LSC Area Percent Report

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

3?22'6 : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 4.990 251 254 260 rBV 63928 94564 2.72% 0.336%
2 5.402 287 290 292 rBV 3247747 3470268 100.00% 12.343%
3 6.442 378 381 383 rBVY 3129929 3369386 97.09% 11.984%
4 6.567 390 392 395 rBVY 2588071 3230322 93.09% 11.489%
5 6.807 411 413 415 rBV 717798 768653 22.15% 2.734%
6 6.956 424 426 429 rBVY 2014681 2465979 71.06% 8.771%
7 7.367 459 462 469 rBV 1829241 1964918 56.62% 6.989%
8 7.470 469 471 478 rVB 41614 90196 2.60% 0.321%
9 8.088 523 525 528 rBV 924912 901010 25.96% 3.205%
10 9.162 617 619 622 rBY 1879907 2737832 78.89% 9.738%
11 9.562 652 654 656 rBV 423307 362030 10.43% 1.288%
12 9.779 671 673 675 rBV 69917 60962 1.76% 0.217%
13 9.836 676 678 681 rVB 542504 766912 22.10% 2.728%
14 10.282 715 717 718 rVB 126345 96439 2.78% 0.343%
15 10.499 733 736 739 rBV 44398 72958 2.10% 0.259%

16 10.625 745 747 750 rBvV2 1279533 1482665 42.72% 5.273%
17 10.751 757 758 765 rVB 150930 185525 5.35% 0.660%
18 11.196 796 797 799 rBV 72085 71689 2.07% 0.255%
19 11.322 806 808 811 rBV 677425 671024 19.34% 2.387%
20 11.562 826 829 833 rBV 98036 178361 5.14% 0.634%

21 11.631 833 835 838 rvB 27148 41810 1.20% 0.149%
22 12.385 898 901 909 rBVvV2 88276 208679 6.01% 0.742%
23 12.739 929 932 935 rBVvV2 23030 40340 1.16% 0.143%
24 12.911 944 947 949 rBV 2243316 2251774 64.89% 8.009%
25 13.151 965 968 970 rBV 32103 38187 1.10% 0.136%
26 13.677 1011 1014 1018 rBV 22048 40985 1.18% 0.146%

27 13.814 1024 1026 1034 rBV 119937 228546 6.59% 0.813%
28 13.951 1036 1038 1046 rVvVv 632310 894742 25.78% 3.182%

29 14.065 1046 1048 1050 rVB 69430 83135 2.40% 0.296%
30 14.431 1078 1080 1082 rBV 31813 51654 1.49% 0.184%
31 14.797 1110 1112 1115 rVB 47585 57150 1.65% 0.203%
32 14.968 1125 1127 1132 rBV 22880 53414 1.54% 0.190%

33 15.048 1132 1134 1137 rBV 97695 110552 3.19% 0.393%
34 15.357 1159 1161 1169 rBV 328699 587392 16.93% 2.089%
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LSC Area Percent Report

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

3?22'6 : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 15.814 1198 1201 1205 rBV 61923 105916 3.05% 0.377%

36 16.054 1217 1222 1227 rBv4 23887 77325 2.23% 0.275%

37 17.300 1328 1331 1337 rVB7 20803 65868 1.90% 0.234%

38 17.791 1371 1374 1380 rVB7 24059 66521 1.92% 0.237%

39 18.214 1408 1411 1419 rVB7 21202 70448 2.03% 0.251%
Sum of corrected areas: 28116131
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LSC Report - Integrated Chromatogram

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF086459.D

5 44

6.57

6.96
7.37

6.81

4.99 7.47
A

0
Time-->

5.50

6.00

6.50

7.00

7.50

I
5.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF086459.D

12.91

9.16

10.62

8.09
11.32

10.28 13, 12.39 L :
10,5 112 283 39 1274]| 1315 136

Time-->

I
8.00

8.50

10.50 11.00 11.50 12.00 12.50 13.00 13.50

9.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF086459.D

15.36
15.8116.05 17.30 17.79  18.21

1443 14.8049° ]L

14.50

15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00

15.00
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Library Search Compound Report

