LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG040615.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 height area % max. total
1 2.761 7 12 21 rBY 381522 605464 13.33% 2.170%
2 2.837 21 25 32 rvB 426475 478878 10.55% 1.716%
3 4.782 350 356 363 rBV 57087 85273 1.88% 0.306%
4 5.258 431 437 445 rBVY 696073 971240 21.39% 3.480%
5 6.856 703 709 725 rVB 461759 719654 15.85% 2.579%
6 7.203 761 768 777 rBV 1320308 1994462 43.92% 7.147%
7 7.667 840 847 856 rBV 281640 444077 9.78% 1.591%
8 7.984 894 901 911 rVB 1062754 1666636 36.70% 5.972%
9 8.824 1037 1044 1055 rVvB 912179 1462472 32.21% 5.240%
10 10.452 1313 1321 1327 rBV 427232 719927 15.85% 2.580%
11 12.925 1735 1742 1753 rVB 2440906 3731259 82.17% 13.370%
12 13.766 1880 1885 1893 rVB 36218 52156 1.15% 0.187%
13 14.306 1970 1977 1985 rBV2 716650 1066124 23.48% 3.820%
14 15.669 2200 2209 2215 rBV 56804 88893 1.96% 0.319%
15 15.798 2225 2231 2245 rBV 1842709 2642962 58.20% 9.470%
16 16.462 2338 2344 2350 rBV2 43022 64821 1.43% 0.232%
17 17.050 2435 2444 2449 rBV2 933929 1301049 28.65% 4.662%
18 17.826 2569 2576 2584 rBV10 29119 64992 1.43% 0.233%
19 17.949 2592 2597 2606 rBVY 267593 412021 9.07% 1.476%
20 18.378 2666 2670 2674 rVB2 38385 46406 1.02% 0.166%

21 19.112 2788 2795 2810 rBV2 93669 276657 6.09% 0.991%
22 19.236 2812 2816 2831 rVB 121875 217578 4._.79% 0.780%
23 19.682 2886 2892 2897 rBV 3587336 4541124 100.00% 16.272%
24 20.223 2980 2984 2989 rVB 113051 142341 3.13% 0.510%
25 20.910 3098 3101 3103 rBvV 51288 51598 1.14% 0.185%

26 20.945 3103 3107 3116 rVB 285695 401382 8.84% 1.438%
27 21.145 3137 3141 3146 rBV 250367 272063 5.99% 0.975%
28 21.227 3150 3155 3161 rBV 984051 1282488 28.24% 4 _595%
29 22.397 3349 3354 3361 rVB 688963 908817 20.01% 3.257%
30 23.460 3529 3535 3544 rVB2 666098 1194787 26.31% 4.281%

Sum of corrected areas: 27907601
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

TIC: BG016450.D

7.20

7.98
8.82

5000002284 6.86 10.45

7.67
4.78

0
Time-->

T I
300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG016450.D
1968

12.93

15.80

17.05
14.31

% 17,95 161924 20.22

13.77 15}\q 16.46 17. 18.38

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG016450.D

21.23
22.40 23.46

20.93.15
20jo1

VA

Time-->

21.00 21.50 22.00 2250 23.00 2350 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\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.84 21.57 ng 478878 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 25 (2.837 min): BG016450.D (-21) (-) m/z 73.10 100.00%
73
5000
43 55 87
| 135 207 2.80 2.90 3.00 3.10 3.20
e e e A8 Tm/z 43,10 26.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AN RN VAL ARAR LA AR B
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 24.29%
il
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 21.14%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1852: Acetamide, N-ethyl-
30 2.80 2.90 3.00 3.10 3.20
m/z 71.10 11.17%
5000 43 87
15 72
'"W'w"ﬂ"??”l'l'“'I"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 3 unknown4.78 Concentration Rank 9

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

4.78 3.84 ng 85273 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 12
5 Hexanamide 115 C6H13NO 000628-02-4 12

Abundance Scan 356 (4.782 min): BG016450.D (-350) (-) m/z 43.05 100.00%
43
59
5000
101
83 4.40 4.60 4.80 5.00 5.20
...,....,....,....',':...?4.-!!i....,??..,.-...??..!,....,....,... m/z 59.10 69.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7867: 4-Hydroxy-3-hexanone
59
31
5000 LR RN SRR LR R
41 4.40 4.60 4.80 5.00 5.20
m/z 101.10 30.63%
Al |l 53|/ 65 7379 87 97 116
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
440 460 480 500 520
5000 5 m/z 58.10 20.51%
15 31 101
25 7 37 53 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.05%
5000 101
28 59
‘ 70 84
"'P%§W"”W'”“Nl'W?ﬂLI”"L“ZI'L'I”"P"W"”I'”
m/z--> 10 20 40 50 60 70 80 90 100 110 120 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 unknown7.20 Concentration Rank 1

