LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample : 6G4617-04

Misc :

ALS Vial : 24 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-BF113015.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 4.636 256 258 274 rVB 609227 1050173 23.16% 2.582%
2 5.116 298 300 320 rBVY 3649568 4077674 89.93% 10.026%
3 6.202 392 395 402 rBY 3708116 4138337 91.27% 10.175%
4 6.304 402 404 406 rBV 4489146 4304643 94.94% 10.584%
5 6.522 421 423 426 rBV 698145 959220 21.15% 2.358%
6 6.682 435 437 440 rBV 2874620 2967579 65.45% 7.296%
7 7.105 471 474 476 rBY 2884639 2801079 61.78% 6.887%
8 7.813 534 536 539 rBY 1067853 1197866 26.42% 2.945%
9 8.773 618 620 624 rVB 66190 66433 1.47% 0.163%
10 8.899 628 631 633 rBVY 4911443 4534301 100.00% 11.149%

11 9.299 664 666 671 rVB 496600 501358 11.06% 1.233%
12 9.516 683 685 687 rBvV 195131 180923 3.99% 0.445%
13 9.562 687 689 691 rBV 1402540 1300705 28.69% 3.198%
14 9.745 703 705 707 rBV 29377 48485 1.07% 0.119%
15 9.836 712 713 715 rVB 59203 51001 1.12% 0.125%

16 10.019 725 729 730 rBV 227627 265097 5.85% 0.652%
17 10.236 745 748 749 rBV 97495 135950 3.00% 0.334%
18 10.351 756 758 760 rBV 2226200 2271979 50.11% 5.586%
19 10.488 769 770 774 rBV 238768 361783 7.98% 0.890%

20 10.591 777 779 781 rVB2 92214 95961 2.12% 0.236%
21 10.693 786 788 790 rBV 32499 56304 1.24% 0.138%
22 10.979 812 813 815 rBV 111787 123389 2.72% 0.303%
23 11.013 815 816 820 rVB 46564 57779 1.27% 0.142%
24 11.093 820 823 827 rBV 1133401 1166865 25.73% 2.869%
25 11.494 854 858 861 rvB2 47414 82334 1.82% 0.202%
26 11.676 870 874 878 rBv2 23018 56206 1.24% 0.138%
27 11.791 882 884 887 rBV 121717 170169 3.75% 0.418%
28 12.145 911 915 917 rVB 52269 85642 1.89% 0.211%
29 12.351 928 933 937 rBV 32207 67433 1.49% 0.166%

30 12.431 937 940 943 rBV 90605 124725 2.75% 0.307%

31 12.545 948 950 952 rVB 41194 47097 1.04% 0.116%
32 12.625 954 957 960 rVB 80142 113738 2.51% 0.280%
33 12.911 980 982 985 rBV2 73345 179870 3.97% 0.442%
34 13.185 1003 1006 1009 rVB 2699430 3506526 77.33% 8.622%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample : 6G4617-04

Misc :

ALS Vial : 24 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-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.425 1024 1027 1031 rBV2 44712 103239 2.28% 0.254%

36 13.608 1041 1043 1047 rVB2 32674 58223 1.28% 0.143%
37 13.905 1066 1069 1072 rBV 39242 71967 1.59% 0.177%
38 14.122 1085 1088 1091 rBV2 28281 58768 1.30% 0.144%

39 14.614 1129 1131 1136 rBV2 146786 330694 7.29% 0.813%
40 14.705 1136 1139 1142 rBV 727327 994912 21.94% 2.446%

41 15.140 1175 1177 1181 rVB 36004 68090 1.50% 0.167%
42 15.631 1216 1220 1222 rBV3 37001 85824 1.89% 0.211%
43 16.111 1259 1262 1264 rBVY 41326 79202 1.75% 0.195%
44 16.260 1273 1275 1277 rBVY 56462 104486 2.30% 0.257%
45 16.568 1300 1302 1305 rBV 46003 75240 1.66% 0.185%
46 16.774 1318 1320 1323 rBV 509838 662005 14.60% 1.628%
47 17.014 1339 1341 1344 rBVY 54825 75332 1.66% 0.185%
48 17.448 1377 1379 1381 rBVY 60185 98677 2.18% 0.243%

