LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample : 6G4016-10

Misc :

ALS Vial : 12 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-BF101015.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

4.320 188 191 200 rBV 672948 905299 19.32% 4.118%
5.029 247 253 255 rBV 1975214 4686273 100.00% 21.317%
rBv2 395830 491901 10.50% 2.238%
6.583 387 389 393 rVvB 134643 116426 2.48% 0.530%
6.823 407 410 412 rBV 399371 399964 8.53% 1.819%
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6.972 421 423 426 rBV 1149084 1263531 26.96% 5.748%
7.395 457 460 462 rBvV 935223 1026078 21.90% 4.667%
rBv 438219 556412 11.87% 2.531%
9.189 614 617 620 rBV 2128829 2032917 43.38% 9.247%
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1 9.589 649 652 654 rBvY 241376 214980 4_59% 0.978%
11 9.863 674 676 679 rBvV 548820 675958 14.42% 3.075%
12 10.298 710 714 716 rBV 66236 71979 1.54% 0.327%
13 10.778 754 756 760 rVB 86612 145884 3.11% 0.664%
14 11.224 793 795 796 rBV 73316 78621 1.68% 0.358%
15 11.361 804 807 809 rBvV 627730 702086 14.98% 3.194%
16 11.601 823 828 830 rBvV2 33777 69807 1.49% 0.318%
17 11.646 830 832 835 rvv 97567 91087 1.94% 0.414%
18 11.818 844 847 851 rBv4 21171 81227 1.73% 0.369%
19 11.966 857 860 861 rBv2 31518 63993 1.37% 0.291%
20 12.058 866 868 870 rvB 115380 96665 2.06% 0.440%
21 12.115 870 873 876 rBv4 21773 65909 1.41% 0.300%

22 12.344 890 893 895 rBvV 64437 100497 2.14% 0.457%
23 12.447 901 902 904 rBV 127319 108188 2.31% 0.492%
24 12.549 910 911 913 rBV2 45831 64990 1.39% 0.296%
25 12.687 919 923 925 rBV3 64893 173808 3.71% 0.791%

26 12.824 931 935 937 rBv2 155677 250894 5.35% 1.141%
27 12.949 943 946 949 rBV 1733533 2312507 49.35% 10.519%
28 13.178 964 966 968 rBV 124756 150589 3.21% 0.685%
29 13.224 968 970 973 rvv2 76005 166497 3.55% 0.757%
30 13.315 975 978 983 rvB2 131060 316945 6.76% 1.442%

31 13.395 983 985 987 rBvV2 96943 214700 4.58% 0.977%
32 13.532 995 997 999 rBvV2 145160 197429 4.21% 0.898%
33 13.738 1013 1015 1018 rBV2 91599 158169 3.38% 0.719%
34 13.875 1023 1027 1033 rBV2 286399 783184 16.71% 3.563%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample : 6G4016-10

Misc :

ALS Vial : 12 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.990 1035 1037 1039 rBvV 145734 220086 4._.70% 1.001%

36 14.035 1039 1041 1044 rBV 512645 589023 12.57% 2.679%
37 14.332 1064 1067 1070 rBV 153799 274821 5.86% 1.250%
38 14.664 1093 1096 1101 rBV 167617 389732 8.32% 1.773%
39 14.870 1112 1114 1119 rBV3 199946 408200 8.71% 1.857%
40 15.555 1172 1174 1177 rBV 324293 475681 10.15% 2.164%

41 16.230 1231 1233 1240 rVB2 131958 351578 7.50% 1.599%
42 16.653 1267 1270 1278 rVB2 173561 439028 9.37% 1.997%

Sum of corrected areas: 21983543
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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\BF101515\

BF082285.D

14 Oct 2015 18:12

umsiz

G4016-10

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF082285.D
5.03

6.97

7.39

0
Time-->

4.50

5.00

5.50

Abundance

2000000

1500000

1000000

500000

TIC: BF082285.D

9.86

9.59

10.30 10.78

A

L.

