LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

3?22'6 : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 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-BF042716.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 4.990 252 254 262 rVB 63553 112503 2.82% 0.363%
2 5.402 287 290 293 rBVY 3567305 3758843 94.06% 12.117%
3 6.442 378 381 384 rBVY 3152382 3703431 92.68% 11.938%
4 6.579 390 393 395 rBY 2893888 3996096 100.00% 12.881%
5 6.807 410 413 415 rBV 704703 731362 18.30% 2.358%
6 6.956 424 426 429 rBVY 2077893 2885709 72.21% 9.302%
7 7.367 459 462 465 rBV 1937347 2193451 54.89% 7.071%
8 7.470 469 471 479 rvVv 54939 153693 3.85% 0.495%
9 8.087 523 525 528 rBV 931668 871415 21.81% 2.809%
10 9.173 617 620 622 rBY 2411091 3216128 80.48% 10.367%
11 9.288 629 630 642 rVB2 18399 40637 1.02% 0.131%
12 9.562 652 654 656 rBV 574650 480968 12.04% 1.550%
13 9.779 671 673 676 rBV 62568 57420 1.44% 0.185%
14 9.848 676 679 681 rBV 490672 705956 17.67% 2.276%
15 10.282 715 717 718 rVB 111548 84873 2.12% 0.274%
16 10.499 733 736 739 rBV 38170 69726 1.74% 0.225%

17 10.625 745 747 750 rBV2 1416474 1708539 42.76% 5.508%
18 10.751 756 758 765 rVB 125579 158430 3.96% 0.511%
19 11.196 796 797 799 rBV 60258 61368 1.54% 0.198%
20 11.322 806 808 812 rBV 615191 623763 15.61% 2.011%

21 12.911 944 947 949 rBV 2636785 2608302 65.27% 8.408%
22 13.402 987 990 992 rBV 19127 41559 1.04% 0.134%
23 13.814 1023 1026 1034 rBV 194141 350531 8.77% 1.130%
24 13.951 1036 1038 1046 rVvVv 619521 806792 20.19% 2.601%
25 14.065 1046 1048 1050 rVB 94567 106147 2.66% 0.342%

26 14.454 1077 1082 1087 rBv4 42565 157260 3.94% 0.507%

27 14.797 1110 1112 1115 rVB 56764 59597 1.49% 0.192%
28 15.048 1132 1134 1136 rBV 58119 60274 1.51% 0.194%
29 15.357 1159 1161 1164 rBV 311475 515882 12.91% 1.663%
30 15.814 1198 1201 1204 rBV 43738 75507 1.89% 0.243%
31 17.471 1343 1346 1353 rVB3 23092 66883 1.67% 0.216%
32 17.780 1371 1373 1379 rVB6 21915 57755 1.45% 0.186%
33 18.031 1391 1395 1403 rVB7 20359 79495 1.99% 0.256%
34 18.489 1431 1435 1440 rBV7 15237 51068 1.28% 0.165%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.174 1490 1495 1502 rVB3 113773 370617 9.27% 1.195%

Sum of corrected areas: 31021980
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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:\HPCHEM1I\BNA F\DATA\BF042716\

- BF086460.D

- 28 Apr 2016 8:33

- UM/SJ

- H2736-04

- 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

RICHMOND-AMBOY-SB01(0.5-10.0

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF086460.D
5/40

4.99
AN

6.44
6.58

6.96

6.81

7.37

0
Time-->

5.00

5.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF086460.D

9.17

10.62

8.09
11.32

10.28

105911975 112

12.91

13.40

Time-->

I
8.00

10.50 11.00

11.50

12.00

12.50

13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

38114 07
NIPASES

TIC: BF086460.D

13.95

15.36
14.45 14.80 15.05 15.81
A D

17.47 17.78 18.03

19.17

18.49

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00

17.50 18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9

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

4.99 3.08 ng 112503 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 14
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 254 (4.990 min): BF086460.D (-252) (-) m/z 43.00 100.00%
43.0
5000 59.1
| - 101.1 460 480 5.00 520 5.40
Y L FURPUSSSRUOY | N SN NN m/z 59.10 47.23%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T A
59.0 460 4.80 500 520 5.40
m/z 58.05 13.75%
31.0 ‘ 830 o30 1010
O T T e e o T L T e e
mz-> 20 30 40 50 60 70 8 9 100
Abundance
43.0
460 480 500 520 5.40
5000 57.0 m/z 101.10 11.58%
29.0
101.0
78.0
S L S UL LIS SR SIS FUL LI BUR B
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl- T T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.68%
5000
29.0 ‘ 55.0 83.0 98.0
U L SR L S SIS S SIS SR SR SRR SRS S IR
m/z--> 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.58 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.58 109.28 ng 3996100 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 16
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 393 (6.579 min): BF086460.D (-390) (-) m/z 132.10 100.00%