49 17.494 1381 1383 1387 rVB3 108276 193498 4.27% 0.476%
50 17.883 1414 1417 1426 rVB3 132537 302268 6.67% 0.743%
51 18.386 1458 1461 1463 rBV2 73775 160407 3.54% 0.394%

Sum of corrected areas: 40671456
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083480.D
6.30

4000000 512 6.20

3000000 6.68 7.10

2000000

1000000 464 6.52

e G S A G | G G | |

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF083480.D
8(90

4000000

3000000 13.19

10.35

2000000
9.56

1000000

9.30
. 8.L7"L %129, 1140879 1215126886312.91 || 13.4m611391412 4 15.14

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF083480.D

14.71

4000000
3000000
2000000
1000000 16.77

| 161626 1657 1701 13480 1788 1839

e T

Time--> 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 3

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

4.64 21.90 ng 1050170 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 258 (4.636 min): BF083480.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 440 4.60 4.80 5.00
51 69 83
Ohrrrrrrrprrrreriber St 80 8 L TW/Z 59.10  56.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43 f
5000
59 440 4.60 4.80 5.00
m/z 101.10 16.73%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 4.80 500
5000 m/z 58.10 13.41%
41
ol 50 73 86
wﬂmmwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester S B o L
59 440 460 4.80 5.00

m/z 41.10 8.96%

5000 41
68
1| 50 | 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown6.30 Concentration Rank 1

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

6.30 89.75 ng 4304640 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 404 (6.304 min): BF083480.D (-402) (-) m/z 132.05 100.00%
5000 68
40 ‘ 75 % 10 600 6.20 640 6.60
104 . . . .
o.,....,....I'.'.‘.‘?,.'.'..?’r.'.'.|,....,..5.‘?,....,.'.'..,.1.1.5.,....,'...,.. m/z 68.10 51.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS LS R IR I
6.00 6.20 6.40 6.60
78 m/z 134.10 33.76%
31 4 51
OW'”'A'”\J'WL”'P'JI”'W'”'P'”I”'W'“'P'“I“"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 6.20 640 6.60
5000 m/z 66.05 31.16%
33 44 g7 105
51 60 7078 g 115
O B R B R B R A I T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #2743: 2—Cyc|0hexen—l—one LI L L L L L L B
68 6.00 6.20 6.40 6.60
m/z 69.10 19.76%
5000
96
40
o2 a7 % | a1 s
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.02 4.08 ng 265097 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 64

Abundance Scan 729 (10.019 min): BF083480.D (-725) (-) m/z 57.10 100.00%

57
43

5000

9.60 9.80 10.00 10.20 10.40

9 113127141155169

0 m/z 43.10 74 .27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L L LB L B B}
85 960 980 10. OO 10 20 10. 40
29 m/z 71.10 54 _.89%
L P
R A R B A Bamaa maaE s e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 e A Al
71 9.60 9.80 10.00 10.20 10.40
5000 g5 m/z 85.10 40.36%
29 99
oL15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane T AR B a S
43 57 9.60 9.80 10.00 10.20 10.40
m/z 41.10 31.41%
5000 n
85
29
o | L L “ 99113127141155169183197 226
R AR maa s o e ARRRAARRRaE RS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 960 980 10. OO 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.24 2.09 ng 135950 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Eilcosane 282 C20H42 000112-95-8 72
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Pentacosane 352 C25H52 000629-99-2 64

Abundance Scan 748 (10.236 min): BF083480.D (-745) (-) m/z 57.10 100.00%
g7
5000 43 71

