LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 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-BF122116.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 3.990 182 184 189 rBvV 76853 142411 2.57% 0.301%
2 4.733 245 249 264 rVB 1447841 2740922 49.41% 5.788%
3 5.190 287 289 292 rBVY 3487642 5211528 93.95% 11.005%
4 6.264 380 383 390 rBVY 4846555 5547230 100.00% 11.714%
5 6.367 390 392 395 rVB 5086230 5000579 90.15% 10.560%
6 6.596 410 412 414 rBV 1107037 1082377 19.51% 2.286%
7 6.745 423 425 428 rBY 2571394 3495863 63.02% 7.382%
8 7.167 459 462 464 rBV 2869181 3024981 54.53% 6.388%
9 7.876 522 524 527 rBVY 1107483 1247837 22.49% 2.635%
10 8.962 616 619 621 rBY 4751549 4768484 85.96% 10.070%

11 9.362 652 654 656 rBv 337637 306256 5.52% 0.647%
12 9.625 675 677 680 rBV 1391488 1399519 25.23% 2.955%
13 10.082 713 717 718 rBV 45561 67844 1.22% 0.143%
14 10.425 744 747 749 rBvV2 2101160 3096451 55.82% 6.539%
15 10.551 756 758 762 rBV 98766 130094 2.35% 0.275%

16 10.996 795 797 798 rBvV2 79036 78188 1.41% 0.165%
17 11.099 804 806 809 rBV 1037715 1419465 25.59% 2.997%
18 11.659 853 855 859 rBv2 371091 351490 6.34% 0.742%
19 12.437 921 923 928 rBV 113597 132651 2.39% 0.280%
20 12.539 928 932 934 rVB 42750 66096 1.19% 0.140%

21 12.699 943 946 948 rBV 3061633 4250174 76.62% 8.975%
22 13.602 1022 1025 1034 rBV 150838 226841 4_.09% 0.479%
23 13.728 1034 1036 1039 rBV 961928 1092031 19.69% 2.306%
24 14.231 1076 1080 1086 rBVZ2 43932 105477 1.90% 0.223%

25 14.814 1129 1131 1132 rBV 65208 80187 1.45% 0.169%
26 14.837 1132 1133 1138 rVB 41062 64994 1.17% 0.137%
27 15.088 1153 1155 1158 rBV 692456 840951 15.16% 1.776%
28 15.500 1188 1191 1193 rBV 63918 91850 1.66% 0.194%
29 16.163 1245 1249 1252 rBV 173629 321184 5.79% 0.678%
30 16.345 1261 1265 1268 rBV4 23318 59236 1.07% 0.125%

31 16.448 1271 1274 1280 rVV2 127168 309330 5.58% 0.653%
32 16.551 1280 1283 1284 rVV 70274 137772 2.48% 0.291%
33 16.586 1284 1286 1291 rVB 89153 171298 3.09% 0.362%
34 16.814 1302 1306 1311 rBV3 54912 138737 2.50% 0.293%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 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-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.328 1347 1351 1354 rBV 38897 89226 1.61% 0.188%
36 17.648 1375 1379 1388 rBV5 20383 66096 1.19% 0.140%

Sum of corrected areas: 47355650
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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\BF011217\

BF092210.D

12 Jan 2017 16:13

UM/SsJ

11029-05

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF092210.D

5.19

4.73

3.99

7.17
6.74

6.60

o=

Time-->  2.00

2.50

3.00

3.50

4.00

T T
4.50 5.00

Abundance
5000000

4000000

3000000

2000000

7.88
1000000

TIC: BF092210.D
8.96

10.42

9.62
11.10

11.66

10.08 10.55

12454)|

12.70

13.6(

04—
Time-->

11.50 12.00

10.00

9.50 10.50 11.00

12.50 13.00

T
13.50

Abundance
5000000

4000000

3000000

2000000

10000008 73

TIC: BF092210.D

15.09

14.23 am 17.33 17.65

08016.81

Time-->

14.00

18.00

16.50 17.00

17.50

14.50 15.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 11

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

3.99 2.63 ng 142411 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 74
2 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 64
3 2-Hexenal 98 C6H100 000505-57-7 59
4 3-Hexen-2-one 98 C6H100 000763-93-9 53
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 53

