LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 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-BF050416.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.864 241 243 248 rBV 97663 142394 3.87% 0.458%
2 5.310 280 282 284 rBVY 1401160 1424562 38.75% 4_.578%
3 6.373 372 375 377 rBV 2444665 2657161 72.28% 8.539%
4 6.487 383 385 388 rBVY 1360322 1937481 52.70% 6.226%
5 6.727 404 406 408 rBV 1187481 1069420 29.09% 3.437%
6 6.876 417 419 422 rBV 910059 1152517 31.35% 3.704%
7 7.127 439 441 443 rBV 41905 53479 1.45% 0.172%
8 7.287 453 455 458 rBVY 1086275 1514561 41.20% 4.867%
9 7.870 504 506 509 rBV 47294 51935 1.41% 0.167%
10 8.019 516 519 521 rBVY 1041008 1278219 34.77% 4.108%

11 9.093 610 613 615 rBV 4221335 3676405 100.00% 11.814%
12 9.493 645 648 650 rBvY 428692 545438 14.84% 1.753%
13 9.607 657 658 661 rvB2 68182 68198 1.86% 0.219%
14 9.710 665 667 669 rBvV 102326 84803 2.31% 0.273%
15 9.768 669 672 674 rBV 1394735 1343117 36.53% 4_.316%

16 10.202 709 710 714 rVB 138201 165501 4_50% 0.532%
17 10.419 726 729 733 rBV 63703 141886 3.86% 0.456%
18 10.488 733 735 738 rBV 396528 391414 10.65% 1.258%
19 10.556 738 741 743 rBV 2552640 2813220 76.52% 9.040%
20 10.682 750 752 758 rBV 136937 234734 6.38% 0.754%

21 10.876 766 769 773 rBV 21580 51394 1.40% 0.165%
22 11.128 789 791 792 rBV 80467 83658 2.28% 0.269%
23 11.242 799 801 805 rBV 1087682 1099376 29.90% 3.533%
24 11.299 805 806 810 rVvB3 37830 53640 1.46% 0.172%

25 11.791 846 849 853 rBvV 153738 245361 6.67% 0.788%

26 12.453 904 907 909 rBV 93271 119254 3.24% 0.383%
27 12.625 920 922 924 rBV 143305 126461 3.44% 0.406%

28 12.682 924 927 928 rVvV 47300 73753 2.01% 0.237%
29 12.831 937 940 943 rBV 3279553 3172943 86.31% 10.196%
30 13.071 957 961 963 rBV3 34811 81074 2.21% 0.261%
31 13.528 999 1001 1003 rBV2 40013 44511 1.21% 0.143%

32 13.734 1016 1019 1023 rBV 369215 490548 13.34% 1.576%
33 13.871 1029 1031 1034 rBV 721835 952586 25.91% 3.061%
34 13.985 1038 1041 1043 rBv4 27512 43716 1.19% 0.140%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 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-BF050416.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.054 1045 1047 1051 rBV3 41252 89939 2.45% 0.289%

36 14.362 1072 1074 1082 rBV 290464 523985 14.25% 1.684%
37 14.637 1096 1098 1099 rBV2 41414 68981 1.88% 0.222%
38 14.785 1109 1111 1113 rBV 147335 145870 3.97% 0.469%
39 14.979 1124 1128 1132 rBV2 145635 308389 8.39% 0.991%
40 15.265 1150 1153 1155 rBV 600945 719731 19.58% 2.313%

41 15.482 1170 1172 1177 rVB 101726 145630 3.96% 0.468%
42 15.700 1188 1191 1193 rBVY 94679 153341 4_.17% 0.493%
43 17.094 1310 1313 1317 rBV5 48484 126445 3.44% 0.406%
44 18.203 1406 1410 1419 rVB3 166205 501023 13.63% 1.610%
45 18.408 1423 1428 1434 rVB 339279 950915 25.87% 3.056%

Sum of corrected areas: 31118969
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050516\

BF086723.D

5 May 2016 23:41

UM/SJ

H2720-14

6 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF086723.D

6.37

531 6.49

4.86

6.73
6.88

0
Time-->
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LA

5.00

5.50

6.00

LI

13[\7 7.8
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4000000

3000000

2000000

8.02
1000000

TIC: BF086723.D

10.56
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11.24

9.49 10.