99 10.00 10.20 10.40 10.60

113127141155169

0 m/z 71.10 44 .69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
43
5000 71 LA L L L L L L L
8 10 00 10 20 10 40 10. 60
29 > m/z 43.10 44.60%
99113
o | L | | ‘ T 127141155169183197211225239254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
T T
71 10.00 10.20 10.40 10.60
5000 m/z 85.10 22.25%
85
29 99
0 113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86886: 2-Bromo dodecane R A
57 10.00 10.20 10.40 10.60
m/z 41.10 21.46%
43 71
5000 85
29 99
113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 6 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.49 6.20 ng 361783 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tetracosane 338 C24H50 000646-31-1 83
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 80
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 80
Abundance Scan 770 (10.488 min): BF083480.D (-769) (-) m/z 57.10 100.00%
57
5000
3 113 10.20 10.40 10.60 10.80
ol 141 169 m/z 43.10 75.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73965: Hexadecane
57
5000 LN SR B UL SULRE
g5 10. 20 10 40 10. 60 10. 80
29 m/z 71.10 56.10%
0 ‘ ‘ [ w (113 141 169 197 226
LA A R RS RN Rl LRl LA KAl LA R LA LA AL LA RARLS RN L
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance
57
11020 10.40 10.60 10.80
5000 85 m/z 85.10 35.52%

29
113 141 169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane e e
57 10.20 10.40 10.60 10.80
m/z 41.10 35.15%
5000 85
29 113
o | % 141 160 197 225 253 281 309 338
Frprr e e e e e e e R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 20 10 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Tridecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.98 2.11 ng 123389 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 813 (10.979 min): BF083480.D (-812) (-) m/z 57.10 100.00%
57
>0 4 85 [\\/\AA\//M
e T T
113 10.60 10.80 11.00 11.20
Olrrrprrreth b b ot e e || M7z 43.10  80.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45544: Tridecane
57
5000 AR AR SO U I
85 10. 60 10 80 11. 00 11.20
4 m/z 71.10 61.73%
0L.20] “\ e e 141186 164
m/z--> 25 Jo éo 8b 160 150 150 160 180 200 250 240 2éo 280 360
Abundance
57
10,60 10.80 11.00 11.20
5000 m/z 41.10 36.87%
41 85
0 113 141 169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo- AL e o LS
57 10.60 10.80 11.00 11.20
m/z 85.10 35.27%
- ] [\\meLm/
4
183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 8 Pentadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.79 2.92 ng 170169 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Lactose 342 C12H22011 000063-42-3 27
Abundance Scan 884 (11.791 min): BF083480.D (-882) (-) m/z 43.10 100.00%
48 0 73
5000
o7 129
1 S 1 4g157171185 o 213 256 11.40 11.60 11.80 12.00 12.20
Ol m/z 73.10 87.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43 60 73
29
5000 --fAu---- LR
242 nmumnmnmnm
129
109 m/z 60.10 85.16%
115
mmmﬂwmﬁmfﬁﬁﬂ@ﬂ¥@¢w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 LRI B SRS SO B
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 57.10 83.37%
29 85 185 228
. 98 115 ' 14357171 199213
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #92226: n-Hexadecanoic acid I RREEEEEES T
4B g 7 11.40 11.60 11.80 12.00 12.20
m/z 41.10 67.73%
N \/\WJLM//\M
129
85 256
ob Ll “‘ M 8 115 | 143157171185 199 *}3 227530
m/z--> ﬁo Jo éo 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl2.43 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.14 ng 124725 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 43
2 Hexanoic acid. 5-tridecvl ester 298 C19H3802 1000279-29-4 38
3 5-Amino-3-methvl-1.2.4-oxadiazole 99 C3H5N30 003663-39-6 38
4 cis-3-Methvl-4-octanolide 156 C9H1602 039638-67-0 37
5 N-(4-Bromo-3-methyl-phenyl)-N"-(... 368 C15H21BrN402 1000294-59-4 35
Abundance Scan 940 (12.431 min): BF083480.D (-937) (-) m/z 57.10 100.00%
99
41 69 83 111 165 L e
12.20 12.40 12.60 12.80
0! FJ#% m/Z 99-15 87-87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65252: (.+/-.)-Dethiobiotin
99
5000 L BRI I BN B
nmnmnmnm
m/z 97.10 25.58%
44 56 155
0 28 | "7 7082 | 113126 141 167181 199 214
m/z--> ﬁo 45 éo éo 160 150 140 1é0 180 200 250 250
Abundance
99
1220 12.40 1260 12.80
5000 43 m/z 55.10 23.42%
5
29 84 182
o 17159141154 227 241
m/z--> ﬁo 45 éo éo 160 120 150 1é0 180 200 220 240
Abundance #3377: 5-Amino-3-methyl-1,2,4-oxadiazole R AR RRRES T
9 12.20 12.40 12.60 12.80
m/z 69.10 21.17%
5000 42
s %F | HZ 6? 84
0||||||‘||‘||||‘|||||||||||||||||||||||||||||||||||||| |||||||| |||||||||||
m/z--> ﬁo 45 éo éo 160 150 150 1é0 180 200 250 250 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl12.91 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.91 3.62 ng 179870 Chrysene-di12 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-bromo- 192 C8H17Br 000557-35-7 38
2 1-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 12
3 Caprolactam 113 C6H11NO 000105-60-2 9
4 2H-Azepin-2-one. 5-(1l.1-dimethvl... 169 C10H19NO 032741-89-2 9
5 Propanedioic acid, 2-propenyl-, ... 172 C8H1204 040637-56-7 9