0

Time-->

13.00

11.50 12.00 12.50

10.50 11.00

10.00

9.00 9.50

13.50

14.00

14.50

Abundance

2000000

1500000

1000000

500000

TIC: BF082285.D

15.56

16.23 16.65

0
Time-->

19.00 19.50

18.50

18.00

17.00 17.50

15.50 16.00 16.50

20.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3

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

4.32 45.27 ng 905299 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 191 (4.320 min): BF082285.D (-188) (-) m/z 83.10 100.00%
55.1 83.1
5000 430 081 K
0 eo 400 420 440 4.60
L B e B e B e e PR m/z 55.10 95.90%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 200 8.0 W0 50 40 ako
m/z 43.05 36.41%
“\ \\‘\ il ‘ | 67.0 75.0 | L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 NSNS
43.0 4.00 420 4.40 4.60
5000 m/z 98.10 34.02%
29.0
98.0
69.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R A ma
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 25.06%
41.0
5000 270 98.0
15.0 ‘ 69.0
”'l'L'|'”*h'”‘il“'VJN'|'”MM'“'F'M'|'”'W'“' BN SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1

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

5.03 234.34 ng 4686270 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 253 (5.029 min): BF082285.D (-247) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 S 0
460 4.80 5.00 5.20 5.40
83.1
e e e 2 P et e || M/Z 59.10  67.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LRI R R I
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.10 22 .55%
Nl ‘ 83.0 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 4.80 500 520 540
5000 m/z 58.10 16.85%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e m
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.61%
5000 41.0
31.0
‘ 69.0 870
15.0 ‘\‘ L1500 ‘ 98.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown6.58 Concentration Rank 14

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

6.58 5.82 ng 116426 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 389 (6.583 min): BF082285.D (-387) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 s || 7m0 % im0 o%0 645 60 650 700
el et 80 L2080 Wl "m/z 68.10 37.98%
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 NSRS SRR A
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 30.77%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.58%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R AREE RmEme ST
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.57%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8|O 9 100 110 12'0 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Tetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.78 4.16 ng 145884 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 756 (10.778 min): BF082285.D (-754) (-) m/z 57.10 100.00%
5%.1
5000
113.1 10.40 10.60 10.80 11.00
| 1412 1882 m/z 71.05  66.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57.0
5000 AR AR R
85.0 1040 1060 10,80 11.00
29.0 m/z 43.10 54 _97%
‘ 113.0
J “ Ll S 14101690197022502530281 0309.0 338.0
m/z--> 2'0 4'0 6|O 80 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57.0
10,40 10.60 10.80 11.00
5000 85.0 m/z 85.10 33.52%
29.0
113.0 141.0 169.0 197.0 226.0
mm‘rwﬁwﬁrwﬁwﬁwrﬁwﬁwrwﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64575: Pentadecane e N |
57.0 10 40 10. 60 10. 80 11. 00
m/z 41.10 27 .45%
5000 85.0
29.0
L1 913014101690 2120
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 32'0 34'10 10 40 10. 60 10. 80 11. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Tridecane, l-iodo- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.45 3.08 ng 108188 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 86
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Eicosane 282 C20H42 000112-95-8 78

