LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

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:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2.787 13 17 34 rVB 3520583 4721145 40.63% 2.476%
2 2.928 36 41 50 rvB 144577 277069 2.38% 0.145%
3 3.004 50 54 59 rBv 203768 258275 2.22% 0.135%
4 4.925 376 381 388 rBV 192765 274740 2.36% 0.144%
5 5.384 452 459 466 rBV 1423657 2034925 17.51% 1.067%
6 6.976 722 730 731 rBV 1447596 2147547 18.48% 1.126%
7 7.005 731 735 746 rVB 2361808 3793015 32.64% 1.989%
8 7.340 784 792 794 rBVY 1394500 2262855 19.47% 1.187%
9 7.375 794 798 805 rVB 2556274 3947215 33.97% 2.070%
10 7.699 845 853 862 rBVY 2262322 3640108 31.33% 1.909%

11 7.804 865 871 873 rvVv 284222 423750 3.65% 0.222%
12 7.840 873 877 888 rvB 1123282 1783527 15.35% 0.935%
13 8.127 918 926 934 rBV 984081 1577000 13.57% 0.827%
14 8.568 994 1001 1010 rBV 533518 882057 7.59% 0.463%
15 8.885 1048 1055 1061 rBV 712131 1151095 9.91% 0.604%

16 8.962 1061 1068 1077 rVB 913185 1460885 12.57% 0.766%
17 9.538 1153 1166 1176 rBV 3730674 6668952 57.39% 3.497%
18 9.714 1189 1196 1206 rBV 1132447 1850980 15.93% 0.971%
19 10.466 1316 1324 1332 rVB 3230422 5367762 46.19% 2.815%
20 10.601 1339 1347 1350 rBV 400299 673432 5.80% 0.353%

21 10.654 1350 1356 1364 rVB 3138801 5320864 45.79% 2.790%
22 11.882 1557 1565 1578 rBV 3055579 4902786 42.19% 2.571%
23 12.264 1619 1630 1640 rBV 1984150 3077615 26.49% 1.614%
24 12.869 1727 1733 1739 rBV 1762724 2701570 23.25% 1.417%
25 12.939 1739 1745 1752 rVB 2730511 4144575 35.67% 2.173%

26 13.069 1760 1767 1774 rVB 2319425 3336751 28.72% 1.750%
27 14.167 1947 1954 1965 rVB 2405607 3622233 31.17% 1.899%
28 14.444 1994 2001 2006 rBV2 624954 967195 8.32% 0.507%
29 14.514 2006 2013 2019 rVB 5944024 8955047 77.06% 4._.696%
30 15.278 2134 2143 2148 rBV 4178145 5610401 48.28% 2.942%

31 15.495 2173 2180 2187 rVB 8475124 11620186 100.00% 6.094%
32 15.930 2243 2254 2261 rBV 1958826 2676996 23.04% 1.404%
33 16.388 2325 2332 2338 rVB 4435024 6060494 52.15% 3.178%
34 16.835 2401 2408 2419 rBV 2348681 3219217 27.70% 1.688%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

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 G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.187 2462 2468 2472 rBV2 802424 1224710 10.54% 0.642%

36 17.234 2472 2476 2482 rVB 1578771 2252436 19.38% 1.181%
37 17.328 2482 2492 2498 rBV 5729932 8533698 73.44% 4_475%
38 18.092 2617 2622 2628 rBV 111538 171547 1.48% 0.090%
39 18.169 2628 2635 2640 rVV 3089503 3891498 33.49% 2.041%
40 18.603 2703 2709 2714 rVB 162503 228542 1.97% 0.120%

41 19.250 2812 2819 2825 rBV 4458909 6459013 55.58% 3.387%
42 19.614 2872 2881 2888 rBVY 3701059 5155212 44 ._.36% 2.703%
43 19.820 2910 2916 2921 rBV 3914663 4819531 41.48% 2.527%
44 20.519 3029 3035 3040 rBV 6987022 8236334 70.88% 4_.319%
45 21.089 3127 3132 3139 rBVY 750375 943762 8.12% 0.495%

46 21.294 3162 3167 3172 rBV 5765752 6256771 53.84% 3.281%
47 21.359 3172 3178 3183 rVV2 4247309 6730531 57.92% 3.529%
48 21.406 3183 3186 3192 rVB 2233601 2483585 21.37% 1.302%
49 21.982 3280 3284 3295 rVB3 123960 230487 1.98% 0.121%
50 22.193 3314 3320 3329 rBV 4409463 5770801 49.66% 3.026%

