LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\

Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

3?22'6 i 12895-09 SB-07-COMP(0-5.5
ALS Vial : 25 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 3.942 337 341 351 rBV 453412 572152 17 .58% 1.874%
2 4.331 403 407 419 rBV 2984340 3167596 97.32% 10.374%
3 4.713 469 472 478 rVB 36076 38333 1.18% 0.126%
4 5.401 584 589 592 rBY 2630938 3141420 96.51% 10.288%
5 5.525 605 610 614 rBVY 3026047 3254885 100.00% 10.659%
6 5.772 648 652 656 rBV 732632 657580 20.20% 2.154%
7 5.948 678 682 685 rBY 2431941 2211297 67 .94% 7.242%
8 6.419 757 762 766 rBVY 1683929 1859579 57.13% 6.090%
9 6.548 780 784 788 rBV 80986 79302 2.44% 0.260%
10 7.260 901 905 913 rBV 940077 862579 26.50% 2.825%

11 8.583 1125 1130 1133 rBV 2819980 2588502 79.53% 8.477%
12 9.083 1212 1215 1219 rBV 242790 221685 6.81% 0.726%

13 9.142 1223 1225 1229 rVB 42405 36959 1.14% 0.121%
14 9.395 1256 1268 1273 rBV2 878603 887617 27.27% 2.907%
15 10.272 1408 1417 1423 rBvV4 41287 57981 1.78% 0.190%
16 10.371 1430 1434 1443 rBV 1309400 1451962 44.61% 4_755%
17 10.571 1465 1468 1471 rBV 41233 48253 1.48% 0.158%
18 11.219 1574 1578 1581 rBV 758747 708302 21.76% 2.320%
19 11.248 1581 1583 1586 rVB 38560 33675 1.03% 0.110%
20 11.954 1698 1703 1709 rBV2 95008 131403 4._.04% 0.430%
21 12.707 1828 1831 1838 rVB 59809 67087 2.06% 0.220%
22 12.983 1874 1878 1883 rVB 52864 63074 1.94% 0.207%
23 13.195 1909 1914 1918 rBV 1644048 1698110 52.17% 5.561%
24 13.707 1997 2001 2005 rVB3 42480 44170 1.36% 0.145%
25 13.954 2040 2043 2048 rBv4 31038 46329 1.42% 0.152%
26 14.265 2093 2096 2100 rVB4 40539 43978 1.35% 0.144%

27 14.371 2108 2114 2121 rBV2 123199 214211 6.58% 0.702%
28 14.471 2126 2131 2134 rBV 613664 660142 20.28% 2.162%

29 14.654 2159 2162 2169 rVBS8 32097 37162 1.14% 0.122%
30 14.765 2178 2181 2187 rVB 43176 50592 1.55% 0.166%
31 15.036 2224 2227 2231 rVB4 57962 68120 2.09% 0.223%

32 15.142 2240 2245 2254 rBV 357031 466856 14.34% 1.529%
33 15.265 2262 2266 2271 rBV2 98045 125608 3.86% 0.411%
34 15.401 2285 2289 2295 rVB3 149639 194208 5.97% 0.636%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\

Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

3?22'6 i 12895-09 SB-07-COMP(0-5.5
ALS Vial : 25 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
35 15.506 2302 2307 2310 rBV3 58878 86124 2.65% 0.282%
36 15.624 2323 2327 2330 rBv4 59289 81040 2.49% 0.265%
37 15.659 2330 2333 2336 rVv2 84439 93951 2.89% 0.308%
38 15.754 2346 2349 2353 rVB3 78188 94841 2.91% 0.311%

39 15.859 2361 2367 2374 rBV 1030758 1218550 37.44% 3.991%
40 15.965 2382 2385 2390 rBV2 98376 132914 4.08% 0.435%

41 16.101 2403 2408 2413 rVB 517333 627989 19.29% 2.057%

42 16.206 2423 2426 2429 rVB2 51775 59978 1.84% 0.196%
43 16.377 2451 2455 2463 rBV2 175794 240422 7.39% 0.787%
44 16.465 2467 2470 2475 rVB3 41260 58162 1.79% 0.190%