Abundance Scan 902 (12.447 min): BF082285.D (-901) (-) m/z 57.10 100.00%

57.1
5000

12.20 12.40 12.60 12.80
m/z 43.10 62.85%

o 131 1411 168.2191.2 2212 259.2 292.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #122578: Tridecane, 1-iodo-
57.0
5000 . LA L L L L L L L
850 12. 20 12. 40 12. 60 12. 80
28.0 ‘ 183.0 m/z 71.10 59.69%
113.0
e A e 3100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R e e  RE s R
12.20 12.40 12.60 12.80
5000 85.0 m/z 85.10 42 .38%
29.0 155.0
113.0 183.0
mﬁmmmwwwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane R BN maR T B S
57.0 12.20 12.40 12.60 12.80
m/z 41.10 24 .64%
5000
85.0
29.0
| L L ‘ 1130 1410 1690 1970 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Tetracontane, 3,5,24-trimet... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.69 4.95 ng 173808 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 83
2 Octacosane 394 C28H58 000630-02-4 52
3 Tetradecane 198 C14H30 000629-59-4 52
4 Hexadecane 226 C16H34 000544-76-3 52
5 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 50
Abundance Scan 923 (12.687 min): BF082285.D (-919) (-) m/z 57.10 100.00%
57.1
5000
111.1 LR BRI UL SULIULN SULR
182.1 261.3 12.40 12.60 12.80 13.00
B B o e W B m/z 43.10 67.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #172669: Tetracontane, 3,5,24-trimethyl-
57.0
5000 IR DR RARR AR AR
nmnmnmnm
m/z 71.10 55.83%
! “ | ‘M 141.0 238.0 505.0547.0
m/z--> §o 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance
57.0
| 12.40 12,60 12.80 13.00
5000 m/z 55.10 36.94%
99.0
141.0183. 0225 0 281 0 337.0 394.0
m/z--> §o 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance #55009: Tetradecane B Al B R
57.0 12.40 12.60 12.80 13.00
m/z 85.10 35.75%
5000
901410 1980
mz-> 80 100 15 200 280 30 a0 46 40 560 5% | 12.40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.82 8.52 ng 250894 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Nonacosane 408 C29H60 000630-03-5 83
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 83
5 Hexadecane 226 Cl16H34 000544-76-3 83
Abundance Scan 935 (12.824 min): BF082285.D (-931) (-) m/z 57.10 100.00%
57.1
5000
J Jggl 1260 12.80 13.00 13.20
To1411 2131 : . .
ol b b 20 1882 2ss . m/z 71.10  63.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57.0
5000 LR SN BN SURUSN SUN
12.60 12.80 13.00 13.20
m/z 43.10 60.80%
270 | | | 9?'0“ 141.0 183.0 225.0 267.0 323.0  380.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
1260 12.80 13.00 13.20
5000 m/z 85.10 43.87%
99.0
27.0 141.0 183.0 2250 267.0 309.0 3510  408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl- R A BEAE S B
57.0 12.60 12.80 13.00 13.20
m/z 55.10 27.02%
5000
?7\:0.,J.J..1‘.d,'.u.%“.1'?.1?@-9"]1?'?%49-0....3,09-9..,....,..
m/z--> 50 100 150 200 250 300 350 400 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Octadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.18 5.11 ng 150589 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 55
2 Tetratetracontane 619 C44H90 007098-22-8 53
3 Tritetracontane 605 C43H88 007098-21-7 49
4 Hexatriacontane 507 C36H74 000630-06-8 49
5 10-Methylnonadecane 282 C20H42 056862-62-5 49
Abundance Scan 966 (13.178 min): BF082285.D (-964) (-) m/z 57.10 100.00%
57.1
5000
111 12:80 13.00 13.20 13.40
ob A A Ty, 16312102 27923209 | m/z 43.10 66.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91037: Octadecane
57.0
5000 AU UL BARRE R

12:80 13.00 13.20 13.40
m/z 83.10 56.39%

“‘ “1?‘0‘1690 254.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
USRNSSR
12.80 13.00 13.20 13.40
5000 m/z 71.10 52.85%

113.0 1690 225 o 281. o 337.0 393.0 4630 561.0 615.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane R
57.0 12.80 13.00 13.20 13.40
m/z 85.10 40.37%
5000
10 169.0 2250 2810 3370 393.0 463.0 519.0 575.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12. 80 13. OO 13. 20 13. 40

8270-BF101015.M Thu Oct 15 17:04:28 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Pentacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.22 5.65 ng 166497 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 970 (13.224 min): BF082285.D (-968) (-) m/z 57.10 100.00%
51.1
5000
1412 "' 13.00 13.20 13.40 13.60
183.2 232.2
L 11.1...1.- L enser — m/z 71.10 75.85%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57.0
5000 LRI I UL BN B
13. oo 13 20 13. 40 13. 60
99.0 m/z 43.10 57.37%
ﬂMLhMHlﬂommzmommgwo%m
m/z--> 50 100 1éo 260 250 300 3éo '
Abundance
57.0
"' 13.00 13.20 13.40 13.60
5000 m/z 85.10 50.90%
99.0
27,0 1410 183.0 2250 281.0 337.0  394.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #115570: Heneicosane R A BEAE S B
57.0 13.00 13.20 13.40 13.60
m/z 55.10 26.36%
5000
99.0
270) | | | ,\ | 1410 183.0 2250 266,0296.0
m/z--> % 1m 1m 2& 250 3& 3% ' anmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.32 10.76 ng 316945 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 62
2 Tetratetracontane 619 C44H90 007098-22-8 62
3 Heneicosane 296 C21H44 000629-94-7 62
4 Tetracosane 338 C24H50 000646-31-1 62
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 58
Abundance Scan 978 (13.315 min): BF082285.D (-975) (-) m/z 57.10 100.00%
57.1
5000
127.1 13.00 13.20 13.40 13.60
AL 2202 e M/Zz 71.10  70.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99477: Nonadecane
57.0
5000 AR AR TR BN BURREE
Bmwmwmmm
m/z 85.10 55.20%
13.0
\‘ L h “ a1 \1690 2680