51 22.593 3384 3388 3393 rVB 129626 171729 1.48% 0.090%
52 23.039 3451 3464 3475 rVB 5683882 10863315 93.49% 5.697%
53 23.580 3547 3556 3564 rBV 1485829 2924087 25.16% 1.533%
54 23.674 3565 3572 3583 rVB2 603924 1220219 10.50% 0.640%
55 24.279 3670 3675 3682 rVB3 118893 230568 1.98% 0.121%

56 24.361 3683 3689 3702 rVB2 149011 348981 3.00% 0.183%
57 26.165 3991 3996 4004 rVBS8 53295 137416 1.18% 0.072%

Sum of corrected areas: 190697037
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BGO050515\

BG016870.D
5 May 2015 17:56
TP/1Z
G2078-15
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016870.D

8000000

6000000

4000000}, g 9.54

10.48.65
7.01 7.38 7.70
2000000
5.38 608 74
7.84g 13 86 9.71
8.57 8 oléo
2380 4.93 80 i
obs et A A A

Time--> 300 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016870.D

8000000 1550

6000000 14.51 17.33

. 19.25
15.98 16.39 o
4000000 19.6%:
11.88 18.17
12.94
3.07 14.17 16.83
2000000 1226 1587 15.93 1748
1444 17
18.09 18.60
T e L L T e L e == NIt O AR S A E L R

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG016870.D

8000000

52
6000000 21.29 23.04
4000000
41
2000000 23.58
21.09 3.67
] 21.99| 2259 22486 26.17

Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown2.79 Concentration Rank 1

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

2.79 222.83 ng 4721150 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 25
3 Acetamide. N-methvyl- 73 C3H7NO 000079-16-3 9
4 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 9

Abundance Scan 18 (2.793 min): BG016870.D (-13) (-) m/z 73.05 100.00%
7B
43 !
5000
89
ll, 57 121 163 207 226 250 2:80 2.90 3.00 3.10 3.20
W'”'P'”“ﬂ”ﬁ'”'P'“I“'W'”'P'“I“'W'”'P'“I”'W'”'I m/z 43.00 64.71%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000
15 29 2.80 2.90 3.00 3.10 3.20
89 m/z 89.00 33.70%
2 57 104
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
71 2.80 2.90 3.00 3.10 3.20
5000 89 m/z 41.05 13.60%
27
57 102
m/z--> (I) 2'0 4'0 6|0 8|0 100 150 14'10 160 180 200 250 24'10 '
Abundance #724: Acetamide, N-methyl-
30 43 7 2.80 2.90 3.00 3.10 3.20
m/z 45.00 10.57%
5000 58
15
w'“'wwhﬂh'w'“'w'“l“'w'”'w'“ RS SRR SRS SRR SRR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.00 12.19 ng 258275 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 10
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 53 (2.998 min): BG016870.D (-50) (-) m/z 73.00 100.00%
7B
5000 43 }\\
S
280 300 320 3.40
: .A“....,...1.4,6....21.9.?‘,‘9.... e || m/z 43.00  40.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 L L AL
280 3.00 3.20 3.40
m/z 55.00 26 .54%

L
L o L o e o LA e o o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73

280 3.00 3. 3.40
5000 m/z 87.05 22.16%
43
15

LA SURILLS LI SIS LIS S B LIS S SRS S

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7316: 2-Methyl-5-hexen-3-ol il s s
7. 280 3.00 320 3.40

m/z 41.00 13.80%

43
5000
15“ |
e
280 3.00 320 3.40

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 12.97 ng 274740 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-0Octanol 130 C8H180 000589-98-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 382 (4.931 min): BG016870.D (-376) (-) m/z 43.00 100.00%
43
5000
1ot 460 480 500 520
,....,J|.7.3..-,I....,...."[0.7...,....,..?‘.‘1,....,....,...4.9? m/z 59.00 51.12%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 e —
4.60 4.80 5.00 5.20

m/z 101.00 16.71%

15 ‘ 101
‘ | ‘

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

59

460 4.80 5.00 5.20
5000 m/z 58.00 14 .62%

29 101

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

Abundance #3955: 2,3-Butanedione, monooxime
3 460 4.80 5.00 5.20
m/z 41.10 9.48%
5000
101
N . Ry vl
m/z--> 0 50 100 150 200 250 300 350 400 450 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.09 2.80 ng 171547 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 2622 (18.092 min): BG016870.D (-2617) (-) m/z 43.00 100.00%

