LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 2.770 9 14 23 rBv 161806 329339 11.48% 1.230%
2 2.853 23 28 34 rvVB 123333 173789 6.06% 0.649%
3 4.786 352 357 368 rvB 169420 244779 8.54% 0.914%
4 5.261 432 438 447 rBV 1322568 1842356 64.24% 6.882%
5 6.860 703 710 722 rBV 1361182 2098014 73.16% 7.837%
6 7.212 762 770 778 rBV 1330219 2052767 71.58% 7.668%
7 7.676 841 849 857 rBV 341467 534479 18.64% 1.996%
8 7.994 895 903 910 rBV 940066 1459610 50.90% 5.452%
9 8.828 1038 1045 1056 rBV 739344 1225963 42.75%  4.579%
10 10.461 1315 1323 1330 rBY 503307 828222 28.88% 3.094%
11 11.783 1542 1548 1558 rVB 31574 51821 1.81% 0.194%

12 12.935 1737 1744 1751 rBV 1484124 2214083 77.21% 8.270%
13 13.775 1881 1887 1892 rBV 82620 111722 3.90% 0.417%
14 14.316 1973 1979 1988 rBvV2 723331 1081641 37.72% 4.040%
15 15.679 2203 2211 2217 rBV 128861 172776 6.02% 0.645%

16 15.808 2226 2233 2243 rBV 1042424 1506048 52.52% 5.625%
17 17.059 2439 2446 2451 rBv2 907007 1282780 44.73% 4.792%

18 17.101 2451 2453 2458 rVB 27891 28877 1.01% 0.108%
19 17.958 2592 2599 2606 rBV 104724 171620 5.98% 0.641%
20 19.116 2789 2796 2803 rBV 65266 97059 3.38% 0.363%
21 19.239 2813 2817 2824 rBV6 28684 56403 1.97% 0.211%

22 19.386 2834 2842 2847 rBV 489681 567622 19.79% 2.120%
23 19.474 2850 2857 2859 rVv2 57082 103351 3.60% 0.386%
24 19.504 2859 2862 2867 rVB 90831 105187 3.67% 0.393%
25 19.686 2887 2893 2902 rBV 2443385 2867743 100.00% 10.712%

26 19.997 2943 2946 2950 rVB 25595 29041 1.01% 0.108%
27 20.373 3005 3010 3014 rBVS5 23917 33623 1.17% 0.126%
28 20.426 3015 3019 3025 rVvVv 373094 431637 15.05% 1.612%
29 20.491 3026 3030 3033 rVvVv 74339 86604 3.02% 0.323%
30 20.526 3033 3036 3040 rVB 53155 55860 1.95% 0.209%

31 20.949 3103 3108 3120 rBV 517549 733374 25.57% 2.739%
32 21.237 3151 3157 3162 rBV 1122218 1485184 51.79% 5.548%
33 21.384 3179 3182 3186 rBV 131328 134802 4._.70% 0.504%
34 21.813 3251 3255 3265 rBV 113592 177194 6.18% 0.662%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 22.277 3329 3334 3340 rVB 113617 156037 5.44% 0.583%

36 22.400 3352 3355 3363 rVB2 31359 48618 1.70% 0.182%
37 22.776 3415 3419 3434 rVB3 98546 221015 7.71% 0.826%
38 23.340 3511 3515 3525 rBV3 73510 151700 5.29% 0.567%
39 23.464 3529 3536 3550 rvB2 721323 1422177 49.59% 5.312%
40 23.992 3621 3626 3634 rVB3 60134 119912 4.18% 0.448%

41 24.081 3637 3641 3648 rVv7 25165 48659 1.70% 0.182%
42 24.744 3749 3754 3760 rBV2 40281 80065 2.79% 0.299%
43 26.531 4052 4058 4069 rBV2 50904 148258 5.17% 0.554%

Sum of corrected areas: 26771811
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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: BG016387.D
2000000
1500000
5.26 6.86 7.21
1000000 7.99
8.83
10.46
500000
7.68
D 7%5 4.79 JL
L S A L e | S
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00
Abundance TIC: BG016387.D
19.69
2000000
1500000 12.93
15.81
1000000 17.06
14.32
500000 1939 0.4
15
11.78 13.78 111.10 17,66 198240P 20,00 208;
01— e e e e e e e s e et e b 58,
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG016387.D
2000000
1500000
21.24
1000000
23.46
20.95
500000
21.38 21.81 2228 2278 o3 2 26.53
0.53 %.40 298 24.74 )
T e e e I e o O o o e = e e e e
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 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\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 7

