LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 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-BF013017.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 3.218 96 99 109 rVvB 45892 101477 2.19% 0.231%
2 4.258 187 190 209 rBvY 3017270 4312477 92.86% 9.801%
3 4.944 247 250 252 rBVY 2432146 3386025 72.91% 7.696%
4 5.379 286 288 304 rBVY 2475084 2649031 57.04% 6.021%
5 6.430 378 380 388 rBVY 3220552 3832504 82.53% 8.710%
6 6.556 388 391 393 rBVY 2947781 3319033 71.47% 7.543%
7 6.784 408 411 413 rBV 1160148 1270000 27.35% 2.886%
8 6.853 415 417 419 rVB 96934 93679 2.02% 0.213%
9 6.933 422 424 427 rBV 2806139 3231208 69.58% 7.344%
10 7.127 438 441 444 rVB 36633 53517 1.15% 0.122%

11 7.356 458 461 463 rBV 2987863 2922367 62.93% 6.642%
12 7.836 500 503 511 rBV 25205 56104 1.21% 0.128%
13 8.076 521 524 526 rBV 1095672 1570143 33.81% 3.569%
14 9.150 615 618 620 rBV 4052059 4643843 100.00% 10.554%
15 9.219 622 624 626 rVB 39370 49928 1.08% 0.113%

16 9.539 650 652 656 rvB 392645 395504 8.52% 0.899%
17 9.756 669 671 674 rBvV 75938 128849 2.77% 0.293%
18 9.825 674 677 679 rvV 1188835 1602523 34.51% 3.642%
19 10.248 713 714 716 rVB 156086 115585 2.49% 0.263%
20 10.465 730 733 736 rBV 52951 94987 2.05% 0.216%

21 10.613 744 746 750 rVB 426377 544244 11.72% 1.237%
22 10.716 754 755 760 rVB 152171 219706 4.73% 0.499%
23 11.162 792 794 796 rBV 103265 123971 2.67% 0.282%
24 11.299 804 806 810 rBV 1294987 1516724 32.66% 3.447%
25 11.596 830 832 834 rvv 59570 70902 1.53% 0.161%

26 11.665 836 838 840 rVvB 92201 77880 1.68% 0.177%
27 11.859 854 855 858 rvB 433803 475335 10.24% 1.080%
28 11.928 858 861 864 rVB 132688 165813 3.57% 0.377%

29 12.076 873 874 878 rVB 36700 47010 1.01% 0.107%
30 12.236 886 888 890 rBV 57643 82413 1.77% 0.187%
31 12.351 896 898 900 rBV2 31369 47372 1.02% 0.108%

32 12.511 911 912 915 rBV 99105 138840 2.99% 0.316%
33 12.739 930 932 935 rBV2 79140 141115 3.04% 0.321%
34 12.888 942 945 947 rBV 3175829 3110615 66.98% 7.070%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 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-BF013017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.459 992 995 996 rBV2 33264 48929 1.05% 0.111%

36 13.779 1020 1023 1030 rBV2 203671 280062 6.03% 0.637%
37 13.939 1035 1037 1040 rVvVv 972955 988199 21.28% 2.246%
38 14.099 1049 1051 1053 rBV 63344 71964 1.55% 0.164%
39 14.408 1075 1078 1083 rBV 74917 182514 3.93% 0.415%
40 14.694 1101 1103 1106 rBVZ2 79403 112287 2.42% 0.255%

41 15.002 1128 1130 1133 rVB 75694 114433 2.46% 0.260%
42 15.357 1158 1161 1164 rBVY 808794 1012812 21.81% 2.302%
43 15.757 1193 1196 1198 rBVY 111614 185508 3.99% 0.422%
44 16.214 1233 1236 1241 rVB 108588 231303 4.98% 0.526%
45 16.751 1280 1283 1288 rVB 79318 180304 3.88% 0.410%

Sum of corrected areas: 43999039
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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: BF093383.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.26 67.91 ng 4312480 1,4-Dichlorobenzene-d4 6.78
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 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 190 (4.258 min): BF093383.D (-187) (-) m/z 55.10 100.00%

55.1 83.1
5000 43.1
98.1

| 67.1 750 400 420 440 460
...,”..,”..,”..,”..P”!.,”..,”i.,J..,”..,”.. m/z 83.10 94 _.13%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl- K
55.0 83.0
5000 20,0 43.0 98.0 400 420 440 4.60

m/z 43.10 41_.44%

.”,..”,..”,..”,..”,..”,.512799,.”.,.”.,.”.
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
83.0
55.0