132.1
5000 68.1

061 LV —
400 540 | 620 640 6.60 6.80 7.00
Al 782 6.1

Ottt el 82| 3981 M mjz 68.10  37.29%

m/z--> 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
5000

6.20 6.40 6.60 6.80 7.00
m/z 134.10 33.44%

31.0 51.0
0 ‘ [, | H | L 750 1
....,....,....,....,....,....,....,....,....,....,...., R
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
i )
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 25.36%
33.0 44.0 0.0 105.0
600 =7 g0.0 115.0
o} NSNS RPN i PSRN APV NS VBN NS N ML SN | S—
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .89%
5000 67.0
41.0 97.0
‘ 79.0 117.0
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6. 60 6. 80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexanoic acid, 2-ethyl- Concentration Rank 7

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

7.47 3.53 ng 153693 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 83
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 40
3 Propanoic acid. 3-hvdroxv-2-meth... 118 C5H1003 042998-03-8 23
4 3-Hexanol. 3.5-dimethvl- 130 C8H180 004209-91-0 16
5 Hydrazine, 1l-butyl-l1-ethyl- 116 C6H16N2 052728-56-0 12

Abundance Scan 471 (7.470 min): BF086460.D (-469) (-) m/z 73.00 100.00%

740
5000 411

| 720 740 760 780
N m/z 88.10 68.61%

m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0
5000 ""I""I""I""I""
41.0 7.20 7.40 7.60 7.80
010 m/z 41.10 48.58%

o

14.0] Ll 4l uﬂ A0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 88.0

7.20 7.40 7.60 7.80

5000 m/z 57.10 37.97%
0 115.0142.0 173.0  214.0242.0272.0 313.0 355.0
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #8472: Propanoic acid, 3-hydroxy-2-methyl-, methyl ester
310 88.0 7.20 7.40 7.60 7.80

m/z 55.10 23.13%

) | A\M
0 ”. Jm [ f ,119.0

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.28 2.40 ng 84873 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 64
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 64

Abundance Scan 717 (10.282 min): BF086460.D (-715) (-) m/z 57.05 100.00%

57.0

5000

10.00 10.20 10.40 10.60

0 m/z 43.10 69.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 LA L L L L L L L
85.0 10.00 10.20 10.40 10.60
29.0 : m/z 71.10 36.71%
0 ‘ “ Il ‘ , 1130 141.0 169.0 197.0 226.0
L I A I e o e LR o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
P T T T T
10.00 10.20 10.40 10.60
5000 85.0 m/z 85.10 32.55%
29.0
0 113.0 1410 169.0 198.0
L I A I e o B N L S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane i B e T L e
57.0 10.00 10.20 10.40 10.60
m/z 41.10 31.76%
5000
85.0
29.0
0 \‘ ‘\ H L, I 1130 , 141.0 184.0
S LI B o o o i e o A AL S I S R R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1381  8.69ng 350531  Chrysene-di2 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Docosene 308 C22H44 001599-67-3 95

2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91

4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Heptadecanol 256 C17H360 001454-85-9 87
Abundance Scan 1026 (13.814 min): BF086460.D (-1023) (-) m/z 43.05 100.00%
43.0
83.1
5000
1111
L B o
139.2 1682 13.40 13.60 13.80 14.00 14.20
Ot ; m/z 57.10 99 .47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 BRI LI L L L L B L L L
29.0 13.40 13.60 13.80 14.00 14.20
' 125.0 m/z 55.10 82.22%
0 I, Il 153.0 181.0 308.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 83.0
L e
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 65.93%

111.0

139.0 168.0 196.0 241.0

5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecy! ester T T T
43. 13.40 13.60 13.80 14.00 14.20

83.0 m/z 69.10 59.61%

5000
111.0

:

139.0

182.0 210.0

T I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 1-Hexadecanol Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.07 2.63 ng 106147 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 64
2 10-Heneicosene (c.t) 294 C21H42 095008-11-0 62
3 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 58
4 Chloromethyvl 9-chloroundecanoate 268 C12H22Cl1202 080418-95-7 58
5 1-Octadecanol 270 C18H380 000112-92-5 58

Abundance Scan 1048 (14.065 min): BF086460.D (-1046) (-) m/z 55.10 100.00%
54.1
w000 il M
208.1 J611 3204 13.80 14.00 14.20 14.40
o} - m/z 41.10 62.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83800: 1-Hexadecanol
55.0 83.0
5000 SR UL SR BRI
29.0 111.0 13.80 14.00 14.20 14.40
m/z 43.10 55.63%
0 ‘\ “\ 140.0 168.0 196.0 224.0
m»lwwmmmmmmmmmmmmmm
Abundance
55.0
83.0 SR UL SRR BRI U
13.80 14.00 14.20 14.40
5000 m/z 69.10 52.05%
29.0 111.0
139.0 1670 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124065: Acetic acid, octadecy! ester B B
43.0 13.80 14.00 14.20 14.40
m/z 83.10 46 .50%
5000 83.0
111.0
252.0
. | 139.0 168.0 196.0 2240 312.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13!80 14100 14!20 14J40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .45 3.90 ng 157260 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
3 1-Docosene 308 C22H44 001599-67-3 87
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 86
5 17-Pentatriacontene 491 C35H70 006971-40-0 80
Abundance Scan 1082 (14.454 min): BF086460.D (-1077) (-) m/z 57.10 100.00%
57.1
83.1
5000

14.20 14.40 14.60 14.80
m/z 43.10 94.66%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester

69.0

5000 IIII|||||IIIIIIIIIII
14.20 14.40 14.60 14.80
125.0 m/z 55.10 82.71%
0 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 \/A/\AJL\//\/V/\A
Abundance
43.0
83.0 HRELELE URBLEL BULILE ISR S
14.20 14.40 14.60 14.80
5000 m/z 83.10 63.12%
111.0

o 139.0 1820 2100

mmmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene L R B
14.20 14.40 14.60 14.80

m/z 97.10 60.99%

33

5000

125.0

i

153.0 181.0 308.0
e e  EAEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.31 ng 59597 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 90
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 83
3 Carbonic acid. methvl ester. T(E... 280 C17H2803 1000164-38-7 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 1112 (14.797 min): BF086460.D (-1110) (-) m/z 69.10 100.00%
69.1
LRI BRI SUNILE SURIU B
137.1 14.40 14.60 14.80 15.00 15.20
175.1
3 S A 3405114'. ly 252080 2811 m/z 81.10 46.38%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 R B SR UL
14.40 14.60 14.80 15.00 15.20
20 m/z 41.10 32.63%
0 29.4 L | 105, oH 4 191.0 231.0 273.0 341.0 410.0
mz-> 0 éo " 100 150 200 250 300 350 400
Abundance
69.0
14.40 14.60 14,80 15.00 15.20
5000 m/z 68.10 12.51%
137.0
o 29.0 105.0 191. 0 231.0 273.0 341.0 410.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #106235: Carbonic acid, methyl ester, [(E,E)-3,7,11-trimet... N A L e
69.0 14.40 14.60 14.80 15.00 15.20
m/z 95.10 10.50%
5000
J l 136.0
o 2%, I 9| o0z 0 S
mz-> 0 50 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

Sample : H2736-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 11 Hexacosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.05 2.34 ng 60274 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 1134 (15.048 min): BF086460.D (-1132) (-) m/z 57.10 100.00%
57.1
1152 181 211 s 14.80 15.00 15.20 15.40
ol L e e e | M/z 43.10  68.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147090: Hexacosane
57.0
5000 L BRI BULELLE B L
14.80 15. oo 15 20 15. 40
m/z 71.10 59.35%
m/z--> éo 100 1éo 260 250 360 3%0 460 '
Abundance
57.0
" 14.80 15.00 15.20 15.40
5000 m/z 85.10 39.91%
99.0
0 141.0 183. 0 225.0 267 0 309.0 351.0 393.0 436.0
m/z--> éo 160 1éo 200 250 360 3%0 460 '
Abundance #142112: Pentacosane R AR RRRES T
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.83%
5000
99.0
o Ly 141.0 1830 2250 267.0 300.0 352.0
m/z--> ' 1(')0 1&'30 2(')0 250 3(')0 351;0 4(')0 ! 14.80 15. oo 15 20 15. 40