45 16.589 2486 2491 2496 rVB 550143 743706 22.85% 2.436%
46 17.259 2600 2605 2616 rBVY 241150 436793 13.42% 1.430%
47 17.895 2709 2713 2723 rVB 58191 135349 4.16% 0.443%
48 18.142 2750 2755 2763 rVB6 104697 219724 6.75% 0.720%
49 18.453 2804 2808 2814 rVB6 45011 89015 2.73% 0.292%
50 18.536 2817 2822 2837 rVV6 92233 289413 8.89% 0.948%

51 18.659 2841 2843 2851 rVB7 71296 136491 4._.19% 0.447%

Sum of corrected areas: 30535171
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042817\

BF094704.D

29 Apr 2017 00:35

SJ/MA

12895-09

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000
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10.2[f 10.57

13.19

12.71 12.98
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 5

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

3.94 17.40 ng 572152 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 341 (3.942 min): BF094704.D (-337) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR SRR LR
| 83.1 | 3.60 3.80 4.00 4.20
SN MRS | PSS SSr s . m/z 59.00 60.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SRR R
3.60 3.80 4.00 4.20
59.0 1010 m/z 101.00 22.07%
"I'???"“I'“'I'”'I'”qu"?ﬁq'l“"l'“'I'”'I'”'I"”I"”I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 3.80 4.00 420
5000 m/z 58.10 16.18%
41.0
73.0 86.0
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 3.60 3.80 4.00 4.20
m/z 41.10 8.84%
5000 41.0
"|""l"'jlj"'|"l'i'"'??'9'|""|""|""|"" +?§'?"'4??'Q'I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 unknown5.52 Concentration Rank 1

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

5.52 99.00 ng 3254890 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 609 (5.519 min): BF094704.D (-605) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 500 |1 geo "% 1m0 S5 5 ko ok
R TN O | N - .- £ S| N m/z 68.10 40.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 A L U U
520 5.40 5.60 5.80
310 510 ‘ m/z 134.00 31.54%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580
5000 m/z 66.00 24 .45%
104.0
140 270 300 510 600770 g9, 115.0
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R
132.0 520 5.40 5.60 5.80
m/z 69.05 16.09%
97.0
5000
70.0
31.0
44\.0 | ! \‘ | 860 I 1160 I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.0 540 560 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 n-Hexadecanoic acid Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.95 3.71 ng 131403 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43

Abundance Scan 1702 (11.948 min): BF094704.D (-1698) (-) m/z 73.00 100.00%
5000
129.0
15|7-2 21?-2 256.4 11.60 11.80 12.00 12.20
W L | m/z 60.00 90.67%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
11.60 11.80 12.00 12.20
0
F?O 1570 2130 256.0 m/z 43.05 90.12%
|“‘H“h H‘uh”‘u\\I\‘I“Iil‘lwll T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
A
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 72.72%
199.0 2420
157.0
B S e
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt A B e R
73.0 11.60 11.80 12.00 12.20
m/z 41.05 66.21%
155.0
5000
J 115.0
Ll \"deul 217.0 279.0  330.0 _ 387.0
— T T AR Ema
m/z--> 50 150 200 250 300 350 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .37 6.49 ng 214211 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 68
2 Hentriacontane 437 C31H64 000630-04-6 68
3 Heptacosane 380 C27H56 000593-49-7 68
4 Hexacosane 366 C26H54 000630-01-3 68
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 64
Abundance Scan 2114 (14.371 min): BF094704.D (-2108) (-) m/z 57.05 100.00%
57.0
5000
hls-l 1681 2340 2923 14.00 14.20 1440 14.60
|||||| IEIIMWWW%WWW m/Z 43.05 67.65%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0

5000 R Ama T R
13.0

14.00 14.20 14.40 14.60
m/z 71.05 66 .14%
h 1] [ 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
.”.,.” T T T T T T T T T