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

2.85 6.50 ng 173789 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 28 (2.853 min): BG016387.D (-23) (-) m/z 73.10 100.00%
73
5000
43 55 87
2.80 2.90 3.00 3.10 3.20 3.30
35 39 51 | 59 7
'H“M““w“v“W“WNW““W“LNP“JMW“W““S”P“wmw““vmv“ m/z 43.10 27.89%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl- \—M]\\N
73
43 2.80 2.90 3.00 3.10 3.20 3.30
55 87 m/z 87.10 26.80%
‘2? 33 39 4650 ‘ 59 69|
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
73
2.80 2.90 3.00 3.10 3.20 3.30
5000 m/z 55.10 20.53%
44 58
27
1518 40 ”
A RRAL) KAL) RARRN LARE) RAL) RARN RARAN ALY LRSS RRANS RALA WAL RARLY LALLM KARRA REAR) LARE) RALLA LALN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl-
30 2.80 2.90 3.00 3.10 3.20 3.30
m/z 71.10 11.48%
5000 43 87
15 72
18 27 39.//46 5154 59 68 |
m/z--> 5 10 15 20 25 30 35 4'0 45 50 55 6|O 65 70 75 80 85 9'0 95 2.80 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.79 9.16 ng 244779 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 25
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
4 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 23
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23

Abundance Scan 358 (4.791 min): BG016387.D (-352) (-) m/z 43.10 100.00%
a3
59
5000
101
| s 0 4R 450 550 850
R o e L e o . L m/z 59.10 67.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRR SRS AR
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 31.47%
15 4 101
"J'I”M'“ﬂ"'al""F?"“J""I""I""I""I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
440 460 480 500 520
5000 m/z 58.10 20.47%
29 45 103
15 73 87 117 133 147 164 177
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone EREEE R e e e s e
43 440 4.60 4.80 5.00 5.20
m/z 41.05 7.67%
5000 101
28 59
70 84
...1.5|....|....|....|....|....|....|....|....|.
m/z--> 20 40 60 80 100 120 140 160 180 440 4.60 4.80 5.00 5.20

8270-BG040615.M Tue Apr 14 15:31:59 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 unknown7.21 Concentration Rank 1

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

7.21 76.81 ng 2052770 1,4-Dichlorobenzene-d4 7.68
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 770 (7.212 min): BG016387.D (-762) (-) m/z 132.00 100.00%
5000 68
96 0 700 790 740 760
40 54 J 6.80 7.00 7.20 7.40 7.60
S i -|-| gL e | weus N m/z 68.10 37.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL AL R IR
6.80 7.00 7.0 7.40 7.60
21 51 78 m/z 134.00 33.95%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 23.08%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.60%
5000 og 0
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . IS NN i G
m/z--> 40 60 80 100 120 140 160 180 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\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.68 3.19 ng 172776 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 2,2-Diphenyl-2-hydroxyacetic acid 228 C14H1203 000076-93-7 47
3 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 43
4 Benzofurazan-5-carbohydrazide, N... 282 C14H10N403 1000272-94-4 43
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 43
Abundance Scan 2211 (15.679 min): BG016387.D (-2203) (-) m/z 105.10 100.00%
105
77
5000 182
ot 15.40 15,60 15.80 16.00
152 : : : :
e, A4 03 . 89 1 126139 BA65 207 | ‘m/z 77.10 56.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44105: Benzophenone
105
77
5000 L UL SULILE UM R
182 15.40 15.60 15.80 16.00
o1 m/z 182.10 45.97%
2739 | 63 | 89 | 126 152165 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105 183
77 A AU BN UL S
15.40 15.60 15.80 16.00
5000 m/z 51.10 17 .38%
51
165
27 39 | 63 91 127139152 210 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20627: Benzenepropanenitrile, .beta.-oxo- R A e
105 15.40 15.60 15.80 16.00
m/z 181.00 8.28%
77
5000
51
27 39 J 63 | 89 | 116 145 .
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 11
R.T. EstConc Area Relative to ISTD R.T.
17.96 2.68 ng 171620 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2599 (17.958 min): BG016387.D (-2592) (-) m/z 73.10 100.00%

73
43 60
5000 129
213
| v“ 157171185 256
| |||||

143 199 17.60 17.80 18.00 18.20
il m/z 60.10 84.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 78
5000 29 256

