LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG041515\

Data File : BG016433.D

Acq On : 15 Apr 2015 21:04 Instrument :
Operator : TP/IZ BNA_G

Sample - 61829-01 ClientSampleld :
Misc : TE-MW-2-23
ALS Vial : 37 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 2.759 7 12 21 rBY 273581 394817 8.49% 1.350%
2 2.835 21 25 35 rvB 357205 429375 9.24% 1.468%
3 4.780 349 356 362 rBY 72199 103961 2.24% 0.355%
4 5.262 429 438 450 rBVY 778658 1134398 24.40% 3.878%
5 6.184 591 595 606 rBV 37241 65751 1.41% 0.225%
6 6.860 703 710 720 rBY 586294 892596 19.20% 3.052%
7 7.207 762 769 777 rBV 1424574 2206965 47.47% 7 .545%
8 7.665 841 847 854 rBVY 319522 491497 10.57% 1.680%
9 7.988 894 902 909 rBV 1150799 1841099 39.60% 6.294%
10 8.828 1036 1045 1052 rBV 1016595 1635038 35.17% 5.590%
11 10.450 1314 1321 1330 rBV 491576 834086 17.94% 2.852%
12 12.665 1692 1698 1705 rVB 49734 80338 1.73% 0.275%
13 12.929 1735 1743 1751 rBV 2911271 4284025 92.15% 14.647%
14 13.770 1881 1886 1896 rVB 34875 52795 1.14% 0.180%
15 14.310 1971 1978 1985 rBV2 829433 1219227 26.22% 4.168%
16 14.739 2045 2051 2058 rBV 37128 61590 1.32% 0.211%
17 15.673 2205 2210 2218 rVB 51773 77634 1.67% 0.265%
18 15.803 2226 2232 2241 rBV 1876070 2615145 56.25% 8.941%
19 16.467 2339 2345 2351 rBV2 56739 85373 1.84% 0.292%

20 17.054 2438 2445 2451 rBV2 910390 1313364 28.25% 4._.490%

21 17.953 2593 2598 2606 rBV 396241 584334 12.57% 1.998%
22 19.116 2788 2796 2799 rBV5 71352 159123 3.42% 0.544%
23 19.234 2812 2816 2828 rVB 233449 333267 7.17% 1.139%
24 19.680 2887 2892 2899 rVB 3567397 4649194 100.00% 15.895%
25 20.944 3103 3107 3112 rBV 181363 226288 4.87% 0.774%

26 21.149 3138 3142 3147 rBV 104900 132588 2.85% 0.453%
27 21.232 3151 3156 3161 rVV 1027532 1274880 27.42% 4 _359%
28 21.760 3242 3246 3252 rVB 310849 522628 11.24% 1.787%
29 22.395 3351 3354 3361 rVB 214077 288900 6.21% 0.988%
30 23.464 3530 3536 3546 rVB 663523 1259202 27.08% 4 _.305%

Sum of corrected areas: 29249478
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 TIC: BG016433.D
3500000

3000000
2500000
2000000

1500000 7.21

799 8.83
1000000 i

6.86
10.45
500000},2,84 7.67

4.78 6.18
N

L e I L e e B S L B s o = I SRRV NI

T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016433.D

3500000

19,68

3000000 12.93
2500000
2000000 15.80
1500000
1000000 14.31 17.05

500000 17.95 19.23
12.67 13.77 14.74 giéf 16.47 19

e B T R o L e e e |l

Time--> 12.00 12.50 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 TIC: BG016433.D

3500000

3000000
2500000
2000000

1500000
21.23

23.46

|

T

Time--> 21.00 2150 22.00 2250 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

1000000
21.76

22.39

500000{  20.94 {5
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 3

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

2.84 17.47 ng 429375 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 17
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 26 (2.841 min): BG016433.D (-21) (-) m/z 73.05 100.00%
7B
5000
43 o 87
| | 112 007 2.80 2.90 3.00 3.10 3.20
e e & MMM MMM U m/z 43.10 25.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 h
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AR AL AN UL AR RARAR A
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 25.13%
i
"”I'N”“¢'”I'J“I"”I"”I"”I"”I"”I"”I"”
m/z--> 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 19.40%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide
2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 11.22%
5000
44 58
o ]
"ﬂ““'”FM'”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 2.90 3.00 3.10 3.20