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

14.00 14.20 14.40 14.60
5000 m/z 85.10 47 .06%

113.0
169.0 225 0 309 0 365 0 437.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane R B
57.0 14.00 14.20 14.40 14.60

m/z 55.00 36.20%

5000

130 169.0 225.0 281.0 380.0

IIIJIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII T TTTT TTr T IIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14. OO 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.14 14.14 ng 466856 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 55
3 Tritetracontane 605 C43H88 007098-21-7 55
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 50
5 Hexacosane 366 C26H54 000630-01-3 50
Abundance Scan 2245 (15.142 min): BF094704.D (-2240) (-) m/z 57.05 100.00%
57.0
%000 e J\_M]L\_A\KA
J 2ri-2 LRI PRI BN BRI B
14.80 15.00 15.20 15.40
173.2
vy Jl...,....,l....,....,....,....,....,....,....,....,.. m/z 71.10 66.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83028: Hexadecane
57.0
5000 U AR SR UL B B

14.80 15.00 15.20 15.40
m/z 43.10 63.94%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
L B
14.80 15.00 15.20 15.40
5000 m/z 85.05 46.46%
1130 18302310 287.0 3430 414.0
o R i i A B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane T
57.0 14.80 15.00 15.20 15.40
m/z 218.10 45 _.76%
5000
1.0 169.0 2250 2810 337.0 393.0 4630 519.0 575.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Cyclohexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.27 3.81 ng 125608 Chrysene-di12 14._.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 68
2 Cvcloeicosane 280 C20H40 000296-56-0 46
3 1-Eicosanol 298 C20H420 000629-96-9 46
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 46
5 1-Hexacosanol 382 C26H540 000506-52-5 46
Abundance Scan 2267 (15.271 min): BF094704.D (-2262) (-) m/z 173.20 100.00%
178.2
57.0
5000
83.1
129.0
06 s1l1 196.2 2242 5602 15.00 15.20 15.40 15.60
m/z 57.05 72 .31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane
55.0 830

5000

15.00 15.20 15.40 15.60
m/z 43.10 65.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
830 lll|llll|llll|llll|llll
15.00 15.20 15.40 15.60
5000 m/z 69.10 45.68%
29.0 111.0

139.0 168.0 196.0 224.0 252.0 280.0

mmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143255: 1-Eicosanol A EEaEE TS
43.0 15.00 15.20 15.40 15.60
m/z 71.10 39.71%

5000

18. O‘

125.0 154.0 182.0 210.0 252.0 280.0
.”,””,” B s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 12
R.T. EstConc Area Relative to ISTD R.T.
15.40 6.19 ng 194208 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 70
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 70
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 70
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 64
5 Trichloroacetic acid, 4-hexadecy... 386 C18H33C1302 1000282-92-4 55
Abundance Scan 2289 (15.401 min): BF094704.D (-2285) (-) m/z 43.10 100.00%
431
173.2
5000
2101 251 2000 15/00 1520 15.40 1560 1580
ey m/z 57.10 86.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
15.00 15.20 15.40 15.60 15.80
m/z 173.15  77.87%
150 | | 1 H L ‘L \}399 17702100 2550 356.0
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
97.0 15.00 15.20 15.40 15.60 15.80
5000 m/z 55.05 64 .16%
169.0
131.0 224.0 269 0 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate A B e S
57.0 15.00 15.20 15.40 15.60 15.80
m/z 83.10 57.27%
97.0
5000
[ A ‘ JL 4 }69 © 238 0 283.0 434.0
m/z--> 5'0 1(')0 150 200 25'30 300 350 400 15.00 15.20 15.40 15.60 15.80

8270-BF041717.M Mon May 01 17:55:32 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Hexadecanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.99 ng 93951 Perylene-d12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 86
2 Octadecanal 268 C18H360 000638-66-4 80
3 1.15-Hexadecadiene 222 C16H30 021964-51-2 70
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 68
5 1,19-Eicosadiene 278 C20H38 014811-95-1 64
Abundance ‘Scan 2333 (15.659 min): BF094704.D (-2330) (-) m/z 57.10 100.00%
51l 82.1
5000