4.00 4.20 4.40 4.60

5000 43.0 m/z 98.10 33.57%

98.0

29.0
69.0
T T T e e

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e T R we )
55.0 83.0 4.00 4.20 4.40 4.60

m/z 39.10 28.03%

41.0
5000 270 8.0
15.0 ‘ 69.0
‘ \‘ 1 \‘ \‘
---|----|----|----|----|----|----|----|----|----|----

m/z--> 10 20 30 40 50 60 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.94 53.32 ng 3386030 1,4-Dichlorobenzene-d4 6.78
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 250 (4.944 min): BF093383.D (-247) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 IBESSEBE SRR SR A
| 211 831 | 4.60 4.80 5.00 5.20
SMBNSSSNSSSSS 1 SIUUYE | ST £S2 S S, m/z 59.10 60.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L R
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 18.05%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 16.22%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R T '
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.24%
5000 41.0
"'l'"'|'“'|""Hm'"|“¢*i'"'??‘9'|"'w""|""|'“'|%??:?'“%??;9'| IBESSEBEAERE R R
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\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.56 Concentration Rank 3

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

6.56 52.27 ng 3319030 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 391 (6.556 min): BF093383.D (-388) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 NS SR SRR
40.1 54.0 6.20 6.40 6.60 6.80
el -|-|.'.8,19. TR m/z 68.10 37.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR A S
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.21%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 23.67%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! B R A EAmEEmamas
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.10 14 .50%
74.0
5000 ogo 160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l RN | SN
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.90 ng 219706 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 81
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 755 (10.716 min): BF093383.D (-754) (-) m/z 57.10 100.00%
5%.1
5000
113.2 10.40 10.60 10.80 11.00
% 1412 1691 m/z 43.10 74.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 U AR R SRR
85.0 10. 40 10. 60 10. 80 11.00
29.0 : m/z 71.10 55.19%
| “ L ‘ 130 1410 1690 1070 2260
m/z--> ﬁo Jo éo 85 160 150 140 1éo 180 260 250
Abundance
57.0
10,40 1060 10.80 11.00
5000 m/z 85.10 33.99%
29.0 85.0
113.0 141 0 184 0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #64571: Pentadecane T T e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 32.49Y%
5000 85.0
29.0
\‘ ‘ [ - 113 0 \ 14‘:" 0 169 0 212.0
m/z--> ' ' éo éo 160 150 140 160 180 260 250 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1,2-Benzenedicarboxylic aci... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.19 ng 165813 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 83
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 83
3 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 78
4 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 78
5 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-19-0 78
Abundance Scan 861 (11.928 min): BF093383.D (-858) (-) m/z 149.10 100.00%
149.1
5000
43.1
70.1 104.0 1901 223 2 11.60 11.80 12.00 12.20
bbb e e e || M7z 4310 10. 90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134724: 1,2-Benzenedicarboxylic acid, butyl octyl ester
149.0
5000 SR SRR LR SULLN SRR
11,60 11.80 12.00 12.20
41.0 m/z 150.00 9.84%
el e S0 P20 o0
m>mmmmmmmmmmmmmmmm
Abundance
149.0
11.60 11.80 12.00 12.20
5000 m/z 41.10 8.51%
41.0
76.0 104.0 1760 2230 279.0 334.0
Wmmﬁmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105075: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)... e
149.0 11.60 11.80 12.00 12.20
m/z 70.10 6.13%
5000
57.0 223.0
104.0 1850 2190
mz-> 20 Jo éo 85 100 120 140 160 180 200 220 240 260 280 300 320 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.78 5.67 ng 280062 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 90
2 l17-Pentatriacontene 491 C35H70 006971-40-0 83
3 Cvclotetradecane 196 C14H28 000295-17-0 74
4 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 72
5 1-Eicosanol 298 C20H420 000629-96-9 58
Abundance Scan 1023 (13.779 min): BF093383.D (-1020) (-) m/z 57.10 100.00%
57.1
L BUIUSR PNLR NI UL B
40.2 2341 13.40 13.60 13.80 14.00
,...J.,.“.J.,.1?9'.2,..1'.,...:?0,3:3..,....,....,...., m/z 43.10 73.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43.0
5000 SR DRI UM SR UL R
3.0 1340 13.60 13.80 14.00
F m/z 55.10 64 .46%
nenei L 12 5016702050 252.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
43.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 83.10 55.61%
1250 1670 2100 267, 0307.0 490.0 //wLJ\»
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #53621: Cyclotetradecane e AREEEE RE S
55.0 13.40 13.60 13.80 14.00
m/z 71.10 53.55%
|| J‘ } | 1300 196.0
m/z--> 50 100 150 260 250 300 350 400 450 ' 13140 13.60 13.80 14.00