8270-BG040615.M Thu Apr 16 15:44:38 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 4.23 ng 103961 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
3 Guanidine 59 CH5N3 000113-00-8 38
4 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 28
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23

Abundance Scan 356 (4.780 min): BG016433.D (-349) (-) m/z 43.10 100.00%
43
59
5000
101
73 440 4.60 4.80 5.00 5.20
et 8 1S BT Tm/z 59.10  71.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 USRS LS UL AR
101 440 460 480 500 520
28 m/z 101.10 33.19%
70 84
...:L?l.“.”..‘i‘...Ml..‘.‘.|l...|....|....|....|....l....l....
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
43
440 460 480 500 5.20
5000 59 m/z 58.05 19.51%
31 g3 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
3 59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.24%
5000{ 18
‘ 1
N I ‘
miz--> 20 40 60 80 100 120 140 160 180 200 440 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 11

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

6.18 2.68 ng 65751 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 _beta.-Methoxyethoxymethyl chloride 124 C4H9CIO2 003970-21-6 38
3 2-Propanone, l1l-methoxy- 88 C4H802 005878-19-3 38
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 33
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 33

Abundance Scan 594 (6.179 min): BG016433.D (-591) (-) m/z 45.10 100.00%
45
59
5000
75 90 ENAESENAESSRNARIRRASEN
‘ “ 007 580 6.00 620 6.40 6.60
et e e T Tn/z 59.10  57.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8974: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 AR AR LS UL
5.80 6.00 6.20 6.40 6.60
81 & %0 m/z 58.10 28.66%
"'}?"" [rrrT T "LI'JL'%O?"}?%"'I" U SN S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
5.80 6.00 6.20 6.40 6.60
5000 5 m/z 90.10 18.17%
15 29 89
73
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #2016: 2-Propanone, 1-methoxy- R b B
45 5.80 6.00 6.20 6.40 6.60
m/z 89.10 16.56%
5000 58
29
15 | | 88 u
m/z--> 20 40 60 80 100 120 140 160 180 200 580 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 5 unknown7.21 Concentration Rank 1

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

7.21 89.81 ng 2206970 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 12
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 770 (7.213 min): BG016433.D (-762) (-) m/z 132.00 100.00%
132
5000
68
96 0 700 7.00 7.40 7.60
40 54 6.80 7.00 7.20 7.40 7.60
{8 o7 2 | m/z 68.10  35.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R IR IR
6.80 7.00 7.20 7.40 7.60
21 m/z 134.00 34._47%
'”I"LNIMH'I'l'L""I”"I""""I'”'I"'W""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 21.21%
41 97
53
79 117
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 13.31%
5000
104
66
14 27 39 50 %P 7T g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.95 8.90 ng 584334 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 81
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
Abundance Scan 2597 (17.947 min): BG016433.D (-2593) (-) m/z 73.10 100.00%
7R
43 ¢
5000 129
‘ 97 115 157 213 256
171185
143 199 | 227 17.60 17.80 18.00 18.20
S 241 283 m/z 60.05 73.96%
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 U SR AR
17. 60 17. 80 18. 00 18.20
21 m/z 43.10 67.90%
USRS AR

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

E

Abundance
a3 73
e IS
51 17.60 17.80 18.00 18.20
5000 m/z 57.10 63.48%
29
129
87 115 171 214
101 143157 | 185
Tﬁwwmmmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37191: n-Decanoic acid A B
60 17.60 17.80 18.00 18.20
m/z 55.10 55.98%
41
5000 129
2(
115 172
101 143
e “ M R i ..‘..‘..%.57..l..... R e AR RRREE T B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. 00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 Oleic Acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.12 2.42 ng 159123 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 90
2 6-Octadecenoic acid, (Z2)- 282 C18H3402 000593-39-5 89
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 70
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 55
5 Cycloeicosane 280 C20H40 000296-56-0 46
Abundance Scan 2797 (19.122 min): BG016433.D (-2788) (-) m/z 55.10 100.00%
55
83
5000