Abundance Scan 982 (12.911 min): BF083480.D (-980) (-) m/z 57.10 100.00%

57
5000 113

12.60 12.80 13.00 13.20

143 169 189 202 218

0 m/z 113.15 44 . 95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50797: Octane, 2-bromo-
57 71
43
5000 28 LA L L L LB L LN |
113 12.60 12.80 13.00 13.20
m/z 111.10 17.74%
oL 14 \‘ I M |, 8 97 | 135149 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
A Rmamy
12.60 12.80 13.00 13.20
5000 a1 m/z 69.10 16.22%
29 97
69 g4 112
o JMRRSENS N 1 S i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6749: Caprolactam R R ma AR
30 12.60 12.80 13.00 13.20
55 m/z 97.10 14 .65%
5000 42 113
84
s | Lo
o} N 1 RSP R VRPN 'S MMM e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 11 Cyclopentanecarboxylic acid... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.43 2.08 ng 103239 Chrysene-di12 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 53
2 lIsoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 47
3 2.4-Dimethvl-1.5-diazabicvclol3.... 112 C6H12N2 100463-01-2 42
4 1H-Pvrazole. 4.5-dihvdro-3-methy... 126 C7H14N2 026964-49-8 38
5 cis-2-Oxabicyclo[4.4.0]decane 140 C9H160 060416-19-5 38
Abundance Scan 1027 (13.425 min): BF083480.D (-1024) (-) m/z 97.10 100.00%
o7
5000 57
431169 g5 || 111,05 100 1ss16s 170 216 pag 1320 1340 13,60 1380
o m/z 57.10 46.51%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #136441: Cyclopentanecarboxylic acid, 4-hexadecy! ester
o7
69
5000 LI BN UL BURLLN SO
415 13.20 13.40 13.60 13.80
15 m/z 99.10 27 .55%
0 h‘ Al m || 127140 154 169 183 200 224
miz-> 20 40 80 100 120 140 160 180 200 220 240
Abundance
g 97
1320 13.40 13.60 13.80
5000 54 m/z 55.10 21.95%
27 39 69
O I B O o e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6166: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (cis) AR Baa T e
o7 13.20 13.40 13.60 13.80
m/z 43.10 14 .86%
5000 42 69
55
111
Obprrertle e B e M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 13.20 1340 13.60 13.80