10,2010 44|10:68 1 gg 11.1

12.83

13.
13.07 13.53

(O
Time--> 8.00

A
T T

10.00

8.50 9.00 9.50

10.50 11.00 11.50 12.00

12.50

13.00

13.50

Abundance
4000000

3000000

2000000

1000000{13.87

3495

TIC: BF086723.D

15.27

14.36 14.6’514'79-4'98 15.4815.70 17.09

18.41

18.20

14.

Time-->

00 14.50 15.00 15.50

16.00 16.50 17.00 17.50 18.00
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19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 15

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

4._86 5.33 ng 142394 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 dl-4-Amino-3-hydroxybutyric acid 119 C4H9NO3 000352-21-6 9

Abundance Scan 243 (4.864 min): BF086723.D (-241) (-) m/z 43.10 100.00%
31
5000 59.1
1011 ko ko b0 5k
Ob el SO 880 | | Tm/z 59.10 48.23%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R AR R LN
4.60 4.80 5.00 5.20
59.0 1010 m/z 58.05 13.68%
0 21.0 350 | 510 ‘ 67.0 830 910 | |
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 5.00 520
5000 57.0 m/z 101.10 11.47%
29.0
101.0
78.0
R S S S SO LU SIS SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide R aRa L A REa
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.54%
5000 59.0
73.0
101.0 “\’_”[\‘R/L
0 28.0 || 510 86.0
mz-> 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 unknown6.49 Concentration Rank 1

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

6.49 72.47 ng 1937480 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 385 (6.487 min): BF086723.D (-383) (-) m/z 132.10 100.00%
13R.1
68.1
5000
40.1 96.1 B L B L
I 54.1 ‘| 1060 620 6.40 6.60 6.80
Obrrrrrrrrre il b gl 80 L WSO W m/z 68.10 57.96%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 A SRR SRR U
6.20 6.40 6.60 6.80
2.0 510 m/z 66.10 40.84%
. | | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80
5000 m/z 134.00 30.98%
8.0 104.0
39.0 '
"0 51.0 63.0 92.0 1170
R RN RN RN R RS RAARA RRARS LN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine E EEEmmsEmE R D
132.0 6.20 6.40 6.60 6.80
m/z 69.10 24 .22%
97.0
5000
70.0
31.0
0 e %9‘ , 860 | 116.0
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.20 4.93 ng 165501 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Octadecane 254 C18H38 000593-45-3 80
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 710 (10.202 min): BF086723.D (-709) (-) m/z 57.05 100.00%

57.0

5000

9.80 10.00 10.20 10.40 10.60

113.1 141.2 165.1

0 m/z 43.10 86.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 LA L L L L L L L

85.0 980 1000102010401060
& m/z 71.10 45.83%

29.0
o o Hw‘ﬂwlmom%1wonm
R R S B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
e e e e
9.80 10.00 10.20 10.40 10.60
5000 m/z 41.10 40.30%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane A B B o M
57.0 9.80 10.00 10.20 10.40 10.60
m/z 85.10 27.09%
5000 85.0
29.0
T L e B ARSI e e P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9. 80 10. OO 10 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.42 4.23 ng 141886 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
2 Octacosane 394 C28H58 000630-02-4 53
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 52
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 52
5 Eicosane 282 C20H42 000112-95-8 52