111

18.80 19.00 19.20 19.40
m/z 83.10 75.87%

135 161 13 207 264 284

m/z--> 50 100 150 200 250 300 350
Abundance #107517: Oleic Acid

%

83
5000 LA L L L L L LB |
29 18.80 19.00 19.20 19.40
111 m/z 69.10 71.17%
Lo w000 22 T
m/z--> 50 100 150 200 250 300 350
Abundance
55
R R ma e E R
83 18.80 19.00 19.20 19.40
5000 29 m/z 41.10 53.41%
11 264
282
137155 180199 222 346
Rl o e A
m/z--> 50 100 150 200 250 300 350
Abundance #107524: 9-Octadecenoic acid, (E)- e R REmma R

18.80 19.00 19.20 19.40
m/z 43.15  48.76%

5000

-

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 : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.23 5.23 ng 333267 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2815 (19.228 min): BG016433.D (-2812) (-) m/z 73.10 100.00%
7
43
5000 129
97 185 241 284 AR DN SN BN B
155 l 213 | l 355 19.00 19.20 19.40 19.60
S B i L B e e T m/z 60.10 73.83%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43
5000 R UL SRR B B
mmmmwmmm
185 o 2B m/z 43.10 71.73%
|15| I ‘.‘ H‘“ u‘h\ M\ m ‘. 157\ “. ‘|2.]‘-3.‘. .“ |‘2|6|5 .“. T
m/z--> 200 250 300 350
Abundance
43 73
"' 10,00 19.20 19.40 19.60
5000 256 m/z 57.10 68 .79%
129
97 213
157 185
L L UL SRR |"2'3'6 R DALY B
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester  EREmsEEE s S
43 19.00 19.20 19.40 19.60
m/z 55.10 58.79%
73
5000 284
129
185
“Hm‘\”‘ T LR s | s
m/z--> m 100 150 200 250 300 350 mmmmwmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 1-Heneicosyl formate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.94 3.55 ng 226288 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
2 Cyclopentadecane 210 C15H30 000295-48-7 91
3 Isoheptadecanol 256 C17H360 057289-07-3 91
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81
Abundance Scan 3106 (20.938 min): BG016433.D (-3103) (-) m/z 83.10 100.00%
57 83
5000 kaw/xAmﬁmeAMmkaMWNme
182 208 281 20.60 20.80 21.00 21.20
| 23 85385 M7 “hn/z 57.10 93.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #137330: 1-Heneicosyl formate
57 83
5000 SRR IV L R
1l 20.60 20.80 21.00 21.20
m/z 55.10 83.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
8 20.60 20,80 21.00 21.20
5000 m/z 97.10 83.57%
29 111
139 182 210
mz-> 50 100 150 200 250 300 350 400
Abundance #92322: Isoheptadecanol  REEaE B
7 83 20.60 20.80 21.00 21.20
m/z 43.10 82.70%
5000 111
29
H t 139 182 210 238
.t.dﬂukj.,ﬂuL!y..j.q...h U PR DAL SR NN AN B
m/z--> 50 100 150 200 250 300 350 400 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 : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 1,2-Benzenedicarboxylic aci... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

2115 2.08ng 132588 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

,2-Benzenedicarboxylic acid, di... 390 C24H3804
,2-Benzenedicarboxylic acid, di... 330 C20H2604
hthalic acid, monocyclohexyl ester 248 C14H1604
hthalic acid, bis(7-methyloctyl... 418 C26H4204
,2-Benzenedicarboxylic acid, is... 418 C26H4204

aObhwN R
RPTUUOR R

027554-26-3 90
000084-61-7 59
007517-36-4 59
020548-62-3 53
001330-96-7 53

Abundance Scan 3142 (21.149 min): BG016433.D (-3138) (-) m/z 149.00 100.00%
149
5000
57 L B B B e o
83 113 279 2080 21.00 21.20 21.40
.?Q,J!ahqlﬁ...ll msg 222241 °) 325 356 n/z 167.00  31.94%

m/z--> 50 100 150 200 250 300 350
Abundance #154181: 1,2-Benzenedicarboxylic acid, diisooctyl ester
149