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.99 2.46 ng 94564 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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 254 (4.990 min): BF086459.D (-251) (-) m/z 43.05 100.00%
43.0
5000 591
101.1 USRS SRR SRS R
4.60 4.80 5.00 5.20 5.40
Ot 2RO 83 | "m/z 59.10  50.44%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 A SRABSRRASERAASS RARSE RN
4.60 4.80 5.00 5.20 5.40
m/z 58.05 14.62%
31.0 830 g30 1010
O'W"'w"“ﬁh"H“"w'"w"'w"'w'”'w'3'wh"w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
460 480 500 520 5.40
5000 41.0 m/z 101.10 13.85%
31.0
69.0 870
15.0 51.0 98.0
e S S S S S UL UL UL SULIL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester s
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 7.82%
5000 57.0
29.0
‘ 101.0
0 “ L, ‘ 78.0 \
LRJURELERN SRR SUELELEL S IELELEN IR IR ILLILELS SURILELS SURELL SR SRR SRS S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 460 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 : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 2 unknown6.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.57 84 .05 ng 3230320 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 392 (6.567 min): BF086459.D (-390) (-) m/z 132.10 100.00%

132.1
68.0
5000

40.0 96.1 T TT 1T TT 1T TTTT TT 1T T
|” . | 85.0 | 115.0 620 640 660 680 700
Obrrrrrrprrre el el 20 et 20l | M/Z 68.05  52.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 T lllllllllllllll

6.20 6.40 6.60 6.80 7.00
70.0 m/z 66.05 36.16%

31.0
\ 4‘}0\ L “ 860 | 116.0 \‘
O T e T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69.0

104.0 6.20 6.40 6.60 6.80 7.00

5000 ' m/z 134.10 31.71%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methy!- R EEE mEmra m

132.0 620 640 660 680 700
m/z 69.10 21.68%

5000

63.0
15.0 280 390 520 m 77‘0 990 10401160 ‘

m/z--> 10 20 30 40 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 : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 4 Hexanoic acid, 2-ethyl- Concentration Rank 16

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

7.47 2.00 ng 90196 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
2 1-Methvl-1-silacvclopntan-1-ol 116 C5H120Si 1000216-84-4 28
3 3-Hexanol. 3.5-dimethvl- 130 C8H180 004209-91-0 10
4 Hexanamide. 6-(Cheptvloxv)- 229 C13H27N02 055191-08-7 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance Scan 471 (7.470 min): BF086459.D (-469) (-) m/z 73.00 100.00%
73.0
88.1
41.0
5000 570
101.1 LR L UL LU UL
1] | | 113-1 720 7.40 7.60 7.80
1 N m/z 88.10 75.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20004: Hexanoic acid, 2-ethyl-
73.0 88.0
5000 a0 570 "'7"26"7"46' 7.60 7.80
29.0 1010 1160 m/z 41.05 55.01%
0 "|'%§:%"H|"'hlkh'l'jlw""H'l"""|'"'J'“'|"M'|'}?9|9"%%§'9|“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60.0 88.0
45.0 U UL UL L
7.20 7.40 7.60 7.80
5000 m/z 57.05 39.18%
101.0
120 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13278: 3-Hexanol, 3,5-dimethyl-
73.0 7.20 7.40 7.60 7.80
55.0 m/z 55.05 25.86%
43.0
5000
27.0 101.0
o ”,%ﬁQ,H.W..”,.”.,”..“..w..”,4&9“..w..f1%?.“.”,.”.,”..“. R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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 : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 5 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.28 2.52 ng 96439 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 717 (10.282 min): BF086459.D (-715) (-) m/z 57.10 100.00%