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

57.0

13.00 13.20 13.40 13.60
5000 m/z 43.10 52_.17%

1130 4690 225 0 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane R R e maa
57.0 13.00 13.20 13.40 13.60

m/z 97.10 42.77%

5000

13.0
|, 169.0 2250 2960

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13 00 13. 20 13. 40 13. 60

8270-BF101015.M Thu Oct 15 17:04:30 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Cyclohexane, 1-(cyclohexylm... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.40 7.29 ng 214700 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-(cvclohexvImethyl... 208 C15H28 054934-95-1 76
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 64
4 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 53
5 17-Pentatriacontene 491 C35H70 006971-40-0 45

Abundance Scan 985 (13.395 min): BF082285.D (-983) (-) m/z 57.10 100.00%

51.1
5000

RN ' m/z 55.10 68.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #61719: Cyclohexane, 1-(cyclohexylmethyl)-4-ethyl-, cis-
55.0
83.0

13.IOO 13!20 13.I4O 13!60 13.I80
m/z 71.10  60.89%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R B o e SR
13.00 13.20 13.40 13.60 13.80
5000 m/z 43.10 57.47%
85.0
29.0 111.0

139.0 167.0 196.0 224.0

wﬁmmerwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93396: Ethanol, 2-(tetradecyloxy)- R e
13.00 13.20 13.40 13.60 13.80
m/z 83.10 50.34%

83.0
5000

111.0
.0 196.0
139.0 168.0 227.0 559

I T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60 13.80

8270-BF101015.M Thu Oct 15 17:04:31 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.53 6.70 ng 197429 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 89
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Octacosane 394 C28H58 000630-02-4 76
Abundance Scan 997 (13.532 min): BF082285.D (-995) (-) m/z 57.10 100.00%
57.1
5000
1111 13.20 1340 13.60 13.80
A, 39922172 218 e M/Z 43.10  63.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #86886: 2-Bromo dodecane
57.0
5000 U AR BN SO SRR
anmmmmm
m/z 71.10 58.65%
113.0 169.0
I
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
13.20 1340 13.60 13.80
5000 m/z 85.10 43.61%
113.0  198.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane A ERmmaE R
57.0 13.20 13.40 13.60 13.80
m/z 55.10 35.03%
5000

1130 160.0 2250 2810 337.0 393.0 4630 ___ 5610 615.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13 20 13. 40 13. 60 13 80

8270-BF101015.M Thu Oct 15 17:04:33 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknownl3.74 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.74 5.37 ng 158169 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 38
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 25
3 4-Decanol 158 C10H220 002051-31-2 22
4 2-Propenoic acid. 3-phenvl-. 4-m... 238 C16H1402 010519-07-0 15
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 11
Abundance Scan 1015 (13.738 min): BF082285.D (-1013) (-) m/z 131.10 100.00%
57.1 97.1 131.1
5000
219.2 ra e amtan A olo T
1721 260.2 315.4 13.40 13.60 13.80 14.00
—" bttt ekt Ao | m/z 57.10  96.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #96926: Cinnamyl cinnamate
131.0
5000 R DA SRR SRR R
103.0 ;3 40 13 60 13 80 14.00
: m/z 97.10 87.94Y%
77.0 219.0
51.0 “ 173 0 26‘4 0
m/z--> 25 45 éo éo 160 120 140 160 180 200 220 240 260 2éo 360 '
Abundance
97.0
55.0 SR UNIRA BURBA BN BV I
13.40 13.60 13.80 14.00
5000 m/z 55.10 61.45%

27.0

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

Abundance #28209: 4-Decanol B B
55.0 13.40 13.60 13.80 14.00
m/z 71.10 58.87%
5000 97.0
29.0
el 140.0 e —
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

8270-BF101015.M Thu Oct 15 17:04:34 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 1-Heptadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 26.59 ng 783184 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 90
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 72
3 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 72
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 64
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 62
Abundance Scan 1027 (13.875 min): BF082285.D (-1023) (-) m/z 57.10 100.00%
571.1
5000
141.2 13.60 13.80 14.00 14.20
Obrrrprrefidy 183.2  230.1 261.3287.3  330.3 n/z 43.10 61 69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81253: 1-Heptadecene
57.0 83.0
5000 R SRS SUNILN SR I
290 13.60 13.80 14.00 14.20
m/z 71.10 55.32%
| 140.0 168.0  210.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
1360 13:80 14.00 14.20
5000 m/z 55.10 45.04%
85.0
29.0 111.0