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

7.20 89.83 ng 1994460 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 768 (7.203 min): BG016450.D (-761) (-) m/z 132.00 100.00%
32
5000 68
96 ARRANES SERRE SRS S
40 - 54 75 103 6.80 7.00 7.20 7.40 7.60
..,....,....,...:;-..‘.‘?,....?.1.I.|....,..?‘.7,..!.,....,.1.1:‘3.,...., b m/z 68.10  37.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AU NI AL I
6.80 7.00 7.20 7.40 7.60
78 m/z 134.00 33.65%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 21.97%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e ARmAREEEE TR
132 6.80 7.00 7.20 7.40 7.60

m/z 69.10 13.59%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 680 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.95 6.33 ng 412021 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2597 (17.949 min): BG016450.D (-2592) (-) m/z 73.10 100.00%
7B
43 g
5000 129
97 213
‘ 15 | 143157171185 09", 20 - 17.60 17.80 18.00 18.20
e m/z 60.10 77.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000{ 29 256 L S B IR S
ﬂmﬂmmmmm
. 21 m/z 43.10 63.55%
185
I‘ll I‘I‘hl\\lull\l ‘: 143 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a3 | 7
57 17.I60 17.I80 18.|00 18.|20 '
5000 29 m/z 57.10 59.70%
129
87 115 171 214
101 143157 | 185,99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid SR awa et
43 oo B 17.60 17.80 18.00 18.20
m/z 55.10 52.88%
5000 ’vamﬁwﬁhvﬁhw/\L\_wwﬁhﬁ\ka
e .- S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 1-Dodecanethiol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.11 4.25 ng 276657 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanethiol 202 C12H26S 000112-55-0 64
2 15-Tetracosenoic acid, methyl es... 380 C25H4802 002733-88-2 50
3 Cyclotetradecane 196 C14H28 000295-17-0 42
4 5-Tetradecene, (2)- 196 C14H28 041446-62-2 38
5 Oxacyclotetradecan-2-one, 13-met... 226 C14H2602 057092-32-7 38
Abundance Scan 2795 (19.112 min): BG016450.D (-2788) (-) m/z 202.10 100.00%
202
5000
oo 264 18:80 19.00 19.20 19.40
e m/z 55.10 91.48%
m/z--> 50 100 150 200 250 300 350
Abundance #57297: 1-Dodecanethiol
85 | og
5000 29 RN SUNRN B
18.80 19.00 19.20 19.40
M0 8 o m/z 69.10 64.46%
L \. ‘k“l“l“. "‘”‘"i h I \‘ I .“. — I“" —— —
m/z--> 50 100 150 200 250 300 350
Abundance
55
18:80 19.00 19.20 19.40
5000 83 m/z 83.10 54 _85%
111
36 138157 181 207 349
m/z--> " s0 100 150 200 250 300 350
Abundance #53621: Cyclotetradecane I EEmEEE R
55 18.80 19.00 19.20 19.40
m/z 41.10 52.38%
83
5000| o
111
LI LT 100 ses 16
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.24 3.39 ng 217578 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 25