57.1

5000

10.00 10.20 10.40 10.60

0 m/z 43.10 72 .64%
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
290‘ : m/z 71.10 39.42%
-

“ L/ 1130 1410 169.0 1970 226.0

O T T T e T e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
AT T T
10.00 10.20 10.40 10.60
5000 m/z 41.10 34.20%
85.0
29.0
0 113.0  141.0 1630 212.0
T T T T T T T T T T e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55009: Tetradecane L o L e
57.0 10.00 10.20 10.40 10.60

m/z 85.10 32.92%

5000 85.0
29.0
‘ Loy 113 0 141.0 169 0 198 0 \d

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10 40 10.60

o
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Library Search Compound Report

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 7 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.20 2.14 ng 71689 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 80
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 797 (11.196 min): BF086459.D (-796) (-) m/z 57.10 100.00%
51.1
5000
85.1
ey - 10180 1100 1150 1140 1180
0 m/z 43.10 82.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 U DU S B B
85.0 mmumnmnmnm
29.0 m/z 71.10 51.53%
0 | L L 1130 1410 1690 282.0
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
57.0
10,80 11.00 11.20 11.40 11.60
5000 m/z 41.05 36.38%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane T
57.0 10.80 11.00 11.20 11.40 11.60
m/z 85.10 31.46%

5000
85.0
29.0
o \ L | | | 1130 1410 184.0

R AR LR e i RASAE AR AR RARRaEEEE Eass SR T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 80 11. OO 11. 20 11.40 11.60
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Library Search Compound Report

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.56 5.32 ng 178361 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 Hexadecen-1-ol. trans-9- 240 C16H320 064437-47-4 91
3 1-Hexadecene 224 C16H32 000629-73-2 91
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 90
Abundance Scan 829 (11.562 min): BF086459.D (-826) (-) m/z 43.10 100.00%
431
2000 M
11:20 11,40 11.60 11.80
0! m/z 55.10 92.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol
43.0
69.0
97.0
5000 U DA B B UL B
nmnmnmnm
1250 m/z 57.10 81.52%
0 26‘ ‘ | \‘ ) “ ‘ \H‘ “ ‘\ \“ h . m 154.0 1960 224.0
m/z--> ﬁo 40 eb 86 160 150 150 160 180 260 250
Abundance
41,0
69.0 11:20 11,40 11.60 11.80
5000 97.0 m/z 41.10 76 .88%
125.0
0 154. 0 196.0 224.0
m/z--> ﬁo Jo eb 86 160 150 140 160 180 260 250
Abundance #72488: 1-Hexadecene R R RREEEEa
41.0 11.20 11.40 11.60 11.80
m/z 69.10 70.18%
83.0
5000
111.0
0 15.0 | H ‘OH‘ ‘ “ | 139.0 168.0 __196.0 224.0
m/z--> ﬁo 40 60 8 100 150 140 160 180 260 250 1150 1140 1160 1180 '
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Library Search Compound Report

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 9 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.39 6.22 ng 208679 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 11-Tricosene 322 C23H46 052078-56-5 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 91
Abundance Scan 901 (12.385 min): BF086459.D (-898) (-) m/z 43.10 100.00%
431
83.1
5000
111.1
1302 12:00 12,20 12.40 12.60 12.80
o} m/z 55.10 96.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene
55.0
5000 AR AR DA A
29.0 12.00 12.20 12.40 12.60 12.80
’ m/z 57.05 85.03%
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
12:00 12.20 12.40 12.60 12.80
5000 83.0 m/z 83.10 75.47%

111.0
140.0 168.0 196.0 224.0  266.0 294.0 322.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106398: 5-Eicosene, (E)- e
55.0 12.00 12.20 12.40 12.60 12.80
m/z 41.10 68.87%

83.0
5000
29.0 111.0 x\,JN\A\AN»V_J
o ‘wji 139.0 167.0 196.0 223.0 252.0 280.0

RN AN NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086459.D

Aca On : 28 Apr 2016 8:05

Operator : UM/SJ

Sample : H2736-02

Misc :