5000 256

213

17.80 18.00 18.20 18.40
m/z 73.00 96.12%

157 185

281 324 469

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 LA L L L L L L L LB
129 17.80 18.00 18.20 18.40
97 213 m/z 41.00 91.51%
LA h ] 5
S P P
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73
43 e R EERE S ma e
17.80 18.00 18.20 18.40
5000 129 m/z 57.05 89.86%
185
97 228
15 157
I B o e A B N L o o e o o o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #65565: Tridecanoic acid R R e e N ma e
73 17.80 18.00 18.20 18.40
43 m/z 60.00 88.68%
5000 129
171
i
m/z--> 0 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 9,10-Anthracenedione Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.60 3.73 ng 228542 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 99
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 93
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 60
4 Benzolhlcinnoline 180 C12H8N2 000230-31-9 52
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 49
Abundance Scan 2708 (18.598 min): BG016870.D (-2703) (-) m/z 180.00 100.00%
152 180208
5000 76
126 18.20 18.40 18.60 18.80 19.00
..-.,1.‘..‘.7.».1.. oo 22 Tm/z 208.00 88.03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #61654: 9,10-Anthracenedione
152180208
5000 76 RN BN BN AN B
18.20 18.40 18.60 18.80 19.00
50 m/z 152.00 86.96%
L
| ‘ l
m/z--> 55 160 150 260 2éo 360 3%0 460 4%0 560
Abundance
152180
18.20 18.40 18.60 18.80 19.00
5000 m/z 151.00 47 .53%
76 126
39
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #42768: 9H-Fluoren-9-one |G LN L L N
180 18.20 18.40 18.60 18.80 19.00
m/z 76.00 46 .09%
5000 152
76
50 ‘ 126
"*EJL”T'J“|"Jw""w"'|“"|'“'|"“l"'w"" AR SR SR B
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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-Docosene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.09 2.80 ng 943762 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 99
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 1-Eicosanol 298 C20H420 000629-96-9 91

Abundance Scan 3132 (21.089 min): BG016870.D (-3127) (-) m/z 43.05 100.00%
4B
69 o7
5000
125 20.80 21.00 21.20 21.40
149 . . . -
- 182 210 238 280 308 m/z 57.10 92.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121981: 1-Docosene
55
97
5000 R R U U DR
29 20.80 21.00 21.20 21.40
e m/z 55.05 83.67%
Ay s s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 UL SUNIUE BN SRR
20.80 21.00 21.20 21.40
5000 m/z 69.05 69.43%
29 111
139 167 196 224 252 280
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #106398: 5-Eicosene, (E)-
55 20.80 21.00 21.20 21.40
m/z 83.05 69.22%
83
5000
29 111
J |l } 1139 167 196 223 252 280
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&1,0 4c')o 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Farnesol isomer a Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.59 2.81 ng 171729 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