15.40 15.60 15.80 16.00
m/z 82.10 79.43%

1371 169.0 199.0

239.1 276.0
TTT T iTT

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94312: Hexadecanal
57.0 82.0

29.0 15.40 15.|60 15.I80 16.|00
109.0 m/z 43.10 67.63%

137.0 166.0 196.0 2920

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
S A T T
82.0 15.40 15.60 15.80 16.00
5000 m/z 83.10 66.34%
110.0
18.0 137.0 166.0 194.0 222.0 250.0

W‘mmmwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79558: 1,15-Hexadecadiene R B R R B
15.40 15.60 15.80 16.00

m/z 55.00 55.31%

5000
29.0

110.0
138.0 166.0 194.0 222.0

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00

8270-BF041717.M Mon May 01 17:55:32 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 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 unknownl5.75 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.75 3.02 ng 94841 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 43
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 41
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 41
4 Bromoacetic acid. 3-tetradecvl e... 334 C16H31Br02 1000282-00-7 38
5 Cyclotetradecane 196 C14H28 000295-17-0 30
Abundance Scan 2348 (15.748 min): BF094704.D (-2346) (-) m/z 57.10 100.00%
51.1
9r.1 201.1
5000
123.1 1691 2392 201 15.40 15.60 15.80 16.00
foaplion v "m/z 43.10 73.22%
m/z--> 50 100 150 200 250 300 350
Abundance #170817: 2- Chloropropionic acid, hexadecyl ester
57.0 [97.0
5000 LN PN BRI U
15.40 15.60 15.80 16.00
20.0 125.0 196.0 m/z 55.05 69.45%
: .0224.0
L ‘,\‘\‘IM\M u ,M, R0 TITTTT %90 smo
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 LN PRI BRI SO
15.40 15.60 15.80 16.00
5000 m/z 83.10 67 .84%
29.0 125.0
154.0182.0210.0 o550 356.0
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #190678: 2- Chloropropionic acid, octadecy! ester A AERREEEEE
51.0 970 15.40 15.60 15.80 16.00
: m/z 69.10 62.44Y%
h U\NV\/\L
125.0
29.0
L0 Al H ‘\ | 15401820 222000 2970 360.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 15.'40 15.|60 15.I80 16.|00 '

8270-BF041717.M Mon May 01 17:55:33 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.86 38.81 ng 1218550 Perylene-d12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 2367 (15.859 min): BF094704.D (-2361) (-) m/z 57.10 100.00%

517.1
5000

99.1
]_4]_ 2 183 2 15. 60 15.80 16.00 16.20
Y I ll L (2254 2618 3284 m/z 71.10 72.21%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0

5000
1560 1580 16,00 16.20
m/z 43.05 59.19%

2710| ‘\ I \\‘97.0‘\ 141.0 183.0 2250 268.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

15.60 15. 80 16. 00 16.20

5000 m/z 85.10 51.27%
99.0
27.0 141.0 183.0 225.0 281.0 337.0 394.0
S I o o o o o e e e B L L A e e o o e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 15. 60 15.80 16.00 16.20

m/z 55.00 21.91%

5000
99.0
2no] | | | J | 1410 1830 2250 26602960

1y

T
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16 20

8270-BF041717.M Mon May 01 17:55:34 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Oxirane, heptadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.38 7.66 ng 240422 Perylene-d12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 17-Octadecenal 266 C18H340 056554-86-0 87
5 16-0Octadecenal 266 C18H340 056554-87-1 83

Abundance Scan 2456 (16.383 min): BF094704.D (-2451) (-) m/z 57.10 100.00%

. .0

5000

-

16.00 16.20 16.40 16.60 16.80
m/z 82.05 96 .56%

179.0 208.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
43.0

3

5000 [TTTr[rIrrrrrrprrrrr1
16.00 16.20 16.40 16.60 16.80
110.0 m/z 43.10 88.90%
I 138.0 1660 1940  236.0 264.0
-
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
inshamsdt calbaatn—-
16.00 16.20 16.40 16.60 16.80
5000 m/z 55.05 68.12%
109.0

