LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 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-BF092815.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 5.086 255 258 269 rVB 831880 1238828 44.00% 5.161%
2 5.497 291 294 296 rBVY 2092167 2485429 88.28% 10.355%
3 6.526 381 384 386 rBY 2108016 2419961 85.96% 10.083%
4 6.652 393 395 398 rBY 1986510 2345939 83.33% 9.774%
5 6.880 413 415 418 rBV 415506 593529 21.08% 2.473%
6 7.040 427 429 432 rBV 1909697 1902348 67.57% 7.926%
7 7.452 462 465 468 rBY 1078065 1380889 49.05% 5.753%
8 7.532 471 472 479 rVB 20483 37421 1.33% 0.156%
9 8.172 526 528 531 rBV 885067 762151 27.07% 3.175%
10 9.258 620 623 625 rBY 2029498 2815380 100.00% 11.730%

11 9.646 655 657 659 rBvV 504375 400562 14.23% 1.669%
12 9.932 679 682 684 rBvV 934170 826077 29.34% 3.442%

13 10.355 718 719 721 rVB 63968 45942 1.63% 0.191%
14 10.572 735 738 741 rBV 21156 29197 1.04% 0.122%
15 10.721 748 751 754 rBV 1370394 1347981 47.88% 5.616%
16 10.823 758 760 765 rVB 52968 86990 3.09% 0.362%
17 11.281 797 800 801 rBV 43564 45962 1.63% 0.191%
18 11.418 810 812 814 rBV 760041 671506 23.85% 2.798%
19 11.703 835 837 839 rBvV 38702 31713 1.13% 0.132%

20 11.943 856 858 865 rBv2 97314 115257 4_.09% 0.480%

21 13.006 948 951 954 rBV 2150737 2051169 72.86% 8.546%
22 13.898 1027 1029 1033 rBV 294311 342432 12.16% 1.427%
23 14.058 1041 1043 1049 rVvVv 529619 598353 21.25% 2.493%

24 14.161 1049 1052 1054 rVV3 20232 37508 1.33% 0.156%
25 14.218 1055 1057 1061 rVVv2 18631 40463 1.44% 0.169%
26 14.538 1082 1085 1087 rBV2 58860 111972 3.98% 0.467%
27 14.812 1107 1109 1112 rBVZ2 47240 69838 2.48% 0.291%
28 14.972 1121 1123 1126 rBV 125873 131612 4.67% 0.548%
29 15.155 1137 1139 1141 rBV 46724 76649 2.72% 0.319%

30 15.190 1141 1142 1145 rVB 79556 101396 3.60% 0.422%

31 15.521 1168 1171 1174 rBV 258092 436342 15.50% 1.818%
32 15.738 1187 1190 1196 rBV2 96793 163064 5.79% 0.679%
33 15.955 1207 1209 1212 rBV 37627 65303 2.32% 0.272%
34 16.024 1212 1215 1218 rVV 59381 121344 4_.31% 0.506%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF092815.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.744 1276 1278 1283 rVB3 36752 71082 2.52% 0.296%

Sum of corrected areas: 24001589
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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: BF082069.D

5,50 5
2000000 665 704

(0]

1500000

7.45

1000000
5.09 8.17

500000 6.88

L e

s e B s s 1L SeUrE B A S 1 S

I
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: BF082069.D
9.26 13.01

2000000

1500000 10.72

1000000 9.93
11.42

500000 9.65

10.3 Jl&sz . 11.94
oL 105 | S L

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: BF082069.D

2000000
1500000
1000000
500000 15.52

1E 15744602 16.74

o T T T T T T [T ]

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\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 41.74 ng 1238830 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 258 (5.086 min): BF082069.D (-255) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 e
480 5.00 5.20 5.40
83.1
..,....,....','....,..~!.|,..‘?.9,?...,....,....,....,....,....,....,...., m/z 59.10 66.00%
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 R LU I
59.0 480 500 520 5.40
m/z 101.10 21.72%
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
480 5.00 520 540
5000 41.0 m/z 58.10 16.68%
HUUNARRA "|""|""|'"'??'9'|""|""|""|"" +?§'?"'4??'9'|
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one T EAmRE R
43.0 480 5.00 5.20 5.40
m/z 41.10 9.20%
5000
55.0
"|'??“ﬁ""“"" I'j"l'"?%'9"??'9'I"?érz"'I""I""I""I""I RN AR RS S R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.65 Concentration Rank 1