Abundance Scan 729 (10.419 min): BF086723.D (-726) (-) m/z 57.10 100.00%
57.1
5000
\ 810 14111721 10.00 10.20 1040 10.60 10.80
ob—bplocd e o 4 m/z 43.10 59.18%
m/z--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 UL SR SRR B
10.00 10.20 10.40 10.60 10.80
5.0 m/z 71.10 41 .24%
027\\0“ |, “ ;1410 1830 2390
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
10.00 10.20 1040 10.60 10.80
5000 m/z 41.10 29.29%
99.0
027-0 141.0 1830 2250 2810 337.0  394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #115575: Eicosane, 10-methyl- B Ea ma s B
57.0 10.00 10.20 10.40 10.60 10.80
m/z 85.10 21.77%
5000
‘ ‘ 9.0 154.0
O+ L']'q'ﬁ'“ 'Ih'@§3pl e '?8}p| U UL AU SN SRR S
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 unknownl10.49 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.49 11.66 ng 391414 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-n-Hexvlthiolane 172 C10H20S 001613-50-9 25
2 Formamide. N.N-diethyl- 101 C5H11NO 000617-84-5 14
4-(2-HvdroxvphenvDpvrimidine 172 C10H8N20 068535-55-7 10

001830-54-2 10
001744-71-4 10

4 Pentanedioic acid. 3-oxo-. dimet... 174 C7H1005
5 Hydrazine, 1,2-dibutyl- 144 C8H20N2

Abundance Scan 735 (10.488 min): BF086723.D (-733) (-) m/z 172.10 100.00%
101.1 172.1
87.0
5000
63.0 144.1
5.1129.0 LB e
39.0 1571 10.20 10.40 10.60 10.80
O m/z 101.05 83.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #37360: 3-n-Hexylthiolane
101.0
87.0
55.0 172.0
5000 . LA L L LB L LN
69.0 115.0 10.20 10.40 10.60 10.80
m/z 87.00 73.43%
‘ 129.0 143.0
0 ..,....,....,....,..l‘.‘,....,.‘i.. ‘“. O R N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
30.0 58.0
101.0 10.20 10.40 10.60 10.80
5000 m/z 86.00 44 _46%
44.0
86.0
72.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #37415: 4-(2-Hydroxyphenyl)pyrimidine
172.0 10.20 10.40 10.60 10.80
m/z 63.00 34.22%
5000
o 390 630 860 194080 1450 |
T T e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.68 8.54 ng 234734 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
5 Tridecane 184 C13H28 000629-50-5 83

Abundance Scan 752 (10.682 min): BF086723.D (-750) (-) m/z 57.10 100.00%

51.1

5000

10.40 10.60 10.80 11.00

1131 1401 1681

0 m/z 43.10 78.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LA L L L L L L L
85.0 10.40 10.60 10.80 11.00
29.0 m/z 71.10 57 .04%
0 \‘ ‘\ h | Y 1130 141.0 169.0 282.0
T T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T
10.40 10.60 10.80 11.00
5000 m/z 85.10 35.33%
85.0
29.0
o 113.0 141.0 169.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 34.51%
5000 85.0
29.0
..w.”.P”.“.”,”.WH.W.H.P.”..” A R A ARARRES L R R IEEEE e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.79 8.93 ng 245361 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 849 (11.791 min): BF086723.D (-846) (-) m/z 43.05 100.00%
430 730
5000 129.1
97.1 157.1 185.2 213.2 R A AR AR
‘ : 256.3 nmnmnmnmnm
0 m/z 73.00 88.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
430 | 730
5000 AR SR RN AN
nmnmnmnmnm
1290 o 2140 m/z  60.00  83.00%
97.0 :
o 1 1 \ML. .,....,... .,}??.?.. Ao |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.40 11.60 11.80 12.00 12.20
5000 m/z 57.10 74._17%
129.0
256.0
97.0 157.0 1850 2130
O o Lo o
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo /\N\NAVAWAv/J
Abundance #75071: Tetradecanoic acid A B B o ot
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 41.10 71.33%
5000 129.0
185.0 228.0
e |
ob L \\ 0 YOI ... 2 AU N A A
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12 20