8270-BF113015.M Fri Dec 04 16:34:52 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 1-Nonadecanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.61 6.65 ng 330694 Chrysene-di12 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 94
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 1131 (14.614 min): BF083480.D (-1129) (-) m/z 57.10 100.00%
5000 /\/\w\/j\\A/\/\f
125 14.20 14.40 14.60 14.80 15.00
138153 : : : :
o 167181195 216230244 /7 43.10 95 880
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #108955: 1-Nonadecanol
43 57 83
97
5000 AR R B B B
29 mmmmmmmmmm
125 m/z 83.10 87.07%
oL14 “ H i 139154168182196210224238 952266
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 83
97 LRI IR ML AL B
14.20 14.40 14.60 14.80 15.00
5000 111 m/z 55.10 85.91%
29
125
0 139154168182106210224238251 NJ\AVwﬂAﬂ,\/\j\\,\JKJNAVNJ«
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene R e e
7 14.20 14.40 14.60 14.80 15.00
m/z 69.10 72.92%
5000
125
o 139154168182196210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1420 1440 1460 1480 1500

8270-BF113015.M Fri Dec 04 16:34:53 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.39 ng 79202 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Eicosane 282 C20H42 000112-95-8 83
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 60
4 Undecane 156 C11H24 001120-21-4 53
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 49
Abundance Scan 1262 (16.111 min): BF083480.D (-1259) (-) m/z 57.10 100.00%
57
5000
4 276 U AR AR SUNLR B
| 113 141 1gg 197 228 251 15.80 16.00 16.20 16.40
O-rrrprrre by m/z 43.10 68.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82606: Heptadecane
57
5000 85 SRR AR IULLEN B
15.80 16.00 16.20 16.40
4 m/z 71.10 64.01%
113
S S N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
15.80 16.00 16.20 16.40
5000 a1 85 m/z 85.10 40.69%
ol 26 113 141 169 197 225 o953 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73991: Dodecane, 2-methyl-6-propy!- L L B BLEL L B |
57 15.80 16.00 16.20 16.40
m/z 55.10 34.22%
5000 85

140
| 113 77155 182 505 506

o.np.nﬁ.i“”.“”.“”.“”..”..”..”..”..”..”..”.”.w”.. e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16. 20 16. 40