ALS Vial : 33 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 10 17-Pentatriacontene Concentration Rank 6

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

13.81 5.11 ng 228546 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 87

5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 87
Abundance Scan 1026 (13.814 min): BF086459.D (-1024) (-) m/z 57.10 100.00%
5000 JNJJ/\JUK/\
R e e
13.40 13.60 13.80 14.00 14.20
O m/z 43.05 94 .32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 T e
13.40 13.60 13.80 14.00 14.20
m/z 55.05 77 .44%
25.0
o ‘ M M | 1777 167.0 210.0  267.0307.0 490.0
e e e o e e T R S et
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
T e
13.40 13.60 13.80 14.00 14.20
5000 97.0 m/z 41.05 55.92%
18.0 139.0 1960 o
O e e e e e e e
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #142901: 1-Tetracosanol R e e
43.0 13.40 13.60 13.80 14.00 14.20
m/z 83.10 52.40%
- I J‘_/k\/\
0 J | 13250 168.0 210.0 252.0 294.0 336.0
e T e i o et e e o o R o
m/iz--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00 14.20

8270-BF042716.M Thu Apr 28 16:00:46 2016

RICHMOND-AMBOY-SB02(0.5-8.0
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Library Search Compound Report

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 11 Nonacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.05 3.76 ng 110552 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 1134 (15.048 min): BF086459.D (-1132) (-) m/z 57.10 100.00%
51.1
5000 Nﬁ,AJN~ny,v.ﬂ&ﬂ,,_,A~/\,ﬁ«
99.1 "' 14.80 15.00 15.20 15.40
1411 : : : :
ol b bl 30y 1882 2892 2811 | “n/z 43.10 65.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0
5000 L S B BN B
14.80 15.00 15 20 15. 40
99.0 m/z 71.10 53.79%
ﬁmﬂhthFW1%02mzmom%3mo 408.0
m/z--> 55 100 1%0 200 250 300 350 460
Abundance
57.0
"' 14.80 15.00 15.20 15.40
5000 m/z 85.10 40.40%
99.0
o 141.0 183 o 2390 2810 3230
m/z--> 55 160 1%0 200 2%0 300 3éo 460
Abundance #155178: Octacosane T B B e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.98%
- “A/\—/VKJ\AN\—A/\/\/’\
99.0
o 27,0 ‘ | Ly, 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 200 250 360 350 460 14%0 1500 1520 1540
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Library Search Compound Report

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 12 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.81 3.61 ng 105916 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 90

Abundance Scan 1201 (15.814 min): BF086459.D (-1198) (-) m/z 57.10 100.00%

5000

i

15.40 15.60 15.80 16.00 16.20
m/z 43.10 59.29%

1
169.2 267.1

0!

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
5000 LA L L L L L L L LB
15. 40 15. 60 15. 80 16. 00 16 20
m/z 71.10 55.07%
ol h | ‘L ‘1? ‘0‘1‘69 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
.”.,.” T T T T T [T T T T T T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R e e e e R
15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 39.27%
113.0
o 169.0 225.0 281.0 337.0 408 0
T [ T T T T T [ T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane R BRE B e
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.10 23.26%
5000

| ] %301690 225.0 281.0 337.0 394.0

e M —— SRR

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15. 60 15. 80 16. 00 16 20

8270-BF042716.M Thu Apr 28 16:00:49 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086459.D

Aca On : 28 Apr 2016 8:05

Operator : UM/SJ

Sample : H2736-02

Misc :