arnesol isomer a 222 C15H260
.6.10.14.18.22-Tetracosahexaene... 410 C30H50

1F

2 2 000111-02-4 87
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24

4 S

52

062951-96-6 87
007683-64-9 87
004602-84-0 64

aualene 410 C30H50

,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260

1000108-92-4 89

Abundance Scan 3388 (22.593 min): BG016870.D (-3384) (-) m/z 69.05 100.00%
60
5000
41
l 95 137 207 22.20 22.40 22.60 22.80 23.00
1 175 341 ' : : : :
i d AL 20 230251278 308 34367 0 n/z  80.95  42.97%
miz--> 50 100 150 200 250 300 350 400
Abundance #70961: Farnesol isomer a
69
5000 41 B B o o
22.20 22.40 22.60 22.80 23.00
93 m/z 41.00 32.96%
gl et o 20
miz--> 50 100 150 200 250 300 350 400
Abundance
69
e
22.20 22.40 22.60 22.80 23.00
5000 m/z 68.10 14.46%
41
95 137
117 | 161 191 217 244 273 299 341 367 410
e
miz--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 22.20 22.40 22.60 22.80 23.00
a1 m/z 137.00 11.77%
5000
95 123 149
e e
miz--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Nonacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .28 3.78 ng 230568 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 3675 (24.279 min): BG016870.D (-3670) (-) m/z 57.05 100.00%
57
5000 85
113 141 169 24.00 24.20 24.40 24.60
Al T S 100 197 224244207087 334395379 415 | 5 43.05  78.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 LRI L BRI BRI SR
mmmmmmmm
m/z 71.10 61.60%
29 | L) M1}3\141‘169 197 225 253 281 309 337 365 408
m/z--> §o 100 1éo 260 250 360 350 460
Abundance
57
24,00 24.20 24.40 2460
5000 85 m/z 85.10 42 .60%
37 113 141 169 197 239 267 294 323 352
L UL UL UL WAL IR WAL SR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane R A L AEa
57 24.00 24.20 24.40 24.60
m/z 55.00 29.69%
5000 85
29
| ‘ || M2 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 2éo 360 3éo 460 2400 2420 2440 2460
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 1-Tetracosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .36 5.72 ng 348981 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 91
2 1-Octadecene 252 C18H36 000112-88-9 89
3 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 74
4 1-Hexacosene 364 C26H52 018835-33-1 64
5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 55
Abundance Scan 3689 (24.361 min): BG016870.D (-3683) (-) m/z 57.00 100.00%
57 97
5000
3 153 24.00 24.20 24.40 24.60
181 206224 252 283 313 341 364 4305 83 30,
m/z--> 50 100 150 200 250 300 350
Abundance #142900: 1-Tetracosanol
57 83
5000 111 L B B B B B
mmmmmmmm
29 m/z 55.00 80.47%
gl | “ ‘H \M‘ H\ I lhw \h 1?7 ) 195 1 223 252 280 30\8 33‘6
m/z--> éo 160 150 260 250 360 3éo
Abundance
57
83 LN R SUUIUE UL
24.00 24.20 24.40 24.60
5000 m/z 97.05 79.89%
29 111
139 168 196 224 252
m/z--> éo 160 1%0 260 2éo 360 3éo
Abundance #106406: Cyclohexadecane, 1,2-diethyl- R o e o 2
48 mmmmmmmm
m/z 69.00 70.13%
280
5000
125 251
| ‘h J” ,1“?3 101 200033 | |
m/z--> 2m 2m 3& 3% mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016870.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Cycloeicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.17 2.25 ng 137416 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 83
2 1-Nonadecene 266 C19H38 018435-45-5 70
3 2-Methvl-E-7-octadecene 266 C19H38 1000130-92-3 64
4 Cvclohexadecane 224 C16H32 000295-65-8 53
5 1-Octadecene 252 C18H36 000112-88-9 52
Abundance Scan 3997 (26.171 min): BG016870.D (-3991) (-) m/z 43.00 100.00%

5000

25.80 26.00 26.20 26.40
m/z 57.00 98.08%

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

Abundance #106397: Cycloeicosane
55
5000 LA L L L L L
29 111 25.80 26.00 26.20 26.40
m/z 83.10 96.43%
[ \\ “ | “\ F%g 168 196 224 252 260
T . B B B I I A I I LA e
m/z--> 0 50 250 300 350 400 450
Abundance
57 83
R e o e  RER R
25.80 26.00 26.20 26.40
5000 111 m/z 71.00 95.89%
29

39 266
167 196 238

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

Abundance #98178: 2-Methyl-E-7-octadecene R Eaama AL
57 25.80 26.00 26.20 26.40
m/z 69.05 77.52%
5000
141 183 266
S A1 N . OO oo
m/z--> 0 50 100 150 200 250 300 350 400 450 25 80 26. OO 26. 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050515\
Data File : BG016870.D

Acq On : 5 May 2015 17:56

Operator : TP/1Z

Sample : G2078-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
unknown2 .79 2.79 222.8 ng 4721150 1 7.80 423750 20.0
Butane, 2-methoxy... 3.00 12.2 ng 258275 1 7.80 423750 20.0
2-Pentanone, 4-hy... 4.93 13.0 ng 274740 1 7.80 423750 20.0
n-Hexadecanoic acid 18.09 2.8 ng 171547 4 17.19 1224710 20.0
9,10-Anthracenedione 18.60 3.7 ng 228542 4 17.19 1224710 20.0
1-Docosene 21.09 2.8 ng 943762 5 21.37 6730530 20.0
Farnesol isomer a 22 .59 2.8 ng 171729 6 23.67 1220220 20.0
Nonacosane 24.28 3.8 ng 230568 6 23.67 1220220 20.0
1-Tetracosanol 24 _36 5.7 ng 348981 6 23.67 1220220 20.0
Cycloeicosane 26.17 2.3 ng 137416 6 23.67 1220220 20.0
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