,mno]chrysene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.82 3.18 ng 114382 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 93
2 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 89
3 Indenoll.2.3-cdlfluoranthene 276 C22H12 000193-43-1 89
4 2-Thiophenecarbaldehvde. 5-I5-(t... 276 C13H80S3 1000217-28-5 86
5 Benzo[ghi]perylene 276 C22H12 000191-24-2 76

Abundance Scan 1285 (16.824 min): BF082431.D (-1281) (-) m/z 276.15 100.00%

27

5000

| AJ\\—\
L\ N

315.3 16.60 16.80 17.00 17.20
m/z 274.10  25.79%

43.1 138.1

711 1071

163.1  199.2222.1 247.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104309: Dibenzo[def,mno]chrysene

5000
16.60 16.80 17.00 17.20

m/z 277.15 22 .05%

170.0 201.0224.0 252.0

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

276.0

16.60 16.80 17.00 17.20
5000 m/z 138.10 20.33%

138.0
111.0 224.0248.0

TWWWWTWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104310: Indeno[1,2,3-cd]fluoranthene

28.0

276.0 16.60 16.80 17.00 17.20

m/z 278.10 16.90%

5000

174.0198.0 224.0248.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20

8270-BF101015.M Thu Oct 22 18:18:34 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082431.D

Aca On : 22 Oct 2015 5:06

Operator : UM/I1Z

Sample : 6G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 12 unknownl18.30 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.49 ng 125511 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 27
2 4H-Pvran-4-one. 2.6-dimethvl- 124 C7H802 001004-36-0 27
3 4.6-Dimethvl-2-pvrimidone 124 C6H8N20 000108-79-2 27
4 Phenol. 3-methoxv- 124 C7H802 000150-19-6 27
5 Propanoic acid, 3-amino-3-(4-flu... 183 C9H10FNO2 000325-89-3 22
Abundance Scan 1414 (18.299 min): BF082431.D (-1411) (-) m/z 57.10 100.00%
57.1
124.1
5000

18.00 18.20 18.40 18.60
m/z 43.10 86.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10100: 1,4-Benzenediol, 2-methyl-
124.0

5000 AR B B
95.0 18 00 18. 20 18.40 18.60
67.0

m/z 124.10 76.31%

39.0

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

43.0

18.00 18.20 18.40 18.60
5000 69.0 124.0 m/z 71.10 59.32%

95.0

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

Abundance #10005: 4,6-Dimethyl-2-pyrimidone e e e a maa
124.0 18.00 18.20 18.40 18.60
m/z 55.10 42.00%
5000 96.0
42.0 66.0 ‘
TR N s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18. 20 18 40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102115\
Data File : BF082431.D

Acq On : 22 Oct 2015 5:06

Operator : UM/1Z

Sample : G4116-13

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4.94 37.2 ng 1114370 1 6.77 599364 20.0
unknown6 .54 6.54 57.4 ng 1721100 1 6.77 599364 20.0
15-Tetracosenoic ... 11.80 2.3 ng 74565 4 11.30 647374 20.0
Undecanoic acid 11.83 4.2 ng 135650 4 11.30 647374 20.0
Trichloroacetic a... 13.81 3.3 ng 136154 5 13.96 826677 20.0
Heptafluorobutano... 14.47 4.4 ng 180708 5 13.96 826677 20.0
Oxirane, hexadecyl- 14.92 4.4 ng 156834 6 15.43 720018 20.0
9-Octadecene, (E)- 15.13 7.4 ng 266032 6 15.43 720018 20.0
Eicosane 15.86 4.1 ng 149132 6 15.43 720018 20.0
Dibenzo[def,mno]c... 16.82 3.2 ng 114382 6 15.43 720018 20.0
unknown18.30 18.30 3.5 ng 125511 6 15.43 720018 20.0
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