139.0 157 0 196.0 224.0
mmmmvwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #116748: Decane, 1,1-oxybis- B A B B

57.0 13.60 13.80 14.00 14.20

85.0 m/z 83.10 39.40%
5000
29.0
1l 171.0  213.0 255.0

e R Rma e R R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

8270-BF101015.M Thu Oct 15 17:04:35 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 16 Tritetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .33 9.33 ng 274821 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
3 Tetratriacontane 479 C34H70 014167-59-0 90
4 Octacosane 394 C28H58 000630-02-4 83
5 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 76
Abundance Scan 1067 (14.332 min): BF082285.D (-1064) (-) m/z 57.10 100.00%
57.1
5000

14.00 14.20 14.40 14.60

13.1
h 169.2 2382 30133533

Ol e S S e | M7z 71.10 66.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57.0
5000 LA L L L L L LB |

14.00 14.20 14.40 14.60
m/z 43.10 58.96%

\k% %?‘1690 225.0 281.0 337.0 393.0 463.0 519.0 575.0

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

57.0

14.00 14.20 14.40 14.60
5000 m/z 85.10 48 _48Y%

113.0 18302310 287.0 3430 414.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #167078: Tetratriacontane R B
57.0 14.00 14.20 14.40 14.60
m/z 55.10 35.45%
5000
130
,169.0 2250 3110 4100
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14. 20 14. 40 14.60

8270-BF101015.M Thu Oct 15 17:04:36 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Triacontane Concentration Rank 8

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

14 .66 13.23 ng 389732 Chrysene-di12 14 .04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonacosane 408 C29H60 000630-03-5 90

Abundance Scan 1096 (14.664 min): BF082285.D (-1093) (-) m/z 57.10 100.00%
57.1
5000
99.1 L e
141.2 14.40 14.60 14.80 15.00
183.2 . , 357.4
. A |, L 352025 2402 2783 3174 3574 m/z 71.10 66.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57.0
5000 LA L L L L L L L L
14,40 14.60 14.80 15.00
99.0 m/z 43.10 52.62%
260, | w“ﬂ | 1410 1830 2250 267.0 309.0 3510 422.0
S e R I
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
e
14.40 14.60 14.80 15.00
5000 m/z 85.10 51.70%
99.0 197.0
141.0 240.0
e T et T e o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane L B A o e
57.0 14.40 14.60 14.80 15.00
m/z 55.10 25.31%
5000
99.0
260] | || . | 1410 1830 2250 281.0 337.0  394.0
e T e ] T e e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF101015.M Thu Oct 15 17:04:37 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 13-Docosenamide, (Z2)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 17.16 ng 408200 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
3 7-Nonenamide 155 C9H17NO 090949-53-4 72
4 Tetradecanamide 227 C14H29NO 000638-58-4 59
5 Hexadecanamide 255 C16H33NO 000629-54-9 56
Abundance Scan 1114 (14.870 min): BF082285.D (-1112) (-) m/z 59.05 100.00%
54.0
5000
97.1 1281 14,60 14.80 15.00 15.20
il 208 1982 240226722943 3378 |\ njz 72.10  66.19%
m/z--> 50 100 150 200 250 300 350
Abundance #135944: 13-Docosenamide, (2)-
59.0
5000 R UM LU UM SRR

137.0 14.60 14.80 15.00 15.20
\\‘

970 ' m/z 55.10 49 .66%
\‘ L Ju L o ‘ 165.0193.0  240.0267.0294.0 3370
— i s e
miz--> 50 100 150 200 250 300 350
Abundance
59.0
e
14.60 14.80 15.00 15.20
5000 m/z 43.10 29.25%
23.0 86.0 114.0 1540 184.0 220.0 253.0°0+°
gl i e e
miz--> 50 100 150 200 250 300 350
Abundance #26840: 7-Nonenamide e e ERRES BE s
59.0 14.60 14.80 15.00 15.20
m/z 57.10 28.91%
5000
230“1’ J\ I 98J 0 126 015‘5.0
Ay e e e
miz--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknownl16.23 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.23 14.78 ng 351578 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7a-I1sopropenvl-4.5-dimethvloctah... 236 C15H2402 1000192-14-7 42
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 40
3 1.1-Dithiophenvl-2-ethvl-cvclobu... 300 C18H20S2 122732-87-0 37
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 37
5 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 35