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

6.65 79.05 ng 2345940 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 395 (6.652 min): BF082069.D (-393) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 541 o1 ek 5k oky 7ho
: B R R m/z 68.10 42 _.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 U IR IR L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.70%

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

Abundance
57.0 132.0
e
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.10 28.97%
158.0 189.0
L e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R ARG mmaR T
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.54%
117.0
5000
39.0 91.0
o, T
SR PR OV NSYI | O
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 4 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.59 ng 86990 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 760 (10.823 min): BF082069.D (-758) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.2 "' 10:60 10.80 11.00 11.20
m/z 43.10 68.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 UL BN SRR SURE I
85.0 10 60 10 80 11. oo 11. 20

29,0‘ m/z 71.10 55.28%
I

X 1410 169.0 282.0
T T T T e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0

10.60 10 80 11. OO 11.20

0,
5000 850 m/z 85.10 35.64%

29.0
113.0 141.0 169.0 212.0

wmwmwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane R AR A A
57.0 10.60 10.80 11.00 11.20
m/z 41.10 29.47%

5000
85.0

29.0
\ L L ‘ 1130 1410 169.0 1970 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.43 ng 115257 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecane, 1,2-dibromo- 326 C12H24Br2 055334-42-4 18

Abundance Scan 858 (11.943 min): BF082069.D (-856) (-) m/z 73.10 100.00%

431 |, 731

5000
129.1

97.1 T TR
157.1 1g51 2132 2563 11.60 11.80 12.00 12.20
m/z 60.10 90.48%

_%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 A
5000 L [N L L L LB B L |

11.60 11.80 12.00 12.20
m/z 43.10 86.94%

97.0 129.0 256.0
Il \ H At 1 152.00710 10402139 237.0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
430 30
A B R
11.60 11.80 12.00 12.20
5000 m/z 55.10 79.29%
129.0 171.0 214.0
97.0 :
152.0 195.0
R REa B o R RS s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid R A R
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.05 78.00%
e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Heptafluorobutanoic acid, h... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 11.45 ng 342432 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
3 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1029 (13.898 min): BF082069.D (-1027) (-) m/z 57.10 100.00%
51.1
83.1

5000

-

13.60 13.80 14.00 14.20
m/z 55.10 85.15%

1391 1681 1952 2311 281.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

%

5000 S RARAN RARAA RARRA RAR
13.60 13.80 14.00 14.20
m/z 43.10 82.52%
2?‘ 0 I 1390 1690  p100 2380 ..o
mz-> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 RN AR RN RN
13.60 13.80 14.00 14.20
5000 m/z 83.10 79.41%

111.0

139.0 182.0 210.0

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127053: 2- Chloropropionic acid, pentadecy! ester B = = e e
. 13.60 13.80 14.00 14.20

m/z 97.10 69.17%

-

5000 111.0

29.0
140.0

182.0 210.0 255.0

5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. 00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 7 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.74 ng 111972 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
4 1-Octadecanol 270 C18H380 000112-92-5 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 1085 (14.538 min): BF082069.D (-1082) (-) m/z 57.10 100.00%

517.1

97.1

5000

-

224.1253.1 397.3 14.20 14.40 14.60 14.80
A m/z 43.10 88.48%

271 166.1

T -
m/z--> 50 100 150 200 250 300 350 400
Abundance #72491: Cyclohexadecane
55.0
5000 LI L L L L L LB L