Abundance Scan 2817 (19.241 min): BG016450.D (-2812) (-) m/z 73.05 100.00%

¢]
43

7
129
5000
19,00 19.20 10.40 19.60
el m/z 43.10 79.24%
60

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129 LA B L L L L LB
19.00 19.20 19.40 19.60
284 m/z 60.10 72.29%
ZT | 143,171
1L
S RARRZREA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 19.00 19.20 19.40 19.60
5000 m/z 57.10 71.87%
129
87 185 228
27 115 14357171 | 199
wmmﬁwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid EREmEEES L
43 73 19.00 19.20 19.40 19.60
i m/z 55.10 64.73%
5000
2
“ ‘M 1431571711859
S RAREEREA EREmEEES L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 Adipic acid, di(oct-4-yl es... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.22 2.22 ng 142341 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adipic acid, di(oct-4-yl ester) 370 C22H4204 1000160-80-1 91
2 Hexanedioic acid, bis(l1,3-dimeth... 314 C18H3404 055125-22-9 78
3 Hexanedioic acid, dihexyl ester 314 C18H3404 000110-33-8 64
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 59
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 56
Abundance Scan 2984 (20.223 min): BG016450.D (-2980) (-) m/z 129.10 100.00%
1%9
5000 J\
147 RN I -~------~
57 g3 241 20.00 20.20 20.40 20.60
e 'l 167 199202 | 200281 327 m/z 147.05 17.67%
m/z--> 50 100 150 200 250 300 350
Abundance #148374: Adipic acid, di(oct-4-yl ester)
129
5000 LI BN IR BRI B
20.00 20.20 20.40 20.60
55 11 m/z 111.10 14 .00%
147
21 \ L i“ Ly am2 214 2250 gp4 355
m/z--> 50 100 150 200 250 300 350
Abundance
129
20,00 20.20 20,40 20.60
5000 m/z 57.10 11.03%
43 8
111 147 213
18 67 186 231 272
m/z--> 50 100 150 200 250 300 350
Abundance #124951: Hexanedioic acid, dihexyl ester R B A e e
129 20.00 20.20 20.40 20.60
m/z 55.10 10.91%
5000
85
‘ ‘ 111 | 147 213
RN Y A A/ S < S R
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.95 6.26 ng 401382 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Cyclopentadecane 210 C15H30 000295-48-7 95
3 Cyclohexadecane 224 C16H32 000295-65-8 93
4 Cyclotetradecane 196 C14H28 000295-17-0 93
5 1-Heptadecanol 256 C17H360 001454-85-9 91
Abundance Scan 3108 (20.951 min): BG016450.D (-3103) (-) m/z 83.10 100.00%
57
5000
3 167 20.60 20.80 21.00 21.20
L, 1- Lpal 188208 239257281 3B | "w/z 97.10 93.53%
m/z--> 50 100 150 200 250 300 350
Abundance #89785: 5-Octadecene, (E)-
55
83
5000 UM UM IUARIN IR &
20.60 20.80 21.00 21.20
29 ”1 m/z 57.10 87.80%
i h‘ H\ | | 139 168 195 224 252
m/z--> 50 150 200 2éo 300 350
Abundance
55
8 20.60 20.80 21,00 21.20
5000 m/z 55.10 84 _.37%
29 111
139 182 210
m/z--> 50 100 150 200 250 300 350
Abundance #72491: Cyclohexadecane R BE T
55 20.60 20.80 21.00 21.20
m/z 69.10 78.77%
5000
29 111
Ll { l ‘x 119 167 196 2
m/z--> 50 150 200 250 300 350 20.60 20.80 21.00 21.20 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.40 15.21 ng 908817 Perylene-di12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 99
2 Squalene 410 C30H50 007683-64-9 98
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 74
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 72
Abundance Scan 3355 (22.402 min): BG016450.D (-3349) (-) m/z 69.10 100.00%
o
5000

22.00 22.20 22.40 22.60 22.80

175 203 341
231257 285 367 410 m/z 81.10 53_49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LI B L L L L L B B
a1 22. OO 22 20 22. 40 22. 60 22. 80
m/z 41.10 17.41%
M \“H\\h ﬁJ 175203231 273299 341367 410
T e L e e i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69
e e T
22.00 22.20 22.40 22.60 22.80
s000] 41 m/z 95.10 15.53%
95 37
161 191217 273299 341367 410
e A B T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... R B m B
69 22.00 22.20 22.40 22.60 22.80
m/z 136.05 12 _.88%
5000 41
93
136
Cl by ) 161192 231 273 315341 384

m/z--> 50 100 150 200 250 300 350 400 450 22. 00 22 20 22. 40 22. 60 22. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016450.D

Acq On : 16 Apr 2015 8:54

Operator : TP/1Z

Sample - G1829-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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]
Butane, 2-methoxy... 2.84 21.6 ng 478878 1 7.67 444077 20.0
unknown4 .78 4.78 3.8 ng 85273 1 7.67 444077 20.0
unknown? .20 7.20 89.8 ng 1994460 1 7.67 444077 20.0
n-Hexadecanoic acid 17.95 6.3 ng 412021 4 17.05 1301050 20.0
1-Dodecanethiol 19.11 4.3 ng 276657 4 17.05 1301050 20.0
Octadecanoic acid 19.24 3.4 ng 217578 5 21.23 1282490 20.0
Adipic acid, di(o... 20.22 2.2 ng 142341 5 21.23 1282490 20.0
5-Octadecene, (E)- 20.95 6.3 ng 401382 5 21.23 1282490 20.0
2,6,10,14,18,22-T... 22.40 15.2 ng 908817 6 23.46 1194790 20.0
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