Abundance Scan 184 (3.990 min): BF092210.D (-182) (-) m/z 55.00 100.00%
53.0 83.0
41.1 69.1
5000
98.1
‘ | 360 3.80 4.00 420 4.40
o Y 11  PRNOCTH M PSRBT | RSO PV S m/z 83.00 92.09%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 A NS SRS RN R
20.0 43.0 98.0 3.60 3.80 4.00 4.0 4.40
m/z 41.10 74.92%
0 ‘ ‘ ‘ ly Il ‘ | 67.0 75.0 | L
'”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
430 550
360 3.80 4.00 420 4.40
5000 83.0 m/z 69.10 71.61%
27.0
15.0 98.0
70.0
e L S S UL S S S UL I B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3073: 2-Hexenal s R
41.0 3.60 3.80 4.00 4.20 4.40
m/z 43.00 66.56%
27.0 55.0
5000 9.0 20
98.0
0'”I"”I"”I"”‘ﬂ'”iwlhl"Jl"”W"”I"”I"” AR SRS SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 3.60 3.80 4.00 4.20 4.40

8270-BF122116.M Fri Jan 13 14:00:10 2017

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.73 50.65 ng 2740920 1,4-Dichlorobenzene-d4 6.60
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (4.733 min): BF092210.D (-245) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 AL SN,
440 4.60 4.80 5.00
83.0
o...,....,....,....,':...,..:!,...7.,1.9..,....,....,|....,....,....,....,...., m/z 59.10 61.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L UL I UL
59.0 440 460 480 500
0
150 4, 1010 m/z 101.00 22.70%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 440 460 480 500
5000 m/z 58.00 15.12%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester N Emmma e e ,
54.0 440 460 4.80 5.00
m/z 41.10 9.00%
5000 41.0
o U |70 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00

8270-BF122116.M Fri Jan 13 14:00:10 2017

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.37 Concentration Rank 1

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

6.37 92.40 ng 5000580 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 392 (6.367 min): BF092210.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.0
6.00 6.20 640 6.60 6.80
0 B E e m/z 68.05 46 .84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R UL LN L
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.63%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 640 6.60 6.80
5000 m/z 66.00 29.07%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! B REEREEE s
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.25%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN § G A VN
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.66 4.95 ng 351490 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 855 (11.659 min): BF092210.D (-853) (-) m/z 73.00 100.00%
43.0 730
5000 129.1
97.0 N e S
1571 1851 232 11,40 11.60 11.80 12.00
Ol i m/z 43.05 85.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
129.0 11.40 11.60 11.80 12.00
97.0 o , m/z 60.00 82.82%
.0 185.0
0 |||||||||||| IHH‘ MH IH‘\ |“|‘|||‘|||||||‘|| |‘||‘|‘|||“| ||2|3|6.q|||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
11.40 11.60 11.80 12.00
5000 m/z 57.05 71.85%
129.0
97.0 171.0 214.0
0 ’ 152.0 195.0
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid
73.0 11.40 11.60 11.80 12.00
43.0 m/z 41.05 63.43%
5000 129.0
185.0 228.0
e |
Ol | |‘|‘||‘|‘H‘ \MIII‘HI\II\I\‘I |“|‘|||‘||||‘1|6|‘6|P| ||||‘|||| ||||||||||||
miz-> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Tetradecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12 .44 2.43 ng 132651 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Undecane 156 Cl11H24 001120-21-4 11
4 Decane 142 C10H22 000124-18-5 11
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 923 (12.437 min): BF092210.D (-921) (-) m/z 43.05 100.00%
43.0 730
5000 1291 __yvm,ﬁm-f-A¥AJA~A~_,v/
o0 HERUN SRR B BB SURE
1571 1851 241.2 12.20 12.40 12.60 12.80
O b m/z 73.00 96.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000 REEAR SRR DR BRI
129.0 1220 12140 12.60 12.80
970 185.0 228.0 m/z 60.00 82.06%
0: ‘\ ||||||||||||||||||||1|6|6:.‘|)||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
3.0 1220 12140 12.60 12.80
5000 m/z 57.05 80.99%
1290 171.0
98.0 : 214.0
o 18.0 152.0 195.0
m/z--> ﬁo Jo éo 85 160 150 150 1é0 180 200 250 250
Abundance #27120: Undecane R E e S
57.0 12.20 12.40 12.60 12.80
m/z 41.10 67.04%
5000
85.0
29.0
‘ ‘ ‘ 113.0 156.0
0"W't'P'”\”MWl”'P'hI”'W'”'P'”I”"'”'P'”I” HERUN SN B SRR SURE
m/z--> 60 80 100 120 140 160 180 200 220 240 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Dichloroacetic acid, heptad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.60 4.15 ng 226841 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91
Abundance Scan 1025 (13.602 min): BF092210.D (-1022) (-) m/z 57.05 100.00%