Abundance Scan 1233 (16.230 min): BF082285.D (-1231) (-) m/z 191.20 100.00%
192
5000
383.4 16.00 16.20 16.40 16.60
2468 2021 m/z 95.10  44.97%
m/z--> 50 100 150 200 250 300 350
Abundance #79844: Ta-lsopropenyl-4,5-dimethyloctahydroindene-4-carbo...
135.0 0
410 107.0
5000 LIS BUURELE BN UL UL
79.0 16.IOO 16.|20 16.I40 16.I60
236.0 m/z 177.20  42.32%
um‘l\hl‘\hl \l J“hu““l‘ ll : I\ - —
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
95.0 UL SUNILN SO BRI SUM
16.00 16.20 16.40 16.60
5000 430 m/z 81.10 40.91%
135.0
236.0264.0 303.033]_.()360'0
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #117631: 1,1-Dithiophenyl-2-ethyl-cyclobutane e RARREEE RS
191.0 16.00 16.20 16.40 16.60
m/z 55.10 32.92%
135.0
5000 81.0
244.0
51'0\ ‘ | 300.0
. iH"' I ‘.“. | .“.‘H.‘. \\I\I —h .‘. L l S S
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082285.D

Aca On : 14 Oct 2015 18:12

Operator : UM/I1Z

Sample > 6G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 20 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.65 18.46 ng 439028 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 60
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 58
3 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 53
4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 50
5 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 47
Abundance Scan 1270 (16.653 min): BF082285.D (-1267) (-) m/z 191.20 100.00%
5000
16.40 16.60 16.80 17.00
32 2002 m/z 57.10 36.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 57,0 640 16,60 16,80 1700
0
1070 14?0 m/z 95.10 34.77%
Ly M ‘ Do L .
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
1640 16.60 16.80 17.00
5000/28.0 m/z 69.10 32.76%
950 1350
mz-> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane R A R a B S
191.0 16.40 16.60 16.80 17.00
m/z 81.10 31.08%
5000
109.0
398.0
” 49. 0 2600 355.0
m | |
m/z--> 50 100 1éo 200 250 300 350 400 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101515\
Data File : BF082285.D

Acq On : 14 Oct 2015 18:12

Operator : UM/1Z

Sample : G4016-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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. .. 4.32 45.3 ng 905299 1 6.82 399964 20.0
2-Pentanone, 4-hy... 5.03 234.3 ng 4686270 1 6.82 399964 20.0
unknown6 .58 6.58 5.8 ng 116426 1 6.82 399964 20.0
Tetracosane 10.78 4.2 ng 145884 4 11.36 702086 20.0
Tridecane, 1-iodo- 12.45 3.1 ng 108188 4 11.36 702086 20.0
Tetracontane, 3,5... 12.69 5.0 ng 173808 4 11.36 702086 20.0
Heptacosane 12.82 8.5 ng 250894 5 14.04 589023 20.0
Octadecane 13.18 5.1 ng 150589 5 14.04 589023 20.0
Pentacosane 13.22 5.7 ng 166497 5 14.04 589023 20.0
Nonadecane 13.32 10.8 ng 316945 5 14.04 589023 20.0
Cyclohexane, 1-(c... 13.40 7.3 ng 214700 5 14.04 589023 20.0
2-Bromo dodecane 13.53 6.7 ng 197429 5 14.04 589023 20.0
unknownl13.74 13.74 5.4 ng 158169 5 14.04 589023 20.0
1-Heptadecene 13.88 26.6 ng 783184 5 14.04 589023 20.0
Tritetracontane 14 .33 9.3 ng 274821 5 14.04 589023 20.0
Triacontane 14.66 13.2 ng 389732 5 14.04 589023 20.0
13-Docosenamide, ... 14.87 17.2 ng 408200 6 15.56 475681 20.0
unknownl16.23 16.23 14.8 ng 351578 6 15.56 475681 20.0
1-Penten-3-one, 1... 16.65 18.5 ng 439028 6 15.56 475681 20.0
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