8270-BF050416.M Fri May 06 16:20:12 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Cyclopropane, 2-bromo-1,1,3... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.62 5.31 ng 126461 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 2-bromo-1.1.3-trim... 162 C6H11Br 036617-00-2 50
2 3-Hexen-2-one 98 C6H100 000763-93-9 47
3 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 43
4 Cvclohexane. bromo- 162 C6H11Br 000108-85-0 43
5 Cyclobutanecarboxylic acid, 3,5-... 212 C11H10F202 1000293-70-4 42
Abundance Scan 922 (12.625 min): BF086723.D (-920) (-) m/z 55.10 100.00%
54.1
83.1
>0 J\_/\/\'\
102.1 10 1240 12.60 12.80 13.00
: 130.1 161.1
o 2132 M1 Tn7z 83.10  81.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30862: Cyclopropane, 2-bromo-1,1,3-trimethyl-
83.0
55.0

5000
12 40 12.60 12.80 13.00

270‘ m/z 189.10 18.64%
ol

| ‘ 119.0 147.0
e e T T T T e [ T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
83.0
55.0

12.40 12. 60 12. 80 13.00

o

5000 m/z 102.10 10.71%
29.0
o Y MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1257: 1H-Imidazol-2-amine e A e
83.0 12.40 12.60 12.80 13.00

m/z 39.05 10.31%

5000
56.0

o.P.HJMJW.”.,.”,”.w.”.“.”,”...”...” M M

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00

8270-BF050416.M Fri May 06 16:20:13 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 20.60 ng 490548 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
3 10-Heneicosene (c.t) 294 C21H42 095008-11-0 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1019 (13.734 min): BF086723.D (-1016) (-) m/z 57.10 100.00%
5%.1
97.1
5000
125.1 IR DN SRR SURRRE
13.40 13.60 13.80 14.00
153.1
o L JS3l1s21 2311 3021 3822 i T a3 40 99,01k
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55.0
97.0
5000 IR DN SRR SURRRE
13.40 13.60 13.80 14.00
28.0 195.0 m/z 55.10 93.53%
ol— ‘.‘ "‘I I‘H‘I\H\I J .“‘. \|15|‘3|0:!'8I1|0| —— |3|08|0| —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 R DN SRR SURRRE
13.40 13.60 13.80 14.00
5000 m/z 83.10 70.27%
111.0
o 139.0  182.0210.0
m/z--> §0 160 1%0 260 2%0 360 3%0
Abundance #114448: 10-Heneicosene (C,t) LI L L B L B
55.0 13.40 13.60 13.80 14.00
83.0 m/z 69.10 64.74%
5000
111.0
210 ML
[o) \ ‘ | \Jl J\ b J\13?.0.167'0 29‘\10
m/z--> §0 160 150 260 250 360 3éo 1540 1560 1580 14bo '

8270-BF050416.M Fri May 06 16:20:14 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 9-Tricosene, (2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.36 22.00 ng 523985 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
2 Cvclopentadecane 210 C15H30 000295-48-7 92
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1074 (14.362 min): BF086723.D (-1072) (-) m/z 57.10 100.00%
57.1
5000 97.1 \“/J\“ANW—J\\_N‘NANJ\V~
U UUNIA BRI B SUN I
126.2 397.4 14.00 14.20 14.40 14.60
o . I P21581 1061 24022602 3182 365239741 oTT3GT 9.0k
m/z--> 50 100 150 200 250 300 350 400
Abundance #129065: 9-Tricosene, (2)-
550 (97.0
5000 L DU UL I SULLILE B
14.00 14.20 14.40 14.60
0
F 3220 m/z 55.10 75.81%
0 zewlo\“ \‘ | ‘ ‘ “ \‘ 1 \‘\ I “182 0 224.0 266.0 L
m/z--> 50 150 200 250 300 350 400
Abundance
55.0
14.00 14.20 14.40 14.60
5000 97.0 m/z 83.10 52.46%
139.0 210.0
o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester e e R ma e
57.0 14.00 14.20 14.40 14.60
m/z 41.10 52_.37%
97.0
5000
o279 | | ‘ \ l 2001909 2020 #P0 2830
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 1460