ALS Vial : 33 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 13 unknownl16.05 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.05 2.63 ng 77325 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 43
2 1H-Purin-2-amine. 6-methoxy- 165 C6H7N50 020535-83-5 38
3 1-(m-Dimethvlaminophenvl)ethanol 165 C10H15NO 005339-01-5 38
4 4-Amino-3-methoxvpvrazolol3.4-d1... 165 C6H7N50 111375-22-5 35
5 5,6-Dimethoxy-3-pyridazinecarbon... 165 C7H7N302 020552-46-9 35
Abundance Scan 1222 (16.054 min): BF086459.D (-1217) (-) m/z 165.10 100.00%
16b.1
43.1
81.1
17.1 205.1 206,5304 B A
| H | " 2811 15.80 16.00 16.20 16.40
0 e = m/z 43.10 79.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161943: Vitamin E
165.0
5000 R SUNILR SO BRI B
15.80 16.00 16.20 16.40
57.0 m/z 164.10 38.76%
H il 12:\L0 205.0 43\0'0
0||||”|‘|‘|‘”|“|||“‘|||||‘|||||||||||| ——T——
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance
165.0
" 15.80 16.00 16.20 1640
5000 m/z 57.10 29.67%
43.0 108.0
L W L U UL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #32518: 1-(m-Dimethylaminophenyl)ethanol T
165.0 15.80 16.00 16.20 16.40
m/z 145.10 29.40%
122.0
5000
0 Ly
L L U UL WL L W S R SUNILR SO UL
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF042716.M Thu Apr 28 16:00:50 2016

RICHMOND-AMBOY-SB02(0.5-8.0
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Library Search Compound Report

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 14 unknownl17.30 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.30 2.24 ng 65868 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1.4-Epoxv-4a.7-methanonaphtha... 162 C11H140 032763-64-7 15
N-(2-Methoxvyphenvl)-benzene-sulp... 231 C13H13NOS 111685-76-8 10
3 8-Methviltetrazololl.5-clpvrimidi... 151 C5H5N50 040595-05-9 7
4 3.4-Pvridinedimethanol. 5-hvdrox... 169 C8H11NO3 000065-23-6 7
5 Tetracyclo[5.2.1.0(2,6).0(3,5)]d... 162 C12H18 074646-38-1 7
Abundance Scan 1331 (17.300 min): BF086459.D (-1328) (-) m/z 55.10 100.00%
54,1
94.1 231.2
5000 157.2 2553
0811 '17.00 17.20 17.40 17.60
0! m/z 57.10 93.61%

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30617: 4H-1,4-Epoxy-4a,7-methanonaphthalene, 1,5,6,7,8,8a...

94.0

5000

17.00 17.20 17.40 17.60
m/z 94.10 62.56%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
122.0 231.0
17.00 17.20 17.40 17.60
5000 m/z 231.20 61.87%
77.0
0 154.0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23571: 8-Methyltetrazolo[1,5-c]pyrimidin-5(6H)-one e e
122.0 151.0 17.00 17.20 17.40 17.60
68.0 m/z 107.10 60.39%
5000 42.0
95.0
0 UM
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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Library Search Compound Report

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

Data File : BF086459.D

Aca On - 28 Apr 2016 8:05

Operator : UM/SJ

ﬁ?ggle : H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 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 15 unknownl7.79 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.79 2.26 ng 66521 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hvdroxvmethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 27
2 trans-3-0xooctahvdro-4a(2H)-naph... 196 C11H1603 071198-51-1 12
3 1.3.4-Oxadiazole. 2-(2-furvl)-5-... 205 C10H11N302 284674-14-2 11
4 Methoxv(methvDchlorosilane 110 C2H7CIOSi 018151-27-4 11
5 2,4,4-Trimethyl-3-(3-methylbuta-... 206 C14H220 097452-05-6 10
Abundance Scan 1374 (17.791 min): BF086459.D (-1371) (-) m/z 109.10 100.00%
41.1 811 109.1 205.2
' 134.11°1-2
5000
|| 175.1 17.40 17.60 17.80 18.00 18.20
O e m/z 41.10 98.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79977: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyliricy...
205.0
5000 A SR SN UL B
17.40 17.60 17.80 18.00 18.20
135.0 m/z 205.15 81.66%
81.0
55.0 ‘ ‘ 175.0
0...,”..ﬂ”.hlﬂn.ﬂk.L,.MHJL.”,.N.....u....H...,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
151.0
17.40 17.60 17.80 18.00 18.20
5000 109.0 m/z 95.10 81.08%
67.0
41.0 168.0 196.0
91.0 133.0
oL15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59255: 1,3,4-Oxadiazole, 2-(2-furyl)-5-(1-pyrrolidyl)- I RREEEEEES T
58.0 17.40 17.60 17.80 18.00 18.20
95.0 205.0 m/z 81.10 78.96%
5000
r 121.0
0...,....“,..‘”“. alzgp W oy IR0 weo b SR
m/z--> 20 60 80 100 120 140 160 180 200 220 17,40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086459.D