83.0

5000

:

13.20 13.40 13.60 13.80 14.00
m/z 43.10 86.46%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0

:

5000 G
1110 13.20 13.40 13.60 13.80 14.00

m/z 55.05 79.29%

29.0
139.0

o 168.0 210.0 238.0 2660 295.0

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

43.0

:

69.0 13.20 13.40 13.60 13.80 14.00

0,
5000 970 m/z 83.05 78.52%

1250 169.0 1950 224.0 252.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester S e T T
57.0 13.20 13.40 13.60 13.80 14.00
0
83.0 m/z 97.05 66.78%
5000
. 201 ] 1390 1680 2100 2380 o539
ERasmEas e S Ra aa e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.50 2.18 ng 91850 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 1191 (15.500 min): BF092210.D (-1188) (-) m/z 57.05 100.00%

57.0

5000

-

15.20 15.40 15.60 15.80

113.0
141.1 1691

209.1

0! m/z 71.05 70.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LI L B L TTTT T
15.20 15.40 15. 60 15.80
m/z 43.10 59.39%
290 113.0
. Lo 1410 1690 1970 2250 2530 2960
,,,,,,,,, R ARAENEAREsREREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R SR R
85.0 15.20 15.40 15.60 15.80
5000 m/z 85.10 56.17%

29.0
1130 1410 1600 1970  240.0

%

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

Abundance #91035: Octadecane e L

57.0 15.20 15.40 15.60 15.80
m/z 55.05 22 .38%
- T W\W“A/WA”

29.0
0 L ‘\ Il 1\11?0\1410 169.0 1970 225.0 2540
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Oxirane, hexadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.16 7.64 ng 321184 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 74
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 72
4 1.19-Eicosadiene 278 C20H38 014811-95-1 64
5 trans-11-Tetradecenyl acetate 254 C16H3002 033189-72-9 52
Abundance Scan 1249 (16.163 min): BF092210.D (-1245) (-) m/z 57.05 100.00%
. 0

5000

-

109.1 L B e e B o
o 138.1 461 208.0 15.80 16.00 16.20 16.40

m/z 82.05 91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99460: Oxirane, hexadecyl-
55. .0

-

5000
15.80 16.00 16.20 16.40
m/z 43.10 79 .93%
o 1370 1660 1940 222.0 250.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0
e
82.0 15.80 16.00 16.20 16.40
5000 m/z 96.05 62.33%
29.0
109.0

138.0 166.0 194.0 236.0 264.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93393: 1,16-Hexadecanediol B
55.0 82.0 15.80 16.00 16.20 16.40
m/z 55.00 60.27%
5000
31.0
109.0
o “‘ | | 1380 166.0 194.0 2220
EmaRasamEEE A M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.80 16.00 16.20 16.40