8270-BF050416.M Fri May 06 16:20:15 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Tetradecanal Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.79 8.11 ng 145870 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 94
2 Cvcloheptadecanol 254 C17H340 004429-77-0 92
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. tetradecvl- 240 C16H320 007320-37-8 87
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87

Abundance Scan 1111 (14.785 min): BF086723.D (-1109) (-) m/z 57.10 100.00%
5%.1
LRI BURBURN SURIUILE B B
24.1 14.40 14.60 14.80 15.00 15.20
165.1 1242.2 . . .
o i xn 201 20522712 30423322 3931 “n/z 43.10 96.16%
m/z--> 50 100 150 200 250 300 350
Abundance #64478: Tetradecanal
57.0
5000 R SR UL I B
20.0 1440 1460 14.80 15.00 15,20
m/z 55.10 65.36%
‘ 24.0 168.0
0! “ ‘\ I Hu \\\ — \‘I i .‘|21.2'.0. —_—————————
m/z--> 50 150 200 250 300 350
Abundance
55.0
96.0 NI UM SO SR N
14.40 14.60 14.80 15.00 15.20
m/z 82.10 64 .58%
5000 236.0 0
24.0
. 200 152.0180.0208:0
m/z--> " s0 100 150 200 250 300 350
Abundance #99445: Octadecanal A BAREE ma
43.0 14.40 14.60 14.80 15.00 15.20
m/z 41.10 52.12%
82.0
o m
ol15:0 | ‘l k “ ﬁ3801660194022202500
m/z--> 50 100 150 200 250 300 350 14140 1460 14.80 15.00 15.20

8270-BF050416.M Fri May 06 16:20:15 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Z-12-Pentacosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.98 17.14 ng 308389 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-12-Pentacosene 350 C25H50 1000131-09-4 93
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 E-7-Octadecene 252 C18H36 1000130-92-0 90
4 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 90
Abundance Scan 1128 (14.979 min): BF086723.D (-1124) (-) m/z 57.10 100.00%
51.1
st M
5000
111.1
2521 1450 1480 15100 1550
139.2 . : . :
ob L Loy 1822 2212,y | 2801 3101 3902 m/z 43.10 92.92%
m/z--> 50 100 150 200 250 300 350
Abundance #141322: Z-12-Pentacosene
43.0
97.0
5000 L UL B BRI U B
14. 60 14. 80 15.00 15.20
1250 350.0 m/z 55.10 80.18%
. \ M h M“ ‘H5?018102080236026402900 3220
m/z--> Io 260 250 300 350
Abundance
43.0
69.0 14.60 14.80 15.00 15.20
5000 m/z 83.10 59.89%
97.0
. 125.0 154 183.0 224.0252.0 M
m/z--> 55 160 150 200 250 300 350
Abundance #89784: E-7-Octadecene e AREEEaREE S
43.0 14.60 14.80 15.00 15.20
69.0 m/z 69.10 55.73%
T M\J\JL/\J\\/\/J\/\/
5000
. 252.0
o ‘ | L ‘ 15401820 2240
m/z--> % 5 2m 250 300 350 Mmmmmmm% '

8270-BF050416.M Fri May 06 16:20:16 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.48 8.09 ng 145630 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 1.19-Eicosadiene 278 C20H38 014811-95-1 81
3 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 64
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
5 2-Dodecen-1-ol 184 C12H240 022104-81-0 58