14.20 14.40 14.60 14.80
m/z 83.10 85.21%

| 1260 s 20

N
ES
=2

i

m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 S REEEE R
14.20 14.40 14.60 14.80
5000 m/z 55.10 83.13%
126.0 16701960 294.0 34090 \AjkrkwA~d~/\wJu¢fJ&“»Av
m/z--> 50 100 150 200 250 300 350 400
Abundance #144923: 2- Chloropropionic acid, octadecy! ester B
57.0 97.0 14.20 14.40 14.60 14.80
' m/z 97.10 77.94%
- \J\/\/\/‘A/‘J\/\A\
27,0 ‘ ‘ 250.0
AL AT se90 zono P27 2070 a0 T T
m/z--> 50 100 150 200 250 300 350 400 14. 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 9-Octadecenamide, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.81 3.20 ng 69838 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 Octadecanamide 283 C18H37NO 000124-26-5 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 59
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 Dodecanamide 199 C12H25N0 001120-16-7 53

Abundance Scan 1109 (14.812 min): BF082069.D (-1107) (-) m/z 59.10 100.00%

59.1

5000

%

1261 1540 1801 5o7q 2371 2761 14.40 14.60 14.80 15.00 15.20
m/z 72.10 68.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000
14.40 14.60 14.80 15.00 15.20
m/z 55.10 50.30%
”'P”'P”'P'”P'”I”“I””I“"”"”"'”"”"“'P”'P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R N R SR EERES
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.10 31.72%
29.0 860 1280 4560 1840 2120 240.0 2830
wﬁmﬁmﬁwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74439: Tetradecanamide R A REEaE EEEa L
59.0 14.40 14.60 14.80 15.00 15.20
m/z 57.10 25.34%
5000
29.0 97.0 128.0 227.0
...“..WM.AI.JL,U”W,”W.:l..%?%o.”%8i?...........“,.”.,”. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 40 14. 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 12-Octadecenal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.97 6.03 ng 131612 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenal 266 C18H340 056554-91-7 90
2 Octadecanal 268 C18H360 000638-66-4 87
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 68
5 11-Tetradecyn-1-ol acetate 252 C16H2802 033925-72-3 64

Abundance Scan 1123 (14.972 min): BF082069.D (-1121) (-) m/z 57.10 100.00%

51.1
82.1

5000

-

110.1 R B B

180.1 210.1 256.1 287.2 14.60 14.80 15.00 15.20
2352 m/z 43.10 81.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98130: 12-Octadecenal
57.0 82.0

-

5000

1460 14.80 15.00 1520
110.0 m/z 82.10 81.19%
147.0163 0 196.0 224.0 2520

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

29.0

43.0 82.0

3

14.60 14.80 15.00 15.20
5000 m/z 55.10 63.01%

110.0
250.0
1380 1660 194.0 2220

:

mﬂmﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecyl- R R RS
14.60 14.80 15.00 15.20

m/z 96.10 52 .52%

5000
110.0

3

138.0 236.0 264.0

166.0 194.0
L MBI e
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\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.16 3.51 ng 76649 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 83
2 Octacosane 394 C28H58 000630-02-4 83
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Tetratriacontane 479 C34H70 014167-59-0 83
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83

Abundance Scan 1139 (15.155 min): BF082069.D (-1137) (-) m/z 57.10 100.00%

5000

277.2 14.80 15.00 15.20 15.40
m/z 71.10 62.02%

13.1

201.1

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0

5000 R SRR R EEUREREE
14.80 15.00 15.20 15.40

m/z 43.10 52 .84%

h | 1?9‘169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

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

57.0

14.80 15.00 15.20 15.40
5000 m/z 85.10 44 _25Y%

113.0 169.0 225 o 281. 0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #169089: Hexatriacontane e e R &
57.0 14.80 15.00 15.20 15.40