8270-BF122116.M Fri Jan 13 14:00:15 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.45 7.36 ng 309330 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 68
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 52
3 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C15H24 021747-46-6 50
4 Labda-7.14-dien-13(R)-ol-_alpha.... 436 C26H4405 1000292-93-1 50
5 Aciphyllene 204 C15H24 087745-31-1 46
Abundance Scan 1274 (16.448 min): BF092210.D (-1271) (-) m/z 204.20 100.00%
2

5000
269.2 301.3

16.20 16.40 16.60 16.80
m/z 135.10 80.45%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene

204.0
41.0 91.0 133.0
5000 161.0 L L B B O
16. 20 16.40 16.60 16.80
6710 m/z 121.05 62.68%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105.0 204.0
81.0 161.0 16.20 16.40 16.60 16.80
5000l 410 1330 m/z 132.95 56.81%

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

Abundance #58932: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd... R B e B
107.0 16.20 16.40 16.60 16.80

m/z 95.05 56.55%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 20 16. 40 16 60 16.80

8270-BF122116.M Fri Jan 13 14:00:15 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 9-Phenyl-5H-benzocycloheptene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16 .55 3.28 ng 137772 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-PhenvIl-5H-benzocvcloheptene 218 C17H14 138089-71-1 58
2 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 52
3 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 50
5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 50
51,2,3,4-Tetrahydro-1-phenyl-1,2,... 218 C17H14 138089-69-7 49
Abundance Scan 1283 (16.551 min): BF092210.D (-1280) (-) m/z 218.20 100.00%
218.2
5000 /\
41.0 691951 135.1 189.1 T .... —TT .... T
m&l 257.2 3550 16,20 16.40 16.60 16.80
o Ui bl 22 85500 Th/57503.10  62.00%
m/z--> 50 100 150 200 250 300 350
Abundance #68278: 9-Phenyl-5H-benzocycloheptene
218.0

5000 e .... e ....,.
16.20 16.40 16.60 16.80

108.0 m/z 95.10 25.73%

‘ 141 0 189.0
0 .‘. ! \ .‘.‘.‘”H“ ‘ : ‘.“.‘.“l‘ “.““. —
m/z--> 50 150 200 250 300 350
Abundance

218.0

16. 20 16. 40 16 60 16.80

5000 m/z 189.10 24 _96%
189.0
|20 630 1010 - 1630
et P M e
m/z--> 50 100 150 200 250 300 350
Abundance #68005: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218.0 16.20 16.40 16.60 16.80

m/z 219.20 24 .05%

5000 190.0
69.0
39.0 109.0 147.0 ‘
0 RIS W PR I ) Ll |

Wl P L .
LI R N L N B L R B N L B B N A L A L L A L |||||||||||||||||||

T T
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80

8270-BF122116.M Fri Jan 13 14:00:16 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl1l6.59 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.59 4.07 ng 171298 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 41
2 2-lIsopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 41
3 3.4-Dihvdrocoumarin. 4.4.7.8-tet... 204 C13H1602 040614-36-6 38
4 2-Naphthalenemethanol. 1.2.3.4.4... 222 C15H260 001209-71-8 38
5 Cedrene-V6 204 C15H24 1000162-76-8 38

Abundance Scan 1286 (16.586 min): BF092210.D (-1284) (-) m/z 189.10 100.00%
180.1
5000 1211
69.0 231.3
153,1 | 283.1 425.4 16.20 16.40 16.60 16.80 17.00
o R IR m/z 177.15  80.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58880: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189.0
5000 105.0
41.0 16.20 16.40 16.60 16.80 17.00
+47 m/z 204.20 67.41%
ol— .“ “H.”‘.‘ Hﬂ\ .|...‘.| ‘.“ ‘ ‘. —— —
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0
133.0 16.20 16.40 16.60 16,80 17.00
5000 ., 910 m/z 121.10 37.14%
L L L WL L UL WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #58504: 3,4-Dihydrocoumarin, 4,4,7,8-tetramethyl-
189.0 16.20 16.40 16.60 16.80 17.00
m/z 95.05 35.41%
5000
410 91.0 147.0{
0""l"""{l"“"{'*“'ml"" [rrrrprrrr T LRI DU SN SR B
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80 17.00