137.0 1660 194.0 2220 250.0

WW—WTTWTWW@—WWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl- A EEaEE B
16.00 16.20 16.40 16.60 16.80

m/z 96.05 67 .83%

-

5000
109.0

3

138.0

166.0 208.0 250.0

T T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60 16.80

8270-BF041717.M Mon May 01 17:55:34 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.59 23.69 ng 743706 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2491 (16.589 min): BF094704.D (-2486) (-) m/z 57.10 100.00%
57.1
85.1
5000
141 1169 2 16.20 16.40 16.60 16.80 17.00
ol A ]1 L 1971.222520533 29523232 m/z 71.05 76.45%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 SRR R DU BN
mmmmmmmmﬂm
m/z 43.10 59.69%
29.0 13.
L 91410160 01070225 02530 296.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57.0
85.0 16:20 16.40 16.60 16.80 17.00
5000 m/z 85.10 55.36%
113.0
29.0 141.0169.0197.0225.0053.0282.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane [rrrrprrrrp T I
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.10 21.74%
N 1 \/\J\Aj\\/ww
290 i || M2 141.0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 350 16 20 16. 40 16 60 16. 80 17. oo

8270-BF041717.M Mon May 01 17:55:37 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.26 13.91 ng 436793 Perylene-d12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Tetradecanal 212 C14H280 000124-25-4 72
5 1,19-Eicosadiene 278 C20H38 014811-95-1 72

Abundance Scan 2605 (17.259 min): BF094704.D (-2600) (-) m/z 57.05 100.00%

51.0 go o

5000

:

17.00 17.20 17.40 17.60
m/z 82.05  83.14%

166.2 194.1 219.1241.1 276.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
43.0 82.0

%

5000

17.00 17. 20 17. 40 17. 60
109.0 m/z 43.10 73.28%
1370 166.0 194.0 222.0 2500

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

:

43.0 82.0

17.00 17.20 17.40 17.60
5000 m/z 96.05 61.33%

110.0
1380 1660 1040  236.0 264.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecy!- T
17.00 17.20 17.40 17.60
m/z 83.10 58.46%

:

5000

s

250.0

166.0 208.0
R REEEEEmEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17. 40 17. 60

8270-BF041717.M Mon May 01 17:55:38 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 unknownl17.89 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.89 4.31ng 135349 perylene-d12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 (2)-5-(4-tert-Butvl-1-hvdroxveve. .. 250 C16H2602 1000280-71-9 10

2 1.6-BisImethvl(trimethvlene)silv... 286 C14H3002Si2 1000217-00-5 10
3 5.17-Dehvdroallomatridine. (6.be... 232 C15H24N2 053537-50-1 9

4 Furan-2-carboxvlic acid 4-methan... 344 C15H24N205S 1000300-98-9 9
5 Benzofuran, 7-(2,4-dinitrophenox... 388 C19H20N207 062059-48-7 9

Abundance Scan 2712 (17.889 min): BF094704.D (-2709) (-) m/z 43.05 100.00%
43.0 81.1
131.0
5000 163.1 2312 303.3
17.60 17.80 18.00 18.20
— m/z 81.10 88.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102499: (2)-5-(4-tert-Butyl-1-hydroxycyclohexyl)-3-methyl...
57.0
5000 133.0 LN L L B B
232.0 17.60 17.80 18.00 18.20
m/z 107.00 76.83%
91.0
175.0
o
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
A B
17.60 17.80 18.00 18.20
5000 m/z 57.00 72.61%
133.0
102.0 190.0 243.0
A T A A T
m/z--> 50 100 150 200 250 300 350 400
Abundance #87728: 5,17-Dehydroallomatridine, (6.beta.)- AR EREEE RS
95.0 17.60 17.80 18.00 18.20
m/z 105.00 63.48%
232.0
5000
55.0 136.0 190.0
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20