8270-BF113015.M Fri Dec 04 16:34:54 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 15 Octadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.57 2.27 ng 75240 Perylene-d12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Nonadecane. 1l-chloro- 302 C19H39cClI 062016-76-6 72
3 Heptadecane 240 C17H36 000629-78-7 70
4 Hexatriacontane 507 C36H74 000630-06-8 64
5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 64
Abundance Scan 1302 (16.568 min): BF083480.D (-1300) (-) m/z 57.10 100.00%
57
5000
138 168 207 240 270 300 364 400 16.20 16.40 16.60 16.80
0! m/z 43.10 81.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57
5000 85 A SRR DU R B
mmmmmmmm
m/z 71.10 73.91%
ol b |11 141 160 197 205 254
m/z--> 55 160 1%0 260 2%0 300 3éo 400
Abundance
57
16,20 16.40 16.60 16.80
5000 m/z 85.10 51.90%
29 85
o 105 133 161183203 231 259 302
m/z--> 55 160 1%0 200 2%0 300 3%0 400
Abundance #82608: Heptadecane R L B
57 16.20 16.40 16.60 16.80
m/z 41.10 40.41%
85
5000
29
m/z--> 55 160 1%0 260 250 360 3éo 460 1620 1640 1660 1680 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Nonadecane, 9-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.01 2.28 ng 75332 Perylene-d12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 76
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 68
3 Heptacosane 380 C27H56 000593-49-7 68
4 Eicosane 282 C20H42 000112-95-8 64
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 64
Abundance Scan 1341 (17.014 min): BF083480.D (-1339) (-) m/z 57.10 100.00%
57
5000 85
207 g 16.60 16.80 17.00 17.20 17.40
| 260 293315335 : : : : :
Oyl m/z 71.10 61.91%
m/z--> 50 100 150 200 250 300 350
Abundance #107661: Nonadecane, 9-methyl-
57
85
5000 UL S SRR B
16.60 16.80 17.00 17.20 17.40
140 m/z 43.10 54 .52%
‘ 113 168
S 0 O O X N
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.60 16.80 17.00 17.20 17.40
5000 85 m/z 85.10 41 .95%
113
29
o 141 169 197 o0 g7
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane R e
57 16.60 16.80 17.00 17.20 17.40
m/z 55.10 21.48%
5000 85
29 113 14
ol ) 1 | 169 197 225 253 281 309 337 380
m/z--> 50 100 1&'30 2(')0 250 300 350 16,60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 17 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.45 2.98 ng 98677 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 83
2 Docosane 310 C22H46 000629-97-0 64
3 Pentacosane 352 C25H52 000629-99-2 64
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 58
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 58
Abundance Scan 1379 (17.448 min): BF083480.D (-1377) (-) m/z 57.10 100.00%
57
5000
113 17,20 17.40 17:60 17.80
133 163184 207 231 282 327350 400
— 184 233 m/z 71.10 61.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #55008: Tetradecane
57
5000 85 LI S BRI SRR U
17.20 17.40 17.60 17.80
29 m/z 43.10 58.77%
0 \‘ 1 ‘\ \‘ \\‘ ‘ \\3 141 169 198
m/z--> 55 100 1éo 200 250 300 350 400
Abundance
57
17,20 17.40 17:60 17.80
5000 85 m/z 85.10 43 .00%
. 29 113 141 169 197 225 253 281 310
m/z--> 55 160 1éo 260 250 300 350 400
Abundance #142112: Pentacosane R AR REREE R S
57 17.20 17.40 17.60 17.80
m/z 55.10 30.44Y%
5000 85
113
ol L L M 169189211 239 267 295 323 352
m/z--> 50 1(')0 1&'30 200 250 3(')0 3éo 400 17'20 17. 40 17. 60 17I80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 18 unknownl7.49 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.49 5.85 ng 193498 Perylene-d12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 38
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 35
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 30
4 lIsoaquinoline. 1.2.3.4-tetrahvdro... 283 C18H21NO2 036646-87-4 25
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 25
Abundance Scan 1383 (17.494 min): BF083480.D (-1381) (-) m/z 191.15 100.00%
191
95
5000 69 123
41 163
231 LR A DU SRR B
265,,304 327 351 383 17.20 17.40 17.60 17.80
0 *ﬂr#l#*ﬁ“&*ﬁﬁ#*#“ﬂﬂ44+rfT m/z 95.10 71.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 LA SR BULRL SULBUR I
17.20 17.40 17.60 17.80
g5 135 163 m/z 81.10 61.86%
69
ol M\w\ e
m/z--> 50 150 200 250 300 350 400
Abundance
95
41 191 LR BAUARR DU SUMIIL I
17.20 17.40 17.60 17.80
5000 67 m/z 69.10 49 _.96%
135 274 M
o I L - N —
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) L
191 17.20 17.40 17.60 17.80
m/z 177.20 45_41%
5000 57
107 149
Ouzugu‘l‘.‘.‘.‘.Ml“‘.‘.“.‘lu!‘.‘.“‘.".... ——r—t ——r— T R
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 19 unknownl7.88 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.88 9.13 ng 302268 Perylene-d12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 45
2 4.5-Dihvdrothiazol-4-one. 2-(2-m... 222 C10H10N202S 022476-61-5 27
3 Propanamide. N-(2.3-dihvdro-3-me... 220 C11H12N20S 332413-15-7 27
4 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 25
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 25
Abundance Scan 1417 (17.883 min): BF083480.D (-1414) (-) m/z 191.15 100.00%
g7 191
5000 81
137
109 163 R AR SN SURURN B
218 245 272203313 344 37, 397 17.60 17.80 18.00 18.20
ob—— i phdp e e e m/z 57.10 99.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
50001 28 LR BRI UL ULLE B
17.60 17.80 18.00 18.20
g5 135 163 m/z 43.10 67.89%
Ry
0...|.“..‘.“l“‘.‘.‘“.“.‘i..“."............|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
17,60 17.80 18.00 18.20
5000 m/z 71.10 59.79%
163
46 78 105 134 297
oyt
m/z--> 50 100 150 200 250 300 350 400
Abundance #69031: Propanamide, N-(2,3-dihydro-3-methyl-2-benzothiazo... e e ERRES BE s
191 17.60 17.80 18.00 18.20
m/z 69.10 56.71%
5000
57 109 150 220
OI?ZH\‘LH‘;JL i\[lzgllllltl‘llll ——— T R ERARE Eamam
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083480.D