8270-BF013017.M Tue Mar 07 06:19:28 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14 .41 3.69 ng 182514 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Pentadecane 212 C15H32 000629-62-9 90
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 83
4 Eicosane 282 C20H42 000112-95-8 64
5 Octadecane 254 C18H38 000593-45-3 64

Abundance Scan 1078 (14.408 min): BF093383.D (-1075) (-) m/z 57.10 100.00%

| M
5000

14.00 14.20 14.40 14.60 14.80
m/z 71.10 61.21%

141.2 169.2 197.2 225.2 25415782 3232

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #99477: Nonadecane
57.0
5000 850 llllllllllll llllll
14. OO 14 20 14. 40 14. 60 14. 80
m/z 43.10 53.75%
290 1130
g 14101690 197.0 225.0 2680
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R N N EEREE
14.00 14.20 14.40 14.60 14.80
5000 m/z 55.10 45 .42%
85.0
29.0 M
113.0 141.0 169.0  212.0

Wm‘mwwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #125129: Ethanol, 2-(octadecyloxy)- I RREEEEEES T
57.0 14.00 14.20 14.40 14.60 14.80
m/z 69.10 39.66%
5000
29.0
“l | 141.0 169.0 197.0 224.0 252.0 283.0 311 o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. OO 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.69 2.22 ng 112287 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 80
2 Nonadecane 268 C19H40 000629-92-5 80
3 Eicosane 282 C20H42 000112-95-8 72
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 72
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 72

Abundance Scan 1103 (14.694 min): BF093383.D (-1101) (-) m/z 57.10 100.00%

57.1
5000 85.1

113.2 14.40 14.60 14.80 15.00
40.1 169.1 2071 2532 2882 341.2
,,| g 201100 2071 2532 2882 341 m/z 71.10 57.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91036: Octadecane
57.0

5000 R N RERE ma s
8.0 Mmmmmmﬁm

m/z 43.10 54 .79%

29.0
| ‘ Lo ‘\11?014101690197022502540

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57.0

14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 40.73%

29.0
113.0141.0 169.0 197.0 2250  268.0

L L L L L L I L B L L L B R RN RN R RE LR RS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #107652: Eicosane Al B R
57.0 14.40 14.60 14.80 15.00
m/z 55.10 20.27%
5000
85.0
29.0
| ‘ | (1301410 169.0 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.00 2.26 ng 114433 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
3 Tetracosane 338 C24H50 000646-31-1 72
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1130 (15.002 min): BF093383.D (-1128) (-) m/z 57.10 100.00%
T M
5000 85.1
1271 . 295.2 . 14.60 14.80 15.00 15.20 15.40
AL [ amsazorazer 2862 sz Sl el R
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57.0
85.0
5000 AR DGR BUREL UL B
14 60 14. 80 15. 00 15 20 15. 40
113.0 m/z 71.10 63.38%
%ﬁ‘Lwa MQQMW”%W%ﬁWO
m/z--> 50 100 150 260 250 300 3%0
Abundance
57.0
14,60 14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 45.61%
29.0 113.0 169.0 w
140.0 248.0
m/z--> §o 160 150 260 250 360 3%0
Abundance #136481: Tetracosane A RREEE RS E ST
57.0 14.60 14.80 15.00 15.20 15.40
m/z 55.10 24 .82%
5000 85.0
290 113.0
N L | 141.0169.0197.0225.0253.0281.0309.0 338.0
m/z--> % M 150 2& @ ﬁo 3% Mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 12 Pentadecane, 8-heptyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.76 3.66 ng 185508 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 86
3 Nonacosane 408 C29H60 000630-03-5 86
4 Docosane. 1ll1l-decvl- 451 C32H66 055401-55-3 86
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 83
Abundance Scan 1196 (15.757 min): BF093383.D (-1193) (-) m/z 57.10 100.00%
571.1
5000
%94 15.40 15.60 15.80 16:00
141.2 : : : -
AL g 12 sssemecaorzeazaiaz 1 0o P R
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 R DU SURIUR UL SRS B
15.40 15.60 15.80 16.00
99.0 m/z 43.10 61.20%
70 || 90178000 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.40 15.60 15.80 16:00
5000 m/z 85.10 48.11%
99.0
1410 18205150 2530 3090 5650
mz-> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane R EARmE RS
57.0 15.40 15.60 15.80 16.00
m/z 55.10 24 _.52%
5000
99.
270 | | | Jj 141.0 1830 2250 267.0 309.0 351.0  408.0
m/z--> 50 100 1%0 200 250 300 350 400 15.40 15.60 15.80 16.00