8270-BF041717.M Mon May 01 17:55:38 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 unknownl18.14 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.14 7.00 ng 219724 Perylene-d12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 Cl15H24 1000140-07-7 43
2 3-I1sopropenvl-trans-8a-methvl-6-... 222 C14H2202 013567-75-4 38
3 Glucopvranoside. methvl 4-O-meth... 424 C17H4006Si3 032388-33-3 22
4 Pvridine-3-carbonitrile. 5-allvl... 204 C11H12N2S 186337-14-4 18
5 3-Dimethylamino-6,6,9-trimethyl-_.__. 287 C18H25N02 1000192-45-6 14
Abundance Scan 2755 (18.142 min): BF094704.D (-2750) (-) m/z 204.15 100.00%
2

5000
377.3411.4 17.80 18.00 18.20 18.40
b m/z 135.10 68.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4, 10..
204.0
5000 LA L L L L L L B
95.0 161.0 17.80 18.00 18.20 18.40
41.0 H m/z 133.10 60.52%
ETU Lot N
m/z--> 200 250 300 350 400
Abundance
204.0
N BaEas
109.0 17.80 18.00 18.20 18.40
5000 m/z 55.10 57.11%
43.0 152.0
77.0
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220079: Glucopyranoside, methyl 4-O-methyl-2,3,6-tris-O-(... N BaEas
204.0 17.80 18.00 18.20 18.40
73.0 m/z 95.10 50.51%
5000 133.0
L0 ) | Ll ﬂ 1730 | | 2470 287.03190 3770
e N BaEas
m/z--> 50 100 150 200 250 300 350 400 17. 80 18 00 18. 20 18.40

8270-BF041717.M Mon May 01 17:55:39 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 unknownl1l8.45 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.45 2.83 ng 89015 Perylene-d12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY(+)-Z-13-Methvl-11-pentadecen... 282 C18H3402 1000130-84-8 38
2 8-Azabicvclol3.2.1Toctan-3-0l. 8... 141 C8H15NO 000120-29-6 35
3 Fumaric acid. dodecvl 2-methvlcv... 380 C23H4004 1000345-10-3 32
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 25
5 2-Methylvaleric acid, cyclohexyl... 212 C13H2402 1000357-76-0 22
Abundance Scan 2807 (18.447 min): BF094704.D (-2804) (-) m/z 82.05 100.00%
5000
09.1 2071 239.0
o 138.1 170.0 2671 18.20 18.40 18.60 18.80
m/z 57.10 96 .35%
m/z--> 50 100 150 200 250 300 350
Abundance #129407: (S)(+)-Z-13-Methyl-11-pentadecen-1-ol acetate
43.0
5000 L UL IULILN UL SRR
18.20 18.40 18.60 18.80
69.0 960 m/z 43.10 87.71%
. wH ML H\ | 12301520 193 02220 253.0 262.0
m/z--> 100 150 200 250 300 350
Abundance
82.0
1820 18.40 18.60 18.80
s000] 420 m/z 96.00 86.98%
124.0
m/z--> " 50 100 150 200 250 300 350
Abundance #202567: Fumaric acid, dodecyl 2-methylcyclohexyl ester b RRREE EEE A
96.0 18.20 18.40 18.60 18.80
m/z 97.10 74 .48%
5000
55.0
270 | d27.0 1690 21305390 2850 362.0
m/z--> 50 100 150 200 250 300 350 18,20 18.40 18.60 18.80

8270-BF041717.M Mon May 01 17:55:40 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 19 Hop-22(29)-en-3.beta.-ol Concentration Rank 8

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

18.54 9.22 ng 289413 Perylene-di12 16.10

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 51
2 Guaia-9.11-diene 204 C15H24 1000374-19-8 45
3 2H-3.9a-Methano-1-benzoxepin. oc... 222 C15H260 005956-09-2 43
4 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 41