Aca On : 4 Dec 2015 1:24

Operator : UM/I1Z

Sample > 6G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 20 Hexadecane, l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.39 4.85 ng 160407 Perylene-d12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 78
2 Tetracosane 338 C24H50 000646-31-1 60
3 Tricosane 324 C23H48 000638-67-5 60
4 1-lodo-2-methvlnonane 268 C10H211 1000101-47-9 60
5 Heptadecane 240 C17H36 000629-78-7 53
Abundance Scan 1461 (18.386 min): BF083480.D (-1458) (-) m/z 57.10 100.00%
57
5000
13 s 18.00 18.20 18.40 18.60 18.80
141 225 259 294 326 355376 : : : :
I 12 m/z 71.10 63.10%
m/z--> 50 100 150 200 250 300 350
Abundance #141774: Hexadecane, 1-iodo-
57
85
5000 LRI U SIS BRI B
18.00 18.20 18.40 18.60 18.80
295 m/z 43.10 60.92%
29‘ ‘ ‘113 141 169
0.“..‘|‘.‘l‘.“‘.‘|.“.‘..‘l‘.‘..].-9|6..‘.. ....|....3|52....|
m/z--> 50 100 150 200 250 300 350
Abundance
57
18.00 18.20 18.40 18.60 18.80
5000 85 m/z 85.10 40.64%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 56 160 1éo 260 250 300 3éo !
Abundance #130016: Tricosane B A
57 18.00 18.20 18.40 18.60 18.80
m/z 55.10 36.69%
5000 85
113 324
oL L h [t 19 197 230 267 295
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3&'30 ! 18.|00 18.|20 18.I40 18.I60 18.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120315\
Data File : BF083480.D

Acq On : 4 Dec 2015 1:24

Operator : UM/1Z

Sample : G4617-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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... 4.64 21.9 ng 1050170 1 6.53 959220 20.0
unknown6 .30 6.30 89.8 ng 4304640 1 6.53 959220 20.0
Eicosane 10.02 4.1 ng 265097 3 9.56 1300710 20.0
Pentadecane, 2,6,... 10.24 2.1 ng 135950 3 9.56 1300710 20.0
Hexadecane 10.49 6.2 ng 361783 4 11.09 1166870 20.0
Tridecane 10.98 2.1 ng 123389 4 11.09 1166870 20.0
Pentadecanoic acid 11.79 2.9 ng 170169 4 11.09 1166870 20.0
unknownl12.43 12.43 2.1 ng 124725 4 11.09 1166870 20.0
unknownl12.91 12.91 3.6 ng 179870 5 14.71 994912 20.0
Cyclopentanecarbo... 13.43 2.1 ng 103239 5 14.71 994912 20.0
1-Nonadecanol 14.61 6.7 ng 330694 5 14.71 994912 20.0
Heptadecane 16.11 2.4 ng 79202 6 16.77 662005 20.0
Octadecane 16.57 2.3 ng 75240 6 16.77 662005 20.0
Nonadecane, 9-met... 17.01 2.3 ng 75332 6 16.77 662005 20.0
Tetradecane 17.45 3.0 ng 98677 6 16.77 662005 20.0
unknownl17 .49 17.49 5.8 ng 193498 6 16.77 662005 20.0
unknownl17 .88 17.88 9.1 ng 302268 6 16.77 662005 20.0
Hexadecane, 1l-iodo- 18.39 4.8 ng 160407 6 16.77 662005 20.0
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