Abundance Scan 1172 (15.482 min): BF086723.D (-1170) (-) m/z 57.10 100.00%

57.1

HF

5000

24.1151 2 183.9

0 m/z 43.10 92.21%
m/z--> 50 100 150 200 250 300 350
Abundance #99447: Octadecanal
43.0/ 82.0
5000 LA L L L L L L L

15.20 15.40 15.60 15.80
Fno m/z 55.10 62.87%

MH%%%mmﬁﬂﬁmo
ol LA Tt
m/z--> 50 l 150 200 250 300 350
Abundance
55.0
AR R B
96.0 15.20 15.40 15.60 15.80
5000 m/z 82.05 60.28%
124.0
o 27,0 152.0180.0208.0 250.0278.0 \\/WM/M
— e
m/z--> 50 100 150 200 250 300 350
Abundance #99458: Z-2-Octadecen-1-ol e e ERRES BE s
57.0 15.20 15.40 15.60 15.80
m/z 41.10 48.29%
96.0
5000
250.0
. y\ﬁ%mmmw%o L
- T T T T IIIII IIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80

8270-BF050416.M Fri May 06 16:20:17 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 17 unknownl7.09 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.09 7.03 ng 126445 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamastan-3-en-6-o0l 414 C29H500 1000214-19-7 11
2 Prean-5-ene-3.12.14.17.20-pentol... 366 C21H3405 028417-32-5 11
3 Cholest-5-en-3-0l (3.beta.)-. ac... 428 C29H4802 000604-35-3 11
4 20-Ethvnvl-5-preanen-3.20-diol 342 C23H3402 1000255-24-9 10
5 Pregnan-20-one, 3,1l1-dihydroxy-,... 334 C21H3403 048200-75-5 10
Abundance Scan 1313 (17.094 min): BF086723.D (-1310) (-) m/z 43.10 100.00%
43.1
91.1
5000
' 16.80 17.00 17.20 17.40
(o} m/z 91.10 56.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159287: Stigmastan-3-en-6-ol
43.0
5000 RN SURIR SUNIL I
16.80 17.00 17.20 17.40
95.0 359.0 399.0 m/z 107.10 44 .54Y%
oLl L\j ‘\J‘M‘M‘I |30 17502180 25502000 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
31.0
740 ' 16.80 17.00 17.20 17.40
113.0
234.0
366.0
e L W L L LA UL WA B
m/z--> 50 100 150 200 250 300 350 400
Abundance #161581: Cholest-5-en-3-ol (3.beta.)-, acetate Al EEAR T RS
43.0 16.80 17.00 17.20 17.40
m/z 67.10 42 .21%
5000 81.0 368.0
147.0
213.0 260.0
o L ibooy | oS0 #00me0 | eme
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF050416.M Fri May 06 16:20:17 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 18 unknownl18.20 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.20 27.85 ng 501023 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.19-Cvclolanost-24-en-3-o0l. ace... 468 C32H5202 001259-10-5 47
2 Lanosta-8.24-dien-3-o0l. acetate.... 468 C32H5202 002671-68-3 37
3 N-Chloro-2.2-bis(trifluoromethyl... 213 C4H2CIF6N 120129-41-1 27
4 p-Menthon-8-thiol 186 C10H180S 033281-91-3 27
5 1H,1H,2H,2H-Perfluorooctan-1-ol 364 C8H5F130 000647-42-7 25

Abundance Scan 1410 (18.203 min): BF086723.D (-1406) (-) m/z 43.10 100.00%

1 \/\/\/¥//\\/\/‘\A
5000 95.1

187.2 2412

467.5 17.80 18.00 18.20 18.40 18.60

301.3

Ol m/z 55.10 78.83%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166219: 9,19-Cyclolanost-24-en-3-ol, acetate, (3.beta.)-
43.0
5000 TT T T[T T 1T TT T T[T T T T [TT

17.I80 18.IOO 18.I20 18.I40 18.I60
m/z 69.10 75.53%

"175.0

150  286.03p5 o365.0 4080

0!