Aca On : 28 Apr 2016 8:05

Operator : UM/SJ

Sample : H2736-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 16 unknownl18.21 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

18.21 2.40 ng 70448 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (methvithio)- 124 C7H8S 000100-68-5 14
2 Phosphite. diisopropvl(.alpha.-h... 272 C13H2104P 020386-43-0 14
3 4H-Pvran-4-one. 2.6-dimethvl- 124 C7H802 001004-36-0 11
4 4.5-Pyrimidinediamine. 6-methvl- 124 C5H8N4 022715-28-2 10
5 1H-1,2,3-Triazol-1-amine, N-[(4-... 234 C11H11CIN4 113261-29-3 10

Abundance Scan 1411 (18.214 min): BF086459.D (-1408) (-) m/z 124.10 100.00%
43.1 124.1
5000
| 17.80 18.00 18.20 18.40 18.60
Ol m/z 43.10 94 _.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10131: Benzene, (methylthio)-
124.0
5000 LA L L L L L L L
78.0 17. 80 18. 00 18 20 18 40 18 60
510 m/z 57.10 89.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124.0
R N AR R
82.0 17.80 18.00 18.20 18.40 18.60
5000 m/z 229.20 74.30%
43.0
166.0
188.0 230.0 272.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10112: 4H-Pyran-4-one, 2,6-dimethyl- L e
43.0 124.0 17.80 18.00 18.20 18.40 18.60
m/z 55.10 61.16%
5000 69.0
95.0
S
O T e e R N AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. 00 18 20 18 40 18 60

8270-BF042716.M Thu Apr 28 16:00:56 2016

RICHMOND-AMBOY-SB02(0.5-8.0
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF086459.D

Acq On : 28 Apr 2016 8:05

Operator : UM/SJ

3?22'6 - H2736-02 RICHMOND-AMBOY-SB02(0.5-8.0
ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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 .99 2.5 ng 94564 1 6.81 768653 20.0
unknown6 .57 6.57 84.0 ng 3230320 1 6.81 768653 20.0
Hexanoic acid, 2-... 7.47 2.0 ng 90196 2 8.09 901010 20.0
Hexadecane 10.28 2.5 ng 96439 3 9.85 766912 20.0
Eicosane 11.20 2.1 ng 71689 4 11.32 671024 20.0
1-Hexadecanol 11.56 5.3 ng 178361 4 11.32 671024 20.0
1-Docosene 12.39 6.2 ng 208679 4 11.32 671024 20.0
17-Pentatriacontene 13.81 5.1 ng 228546 5 13.95 894742 20.0
Nonacosane 15.05 3.8 ng 110552 6 15.37 587392 20.0
Tetratetracontane 15.81 3.6 ng 105916 6 15.37 587392 20.0
unknownl16 .05 16.05 2.6 ng 77325 6 15.37 587392 20.0
unknownl17 .30 17.30 2.2 ng 65868 6 15.37 587392 20.0
unknownl7.79 17.79 2.3 ng 66521 6 15.37 587392 20.0
unknown18.21 18.21 2.4 ng 70448 6 15.37 587392 20.0
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