5000 N R R R
57 20.80 21.00 21.20 21.40

L 279 m/z 57.10  22.46%
Mmm | 169180 221245 | 333 361 3%

T T T T ™
Abundance ‘/\/‘/\I/\/\ﬂ}\(\/\)\‘/y

113

m/z--> 100 150 200 250 300 350
149
e e B
20.80 21.00 21.20 21.40
5000 m/z 70.10 18.94%
55
29 8 104123 169 214 249
T T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #87055: Phthalic acid, monocyclohexyl ester R B e T
149 20. 80 21. 00 21. 20 21. 40

m/z 71.10 17.66%
5000

55
| 8104193 | 169 205 2%

m/z--> 50 100 150 200 250 300 350 20. 80 21. 00 21. 20 21.40

8270-BG040615.M Thu Apr 16 15:44:44 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 12 unknown21.76 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.76 8.20 ng 522628 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 2,3-dimethyl- 156 Cl11H24 002884-06-2 43
2 7-Tetradecene, (E)- 196 C14H28 041446-63-3 38
3 Cyclododecane 168 C12H24 000294-62-2 30
4 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 27
5 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 22
Abundance Scan 3246 (21.760 min): BG016433.D (-3242) (-) m/z 71.10 100.00%
7
i AJW/
5000] 43
21.40 21.60 21.80 22.00
284 328 356 m/z 57.10 99.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #27135: Nonane, 2,3-dimethyl-
57
5000 L DR D DU SR B
mmmmmmnm
29 112 m/z 112.10 63.63%
ILI\II‘IH‘\\I |“||14|.1||||| e — ——rT T
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
o 2140 21.60 21.80 22.00
5000 m/z 55.10 63.02%
29
111
140 168 1%
m/z--> 55 160 150 200 250 300 350 460
Abundance #34707: Cyclododecane L BT o e
55 21.40 21.60 21.80 22.00
m/z 69.10 61.88%
83
5000 28
111
L] J | 240 168
miz-> 50 100 150 200 250 300 350 400 2140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 13 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.39 4.59 ng 288900 Perylene-di12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 91
3 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 90
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 83

Abundance Scan 3353 (22.389 min): BG016433.D (-3351) (-) m/z 69.10 100.00%

6o

5000

H-

41 95 137

22.00 22.20 22.40 22.60 22.80
61 191
bk d g L 261100218 265205 342367 416 475 oo TEi 70 53 10%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #158504: Squalene
69
5000 41 LIS B L L L L L L LB
2200 22.20 22.40 22.60 22.80
95 m/z 41.10 16.32%
\‘h\“m u\‘m 461 191217 273299 341367 410
—r e e
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance
69
R B
22.00 22.20 22.40 22.60 22.80
5000 a1 m/z 95.10 14 .33%
93
136
161 192 231 273 315341 384
i T e L B
mz--> 0 50 100 150 200 250 300 350 400 450

Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... AL o e e
69 22.00 22.20 22.40 22.60 22.80
m/z 137.10 13.25%

5000{ .
9 137
15 | 1L,y 261191 231 273209 341367 410
I FE S o el S e S S L
mz-> 0 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 : BG016433.D

Acq On : 15 Apr 2015 21:04

Operator : TP/1Z

Sample : G1829-01

Misc :

ALS Vial : 37 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 17.5 ng 429375 1 7.67 491497 20.0
unknown4 .78 4.78 4.2 ng 103961 1 7.67 491497 20.0
Ethanol, 2-(2-met... 6.18 2.7 ng 65751 1 7.67 491497 20.0
unknown7 .21 7.21 89.8 ng 2206970 1 7.67 491497 20.0
n-Hexadecanoic acid 17.95 8.9 ng 584334 4 17.05 1313360 20.0
Oleic Acid 19.12 2.4 ng 159123 4 17.05 1313360 20.0
Octadecanoic acid 19.23 5.2 ng 333267 5 21.23 1274880 20.0
1-Heneicosyl formate 20.94 3.5 ng 226288 5 21.23 1274880 20.0
1,2-Benzenedicarb... 21.15 2.1 ng 132588 5 21.23 1274880 20.0
unknown21.76 21.76 8.2 ng 522628 5 21.23 1274880 20.0
Squalene 22.39 4.6 ng 288900 6 23.46 1259200 20.0
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