m/z 55.10 20.53%

5000

130 /169.0 2250 2810 337.0 393.0 449.0 506.0

m/z--> 0O 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\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1-Octadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.19 4.65 ng 101396 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 90
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 76
3 1-Tetracosanol 354 C24H500 000506-51-4 72
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 62
5 1-Heptadecanol 256 C17H360 001454-85-9 58
Abundance . Scan 1142 (15.190 min): BF082069.D (-1141) (-) m/z 57.10 100.00%
5711 g3 1
5000
1011681 yo7 12301 2601 14180 1500 1520 15.40 1560
m/z 55.10 81.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #100813: 1-Octadecanol
43.0/ 83.0
5000 ] I SRR DA BN B
14. 80 15. oo 15 20 15. 40 15. 60
m/z 83.10 81.42%
“ e 168.0 196.0 224.0 252.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
83.0 14.80 15.00 15.20 15.40 15.60
5000 m/z 97.10 76.40%
111.0
29.0 139.0 168.0 210.0 238.0 283.0 \/\/\J\—\/J\WMM
wwmm‘mmm‘rﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol A RREEE RS E ST
43.0 14.80 15.00 15.20 15.40 15.60
m/z 69.10 73.35%
o K JMMI\A
18.0
| 1 | 140.0 168.0196.0  238.0266.0  308.0336.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 80 15. OO 15 20 15. 40 15. 60

8270-BF092815.M Tue Oct 06 16:04:26 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Oxirane, heptadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.74 7.47 ng 163064 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
3 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 72
4 Octadecanal 268 C18H360 000638-66-4 64
5 E-7-Dodecen-1-ol acetate 226 C14H2602 1000131-35-3 60
Abundance Scan 1190 (15.738 min): BF082069.D (-1187) (-) m/z 57.10 100.00%
5000 \/\/\/\MK\A
158.1 204.2 236.1 272.2 319.2 365.3 15.40 15.60 15.80 16.00
m/z 82.10 85.10%
m/z--> 50 100 150 200 250 300 350
Abundance #107629: Oxirane, heptadecyl-
430 82.0
5000 LR DAL SRR U S B
1540 15.60 15.80 16.00
10.0 m/z 43.10 81.05%
b b \H 1°P0166.0100.0 _ 236.0264.0
m/z--> 50 150 260 250 300 350
Abundance
82.0
43.0 15.40 15.60 15.80 16.00
5000 m/z 96.10 68.39%
110.0
15.0 13801660  211.0 250.0
m/z--> " s 100 150 200 250 300 350
Abundance #107628: 18-Nonadecen-1-ol R
58.0 15.40 15.60 15.80 16.00
m/z 55.10 63.82%
5000 96.0
2moh 1 L L { ﬁ2ﬁ01520180020802360264o
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.99 ng 65303 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 52
2 Octacosane 394 C28H58 000630-02-4 52
3 Pentacosane 352 C25H52 000629-99-2 52
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 52
5 Nonacosane 408 C29H60 000630-03-5 52
Abundance Scan 1209 (15.955 min): BF082069.D (-1207) (-) m/z 57.10 100.00%
57.1
5000
1300 169.1 210.1 258.1 15.60 15.80 16.00 16.20
— ,I-. 2817.2 m/z 71.10 65.52%
m/z--> 50 100 150 200 250 300 350
Abundance #55009: Tetradecane
57.0
5000 L AR DU BRI SR B
15 60 15. 80 16 00 16.20
m/z 85.10 52.83%

27‘.0 ‘ 99.0
M G R
m/z--> 50 100 150 200 250 300 350
Abundance

57.0

15 60 15. 80 16 00 16.20

5000 m/z 43.10 45.91%
99.0
27.0 141. 0 183.0 225.0 281.0 337.0 394.0
— T T T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane e e R &
57.0 15.60 15.80 16.00 16.20

m/z 55.10 20.89%

5000

mﬂ] lllﬂomm2%0%m3wo%m
] A e e .