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
69.0
L M
393.0 4530 17.80 18.00 18.20 18.40 18.60
5000 109.0 m/z 95.10 48.23%
149.0189.0 241.0 301.0
294 355.0
Ol b e M L b b g e b
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #65083: N-Chloro-2,2-bis(trifluoromethyl)aziridine A RREEE RS E ST
69.0 17.80 18.00 18.20 18.40 18.60
128.0 178.0 m/z 41.10 42 _.16%
| l ‘ \ /1 21?'0
ot MM
m/z--> 0 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40 18.60

8270-BF050416.M Fri May 06 16:20:18 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086723.D

Aca On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 19 unknownl18.41 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.41 52.85 ng 950915 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6.10.14.18.22-Tetracosahexaen-... 426 C30H500 054159-46-5 49
2 5-Acetoxvmethvl-2.6.10-trimethvl... 282 C17H3003 1000144-12-3 47
3 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 43
4 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 41
5 1,6,10-Dodecatrien-3-ol, 3,7,11-... 222 C15H260 000142-50-7 38

Abundance Scan 1428 (18.408 min): BF086723.D (-1423) (-) m/z 69.10 100.00%
69.1
341.4 LRI AR BRI BN SN
273.3 426.4 18.00 18.20 18.40 18.60 18.80
ol Il 1 3722 m/z 55.10 75.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161310: 1,6,10,14,18,22-Tetracosahexaen-3-ol, 2,6,10,15,1...
69.0
5000 U DA SRR B
070 18.00 18.20 18.40 18.60 18.80
m/z 41.10 66 .40%
129 | \h L ‘M LID0 2030 2570 2090 357030504260
m/z--> 50 150 200 250 300 350 400
Abundance
69.0
18.00 18.20 18.40 18.60 18.80
5000 m/z 95.10 61.92%
109.0
161.0
o 2040 264.0
mz-> 50 100 150 200 250 300 350 400
Abundance #69594: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-enyl... T
69.0 18.00 18.20 18.40 18.60 18.80
m/z 81.10 51.11%
5000 109.0 va\wﬁdf\_qj/\\/\\Nﬁﬁr¢\dJ
\M \ | jsto 200
0||||| ‘ H\l‘llw T e A REREE eSS
m/z--> 50 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80

8270-BF050416.M Fri May 06 16:20:19 2016

Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
Data File : BF086723.D

Acq On : 5 May 2016 23:41

Operator : UM/SJ

Sample : H2720-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.86 5.3 ng 142394 1 6.73 1069420 40.0
unknown6 .49 6.49 72.5 ng 1937480 1 6.73 1069420 40.0
Hexadecane 10.20 4.9 ng 165501 3 9.77 1343120 40.0
Pentadecane, 2,6,... 10.42 4.2 ng 141886 3 9.77 1343120 40.0
unknown10.49 10.49 11.7 ng 391414 3 9.77 1343120 40.0
Eicosane 10.68 8.5 ng 234734 4 11.24 1099380 40.0
Tridecanoic acid 11.79 8.9 ng 245361 4 11.24 1099380 40.0
Cyclopropane, 2-b... 12.62 5.3 ng 126461 5 13.87 952586 40.0
1-Docosene 13.73 20.6 ng 490548 5 13.87 952586 40.0
9-Tricosene, (2)- 14.36 22.0 ng 523985 5 13.87 952586 40.0
Tetradecanal 14.79 8.1 ng 145870 6 15.27 719731 40.0
Z-12-Pentacosene 14.98 17.1 ng 308389 6 15.27 719731 40.0
Octadecanal 15.48 8.1 ng 145630 6 15.27 719731 40.0
unknownl17.09 17.09 7.0 ng 126445 6 15.27 719731 40.0
unknown18.20 18.20 27.9 ng 501023 6 15.27 719731 40.0
unknownl18.41 18.41 52.9 ng 950915 6 15.27 719731 40.0
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