8270-BF122116.M Fri Jan 13 14:00:17 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl16.81 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.81 3.30 ng 138737 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 45
2 6-1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 45
3 2-(3.4-Methvlenedioxvphenvlcvcl... 218 C13H1403 042866-86-4 42
4 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 38
5 1s,4R,7R,11R-1,3,4,7-Tetramethyl. .. 218 C15H220 137235-42-8 38

Abundance Scan 1306 (16.814 min): BF092210.D (-1302) (-) m/z 218.20 100.00%

218.2
43.0 95.1

5000

2551 303332921 | 1549 16,60 16.80 17.00 17.20
(0} m/z 95.10 72.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #68257: Pyrene, hexadecahydro-
218.0
175.0

16.40 16.60 16.80 17.00 17.20
m/z 43.00 68.72%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95.0
R A RRREE R
123.0 16.40 16.60 16.80 17.00 17.20
5000 41.0 67.0 218.0 m/z 105.05 66.40%
147.0 175.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #68003: 2-(3,4-Methylenedioxyphenyl)cyclohexanone R e
218.0 16.40 16.60 16.80 17.00 17.20
m/z 57.05 55.95%
131.0
5000 161.0
103.0
510 77.0 ‘ 1 ‘190.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 40 16. 60 16. 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092210.D

Aca On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 10-Octadecenal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.33 2.12 ng 89226 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenal 266 C18H340 056554-92-8 86
2 Tetradecanal 212 C14H280 000124-25-4 78
3 Octadecanal 268 C18H360 000638-66-4 78
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
5 Dodecane, 2-cyclohexyl- 252 C18H36 013151-82-1 43
Abundance Scan 1351 (17.328 min): BF092210.D (-1347) (-) m/z 57.10 100.00%

51.1
82.0
5000
mlm1mm 1700 1790 1740 1760

. . 17.00 17.20 17.40 17.60

o 209.0 2821 "m/z 82.05 73.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98125:; 10-Octadecenal

57.0 820

:

5000 LA L L L L L L L L L L
17.00 17.20 17.40 17.60
111.0 m/z 43.10 62.13%
. 147'0168.0 196.0 221.0 251.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
82.0 R S S RERERREE S
17.00 17.20 17.40 17.60
5000l 29.0 m/z 96.00 49.69%
110.0
o 138.0 168.0 194.0 VMM//LVM\/V
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #99445: Octadecanal R R R
17.00 17.20 17.40 17.60

m/z 83.10 49_34%

5000

:

137.0 166.0 194.0 222.0 250.0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011217\
Data File : BF092210.D

Acq On : 12 Jan 2017 16:13

Operator : UM/SJ

Sample : 11029-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4. .. 3.99 2.6 ng 142411 1 6.60 1082380 20.0
2-Pentanone, 4-hy... 4.73 50.6 ng 2740920 1 6.60 1082380 20.0
unknown6 .37 6.37 92.4 ng 5000580 1 6.60 1082380 20.0
n-Hexadecanoic acid 11.66 5.0 ng 351490 4 11.11 1419470 20.0
Tetradecanoic acid 12.44 2.4 ng 132651 5 13.73 1092030 20.0
Dichloroacetic ac... 13.60 4.2 ng 226841 5 13.73 1092030 20.0
Heneicosane 15.50 2.2 ng 91850 6 15.09 840951 20.0
Oxirane, hexadecyl- 16.16 7.6 ng 321184 6 15.09 840951 20.0
1,1,4a-Trimethyl-._.. 16.45 7.4 ng 309330 6 15.09 840951 20.0
9-Phenyl-5H-benzo... 16.55 3.3 ng 137772 6 15.09 840951 20.0
unknownl16 .59 16.59 4.1 ng 171298 6 15.09 840951 20.0
unknownl16.81 16.81 3.3 ng 138737 6 15.09 840951 20.0
10-Octadecenal 17.33 2.1 ng 89226 6 15.09 840951 20.0
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