5 2R-Acetoxymethyl-1,3,3-trimethyl... 282 C17H3003 1000144-12-4 38

Abundance Scan 2823 (18.542 min): BF094704.D (-2817) (-) m/z 109.10 100.00%
5000
2472 IIIIIIIIIIIIIIIIIIIIIII
| " ﬁ82 313 1 18.20 18.40 18.60 18.80
Adr | S m/z 95.10 97.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189.0
. N BaEas
5000 135.0 18. 20 18 40 18. 60 18.80
m/z 135.10 90.81%
L o s suogmoso
T — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
93.0
1890 LA L L L L L L B
18.20 18.40 18.60 18.80
5000 133.0 m/z 81.00 86.47%
41.0 :
— T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #79500: 2H-3,9a-Methano-1-benzoxepin, octahydro-2,2,5a,9-t... R B o
410 137.0 207.0 18.20 18.40 18.60 18.80
m/z 189.05 83.70%
5000 1.0
m/z--> 50 100 150 200 250 300 350 400 18. 20 18 40 18. 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094704.D

Aca On : 29 Apr 2017 00:35

Operator : SJ/MA

Sample = 12895-09

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\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

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 20 unknownl8.66 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.66 4.35 ng 136491 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro-7-nitrophenazine 259 C12H6CIN302 023677-07-8 30
2 2-Chloro-8-nitrophenazine 259 C12H6CIN302 1000240-08-8 30
3 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 20
4 10H-Phenoxaphosphine. 2-ethvl-10... 274 C15H1503P 036360-91-5 14
5 4" -Nitro-3-(2-thienyl)acrylophenone 259 C13H9NO3S 006028-92-8 14
Abundance Scan 2843 (18.659 min): BF094704.D (-2841) (-) m/z 259.20 100.00%
81.1 259.2
411 119.1
5000 155.0 207.1
82. 289.2
2p9.2 18.40 18.60 18.80 19.00
m/z 81.10 95.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109628: 2-Chloro-7-nitrophenazine
259.0
5000 213.0 L e e e e
mmmmmmmm
100.0 1510 m/z 41.10 78.07%
Lm0 SEO B0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
259.0
. 1840 15160 1630 1900
5000 : m/z 119.10 73.42%
) 151.0

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

Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de... L e e e e
259.0 18.40 18.60 18.80 19.00

m/z 274.30 67 .24%

5000

1360 217.0
MO 69.0 930

.0
Ihl \‘ ‘m\ HH H\ \“h \M NI ‘..‘.‘lu‘l“ I ‘\ [ ‘ | I

18.0,
L SIS NM'SEUBN B G- SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042817\

Data File : BF094704.D

Acg On : 29 Apr 2017 00:35

Operator : SJ/MA

3?22'6 i 12895-09 SB-07-COMP(0-5.5
ALS Vial : 25 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]
2-Pentanone, 4-hy... 3.94 17.4 ng 572152 1 5.77 657580 20.0
unknown5 .52 5.52 99.0 ng 3254890 1 5.77 657580 20.0
n-Hexadecanoic acid 11.95 3.7 ng 131403 4 11.22 708302 20.0
Tetratetracontane 14 .37 6.5 ng 214211 5 14.47 660142 20.0
Hexadecane 15.14 14.1 ng 466856 5 14.47 660142 20.0
Cyclohexadecane 15.27 3.8 ng 125608 5 14.47 660142 20.0
Pentafluoropropio... 15.40 6.2 ng 194208 6 16.10 627989 20.0
Hexadecanal 15.66 3.0 ng 93951 6 16.10 627989 20.0
unknownl15.75 15.75 3.0 ng 94841 6 16.10 627989 20.0
Nonadecane 15.86 38.8 ng 1218550 6 16.10 627989 20.0
Oxirane, heptadecyl- 16.38 7.7 ng 240422 6 16.10 627989 20.0
Heneicosane 16.59 23.7 ng 743706 6 16.10 627989 20.0
Octadecanal 17.26 13.9 ng 436793 6 16.10 627989 20.0
unknownl17.89 17.89 4.3 ng 135349 6 16.10 627989 20.0
unknownl18.14 18.14 7.0 ng 219724 6 16.10 627989 20.0
unknown18.45 18.45 2.8 ng 89015 6 16.10 627989 20.0
Hop-22(29)-en-3.b... 18.54 9.2 ng 289413 6 16.10 627989 20.0
unknownl18.66 18.66 4.3 ng 136491 6 16.10 627989 20.0
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