8270-BF042716.M Thu Apr 28 16:01:12 2016
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Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.81 2.93 ng 75507 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Docosane 310 C22H46 000629-97-0 86
3 Triacontane 422 C30H62 000638-68-6 80
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 1201 (15.814 min): BF086460.D (-1198) (-) m/z 57.10 100.00%
57.1
5000 AMJ/MJ
199 1 15.40 15.60 15.80 16.00 16.20
1412 211.2 : : : : :
ol b e gr ey et m/z 43.10 66.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 AR SRR LR BRI
15. 40 15. 60 15. 80 16. oo 16 20
m/z 71.10 55.11%
99.0
quoL ‘ i | 4 ;4}0 1830 2250 2810 337.0 394.0
m/z--> 50 100 150 200 250 360 3%0 460
Abundance
57.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 41 .14%
99.0
0126:0 141.0 183. o 225.0 267.0 310.0 JLAAAJ\MN\A
m/z--> éo 160 1%0 200 250 360 350 460
Abundance #160628: Triacontane R BRE B e
57.0 15.40 15.60 15.80 16.00 16.20
m/z 41.10 21.53%
5000
99.0
0260, | | | ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
m/z--> éo 100 1éo 260 250 360 3%0 460 1540 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.47 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17 .47 2.59 ng 66883 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 43
2 Tetratriacontane 479 C34H70 014167-59-0 38
3 Hexatriacontane 507 C36H74 000630-06-8 38
4 Hentriacontane 437 C31H64 000630-04-6 38
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 38
Abundance Scan 1346 (17.471 min): BF086460.D (-1343) (-) m/z 57.10 100.00%
57.
5000 218.2
9.1 155.2 2822 B RES R mEamm e
| |“ | 17.20 17.40 17.60 17.80
ol ...,.”.,..L,...w....“...,”..,.. m/z 71.10 82.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45579: Undecane, 3,8-dimethyl-
57.0
5000 L BN B SR SULA
ﬂ%ﬂ%ﬂmﬂ%
m/z 43.10 69.01%
113.0 . ¢
O'Aul'““I””JI'”'I'”'I'”'I”"I”"I”"I”"I”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
1720 17.40 17.60 17.80
5000 m/z 85.10 53.10%
99.0
o 141.0183.0 225.0 267 0309.0 351.0 393.0 435.0 478.0
m/z--> 55 160 1éo 260 250 360 3%0 400 4éo 560
Abundance #169088: Hexatriacontane B A RRREE R
57.0 17.20 17.40 17.60 17.80
m/z 218.20 46 .90%
5000
9.0
ol i 4l ﬁ ﬂﬁ41?%8?92250267030903510 407.0 449.0 506.0
m/z--> 55 160 150 200 250 360 3%0 460 4éo 560 17)20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.78 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.78 2.24 ng 57755 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-METHOXY-3.4.5.6-TETRAMETHYL-2.... 205 C12H15N02 1000240-32-4 25
2 N-(6-Methvlperhvdro-1.3-thiazin-... 206 C11H14N2S 010554-33-3 14
3 Benzenamine. 4-(l-methvl-2-imida... 205 C10H11N3S 133303-54-5 14
4 _alpha.-Cedrene oxide 220 C15H240 1000159-39-1 12
5 9-Cedranone 220 C15H240 1000156-23-2 12
Abundance Scan 1373 (17.780 min): BF086460.D (-1371) (-) m/z 205.20 100.00%
205.2
81.1 122.0
5000

17.40 17.60 17.80 18.00

Of m/z 122.00 70.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance  #59412: 7-METHOXY-3,4,5,6- TETRAMETHYL-2,1-BENZISOXAZOLE
205.0
5000
43.0 162.0 17.40 17.60 17.80 18.00
)
134.0 m/z 108.10 66.41%
15.0 65.0 910 8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205.0
17.40 17.60 17.80 18.00
m/z 81.10 66.15%
5000 77.0 118.0
163.0
51.0
ol 200 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59274: Benzenamine, 4-(1-methyl-2-imidazolythio)- R REmEE e
205.0 17.40 17.60 17.80 18.00
m/z 109.10 59.51%
5000 106.0
80.0
42.0 ‘ 136.0
0 MNSS FAPNS FESS SEROOY W N L. U [ O —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17. 60 17. 80 18. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