m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16 00 16.20

8270-BF092815.M Tue Oct 06 16:04:27 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.02 5.56 ng 121344 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 87
2 4-Methvl-E-9-octadecene 266 C19H38 1000130-87-1 87
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 86
4 Cvclooctadecane. ethyl- 280 C20H40 1000151-22-5 74
5 Cyclotetradecane, 1,7,11-trimeth... 280 C20H40 001786-12-5 58
Abundance Scan 1215 (16.024 min): BF082069.D (-1212) (-) m/z 57.10 100.00%
51.1
5000 K/«N\J\~x_\]\/\“\,fxm,\k/\v
. 231.1 LRI BN BUNLN SURURN SN
154.1182.1 266.1 299.1 355.1 15.80 16.00 16.20 16.40
ety ; m/z 97.10 76.53%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43.0 97.0
5000 00 LRI S L SN B
15. 80 16 00 16. 20 16. 40
125.0 m/z 83.10 72.40%
ﬁﬂﬂd‘ MMM}BMmmmmmmmm
m/z--> éo 160 150 260 2%0 300 3%0
Abundance
43.0
83.0 "' 15:80 16.00 16.20 16.40
5000 266.0 m/z 55.10 70.72%
111.0
139.0167.0 210.02380 \/\JW\A—\MA
m/z--> o 'éo" ' 160" "150" "200" ' 550" ' 500" "3éo
Abundance #98172: Z-5-Nonadecene R A BEAE S B
55,0 83.0 15.80 16.00 16.20 16.40
m/z 43.10 67.66%
266.0
‘J‘ | } P390;680 210.0238.0
m/z--> 50 100 150 260 250 360 3%0 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082069.D

Aca On : 6 Oct 2015 3:31

Operator : UM/I1Z

Sample : 6G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 15 1-Cyclohexylnonene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.74 3.26 ng 71082 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-CvclohexvlInonene 208 C15H28 114614-84-5 50
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 49
3 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 38
4 Octadecanal 268 C18H360 000638-66-4 38
5 Cyclobuta[1,2:3,4]dicyclooctene, ... 220 C16H28 061277-45-0 35

Abundance Scan 1278 (16.744 min): BF082069.D (-1276) (-) m/z 57.10 100.00%

57.1

96.1

5000

I I I I
220.1 2581 295.1 327.2355.1 16.40 16.60 16.80 17.00
m/z 82.10 77.01%

166.1

126.1

m/z--> 50 100 150 200 250 300 350

Abundance #61702: 1-Cyclohexylnonene
55.0
96.0
5000 LA L L L LB B L |
16.40 16.60 16.80 17.00
m/z 43.10 72.48%
\H\ \ 208.0
I |
T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 82.0
R RS B
16.40 16.60 16.80 17.00
5000 m/z 96.10 71.54%
110.0
138.0166.0104.0 236.0264.0
et e et
m/z--> 50 100 150 200 250 300 350
Abundance #11235: Cyclohexane, (1-methylethyl)- R RS B
83.0 16.40 16.60 16.80 17.00
580 m/z 83.10 69.74%
5000
27.0 ‘ 126.0
JLU,WJ.N.,. A SN
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100515\
Data File : BF082069.D

Acq On : 6 Oct 2015 3:31

Operator : UM/1Z

Sample - G3891-16

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 41.7 ng 1238830 1 6.89 593529 20.0
unknown6 .65 6.65 79.0 ng 2345940 1 6.89 593529 20.0
Eicosane 10.82 2.6 ng 86990 4 11.42 671506 20.0
n-Hexadecanoic acid 11.94 3.4 ng 115257 4 11.42 671506 20.0
Heptafluorobutano... 13.90 11.4 ng 342432 5 14.06 598353 20.0
Cyclohexadecane 14.54 3.7 ng 111972 5 14.06 598353 20.0
9-Octadecenamide,... 14.81 3.2 ng 69838 6 15.52 436342 20.0
12-Octadecenal 14.97 6.0 ng 131612 6 15.52 436342 20.0
Tetratetracontane 15.16 3.5 ng 76649 6 15.52 436342 20.0
1-Octadecanol 15.19 4.7 ng 101396 6 15.52 436342 20.0
Oxirane, heptadecyl- 15.74 7.5 ng 163064 6 15.52 436342 20.0
Tetradecane 15.96 3.0 ng 65303 6 15.52 436342 20.0
1-Nonadecene 16.02 5.6 ng 121344 6 15.52 436342 20.0
1-Cyclohexylnonene 16.74 3.3 ng 71082 6 15.52 436342 20.0
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