8270-BF013017.M Tue Mar 07 06:19:31 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Decane, 3,8-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.21 4_.57 ng 231303 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hexadecane 226 C16H34 000544-76-3 80
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 80
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 1236 (16.214 min): BF093383.D (-1233) (-) m/z 57.10 100.00%

517.1
5000 85.1

113.1 15.80 16.00 16.20 16.40 16.60
141.2169.2 211.2 245.1 275.2303.2
— .|',‘|'. L 1] e e 8 TP SRS 3991 "m/z 71.10  56.17%

m/z--> 50 100 150 200 250 300 350
Abundance #36190: Decane, 3,8-dimethyl-
57.0
85.0
5000 llllllllllllllllll
15. 80 16. 00 16. 20 16. 40 16 60
m/z 43.10 53.48%
113.0141.0
S S Y £
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R N S REREE
15.80 16.00 16.20 16.40 16.60
5000 85.0 m/z 85.10 43 .54%
29.0 113.0
"¥141.0169.0197.0225.0 253.0281.0 309.0 338.0
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #73963: Hexadecane R BRE B e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 41.10 21.14%
5000 85.0
29.0
‘ L|‘Pwmmm%mmnm

m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093383.D

Aca On : 4 Mar 2017 2:29

Operator : SJ/MA

Sample : 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.75 3.56 ng 180304 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 58
2 Heneicosane 296 C21H44 000629-94-7 58
3 Nonacosane 408 C29H60 000630-03-5 50
4 Hexadecane 226 C16H34 000544-76-3 46
5 Tridecane 184 C13H28 000629-50-5 46
Abundance Scan 1283 (16.751 min): BF093383.D (-1280) (-) m/z 57.10 100.00%
i /\/%\//\%/A\A/\
5000
91 T e e e e T
138.2168.3 245.2 . . ) )
e Lk Wi AELIRC A 302 m/z 71.10 70.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64575: Pentadecane
57.0
5000 DI UL SR SRR B
16. 40 16. 60 16. 80 17.00
99.0 m/z 43.10 58.42%
ZGLO\L‘ ‘\ bod \‘ | 141 0 212.0
m/z--> 55 100 1%0 260 2%0 300 3éo 460
Abundance
57.0
16.40 16,60 16.80 17.00
5000 m/z 85.10 53.56%
99.0
2610 141.0 1g3. o 225.0 296.0
m/z--> 55 160 1%0 200 250 360 3éo 460
Abundance #158131: Nonacosane R e EEaE L
57.0 16.40 16.60 16.80 17.00
m/z 276.10 25.81%
5000
99.0
26,0 | | ||, 1410 1830 2250 267.0 309.0 351.0  408.0
m/z--> 50 160 1%0 200 250 360 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\
Data File : BF093383.D

Acq On > 4 Mar 2017 2:29

Operator : SJ/MA

Sample - 12078-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
3-Penten-2-one, 4... 4.26 67.9 ng 4312480 1 6.78 1270000 20.0
2-Pentanone, 4-hy... 4.94 53.3 ng 3386030 1 6.78 1270000 20.0
unknown6 .56 6.56 52.3 ng 3319030 1 6.78 1270000 20.0
Hexadecane 10.72 2.9 ng 219706 4 11.30 1516720 20.0
1,2-Benzenedicarb... 11.93 2.2 ng 165813 4 11.30 1516720 20.0
Pentafluoropropio... 13.78 5.7 ng 280062 5 13.94 988199 20.0
Nonadecane 14.41 3.7 ng 182514 5 13.94 988199 20.0
Octadecane 14.69 2.2 ng 112287 6 15.36 1012810 20.0
Eicosane 15.00 2.3 ng 114433 6 15.36 1012810 20.0
Pentadecane, 8-he... 15.76 3.7 ng 185508 6 15.36 1012810 20.0
Decane, 3,8-dimet... 16.21 4.6 ng 231303 6 15.36 1012810 20.0
Pentadecane 16.75 3.6 ng 180304 6 15.36 1012810 20.0
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