Sample : H2736-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 15 unknownl18.03 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.03 3.08 ng 79495 Perylene-di12 15.37

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol3.3.2.0(3.7)1decane 136 C10H16 049700-60-9 25
2 1.3-Cvclopentadiene. 2.3.4.5-tet... 190 C14H22 1000161-28-7 25
3 4.7.7-Trimethvlbicvclol2.2.1Thep... 207 C13H21NO 1000210-89-8 25
4 Tricvclol4.4.0.0(2.8)1decane 136 C10H16 049700-59-6 22
5 Isobornyl thiocyanoacetate 253 C13H19NO02S 000115-31-1 14

Abundance Scan 1395 (18.031 min): BF086460.D (-1391) (-) m/z 95.10 100.00%
Bl 1211
189.2
43.1 67.1
5000
17.80 18.00 18.20 18.40
0 m/z 121.10 81.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15206: Tricyclo[3.3.2.0(3,7)]decane
94.0 136.0
67.0
5000 LA L B L LB L L B B
41.0 17.80 18.00 18.20 18.40
‘ m/z 107.10 81.12%
| T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0
R AR RRRES T
07.0 17.80 18.00 18.20 18.40
5000 41.0 o100 m/z 189.15 72.05%
: 175.0
65.0
181.0 191.0
o NGRS YRS R TP O AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60912: 4,7,7-Trimethylbicyclo[2.2.1]heptan-2-one O-allyloxim
41.0 17.80 18.00 18.20 18.40
m/z 175.20 69.69%
5000 69.0 95.0 070
[ i \ il
0||2§|H”NI wl \ “\ Mh iin HH Hllum ‘ . ‘\ e
m/z--> 20 40 60 0 OO 120 140 18 200 220 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086460.D

Aca On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Sesquirosefuran Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.17 14.37 ng 370617 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sesauirosefuran 218 C15H220 039007-93-7 72
2 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 53
3 1-Ethvnvicvclopentanol 110 C7H100 017356-19-3 43
4 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 42
5 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 38
Abundance Scan 1495 (19.174 min): BF086460.D (-1490) (-) m/z 69.10 100.00%
691 o,
41.1
5000
18.80 19.00 19.20 19.40
o} m/z 55.10 96 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #68176: Sesquirosefuran
69.0 123.0
95.0
s 550 1900 1030 100
149.0 218.0
‘ 1750 ‘ m/z 95.10 79.77%
0 ...l....l...“.l.‘.. \H ‘ i ‘. H h T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
109.0
450 137.0 r180 1980 19,00 1020 1040
5000 8.0 m/z 81.10 76.20%
' 160.0
189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5665: 1-Ethynylcyclopentanol L M
81.0 18.80 19.00 19.20 19.40
m/z 109.10 74.21%
55.0
5000
109.0
27.0
o} e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1880 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042716\

Data File : BF086460.D

Acq On : 28 Apr 2016 8:33

Operator : UM/SJ

ﬁ?ggle : H2736-04 RICHMOND-AMBOY-SB01(0.5-10.0
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_M
Quant Title : 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 .99 3.1 ng 112503 1 6.81 731362 20.0
unknown6 .58 6.58 109.3 ng 3996100 1 6.81 731362 20.0
Hexanoic acid, 2-... 7.47 3.5 ng 153693 2 8.09 871415 20.0
Hexadecane 10.28 2.4 ng 84873 3 9.85 705956 20.0
1-Docosene 13.81 8.7 ng 350531 5 13.95 806792 20.0
1-Hexadecanol 14.07 2.6 ng 106147 5 13.95 806792 20.0
Trichloroacetic a... 14.45 3.9 ng 157260 5 13.95 806792 20.0
Squalene 14.80 2.3 ng 59597 6 15.37 515882 20.0
Hexacosane 15.05 2.3 ng 60274 6 15.37 515882 20.0
Octacosane 15.81 2.9 ng 75507 6 15.37 515882 20.0
unknownl17 .47 17.47 2.6 ng 66883 6 15.37 515882 20.0
unknownl7.78 17.78 2.2 ng 57755 6 15.37 515882 20.0
unknown18.03 18.03 3.1 ng 79495 6 15.37 515882 20.0
Sesquirosefuran 19.17 14_.4 ng 370617 6 15.37 515882 20.0
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