17.60 17.80 18.00 18.20
m/z 43.10  77.53%

21
143157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
T T e
43 17.60 17.80 18.00 18.20
5000 m/z 57.05 63.06%
129
29 87 115 17118 214
15 jo1 152 198
AL I o o o o e o R R SRR RS R E R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 78 17.60 17.80 18.00 18.20
2 m/z 55.10 56.86%
5000 129
29 185 228
‘ ‘ T7 01115 | 143 171 ‘ 199
‘ ‘ | ‘ H‘ ‘ \h ‘ :1- H‘ | 157 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.39 7.64 ng 567622 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 99
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 81
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 2843 (19.392 min): BG016387.D (-2834) (-) 56.05 100.00%
56
5000
257
H a3 129 239 1rrrTT,ﬂr[\,qarrTﬁ4¥rrTT
101
3 W]%ZB 312 19.00 19.20 19.40 19.60 19.80
...l.,“u“““ | ,| 288 "7 39 Tn/z 57.10 51.87%
m/z--> 50 100 150 200 250 300 350
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
19.00 19.20 19.40 19.60 19.80
29 19 257 m/z 43.10 35.12%
L ‘h |00 7 157 185 213 T a3 310
m/z--> 50 100 150 200 250 300 350
Abundance
57
19.00 19.20 19.40 19.60 19.80
5000 m/z 257.20 34.98%
239
29 85 129 i
111 157 185 213 282 312
m/z--> 50 100 150 200 250 300 350
Abundance #12423: Nipecotic acid T
5 19.00 19.20 19.40 19.60 19.80
m/z 73.10 32.37%
5000
30 84 129
101 ‘
'q'l"*' LRI UL UL S S
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.43 5.81 ng 431637 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 99
2 n-Butyl myristate 284 C18H3602 000110-36-1 58
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 55
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 38

Abundance Scan 3020 (20.432 min): BG016387.D (-3015) (-) m/z 56.10 100.00%
56
5000
73 129 285
101 | 185 241 267 340 20.20 20.40 20.60 20.80
A I.'-MJ‘A.J-,' oy ie7, 1218 T L m/z 57.10 54.02%
m/z--> 50 100 150 200 250 300
Abundance #137334: Octadecanoic acid, butyl ester
56
5000 285 ‘Jk----u----u----u----u--3
73 340 20.20 20.40 20.60 20.80
29 . 129 267 m/z 43.10 38.00%
185 241
: ‘H. y \M ! IHM‘I ‘h‘ll 1 ‘h. “. - :IL5'7 4 .‘. |2|13| : I\ : ‘\ .M. |3:.L1. : I\ T
m/z--> 50 100 150 200 250 300
Abundance
56
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
20.20 20.40 20.60 20.80
5000 m/z 73.10 31.66%
229
73 211
129
185 284
39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #137350: Octadecanoic acid, 2-methylpropy! ester S
57 20.20 20.40 20.60 20.80
m/z 55.10 31.39%
5000
29 267285
83 129 |
— ‘. \I r \JI\ \m I\“JI \‘kl.lﬂ-l “. " :|I'5.7 : ]:E\;? |2|13| sz\u : “. AL I3]'-O' .3‘:0'
m/z--> 50 100 150 200 250 300 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.95 9.88 ng 733374 Chrysene-d12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 93
4 E-14-Hexadecenal 238 C16H300 330207-53-9 91
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 91
Abundance Scan 3108 (20.949 min): BG016387.D (-3103) (-) m/z 57.05 100.00%

57 83

5000 4

-

20.60 20.80 21.00 21.20
m/z 83.10 88.02%

280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)-
55

83

-

5000
20.60 20.80 21.00 21.20
29 m/z 97.05 81.58%
gl 126 153168 196 223 252
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83
20.60 20.80 21.00 21.20
5000 m/z 43.10 78.01%
29 111

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

Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57 20.60 20.80 21.00 21.20
83 m/z 55.10 77.26%
5000 4
28 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.81 2.39 ng 177194 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3255 (21.813 min): BG016387.D (-3251) (-) m/z 57.10 100.00%

5000

21.40 21.60 21.80 22.00 22.20
m/z 71.10 74 .40%

34155176197 225 253 282 323 355380 415

m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
21.40 21.60 21.80 22.00 22.20
m/z 85.10 56.54%
29
B e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
85 21.40 21.60 21.80 22.00 22.20
5000 m/z 43.10 55.24%
113 140 168
211 238 267
L e o e o B T A e o o o o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane e
57 21.40 21.60 21.80 22.00 22.20
m/z 55.10 23.89%
85
5000
29 113
NENE J | 141 169 197 225 253 296
— it e e e e R e RS EREEE
m/z--> 50 100 150 200 250 300 350 400 21. 40 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.28 2.10 ng 156037 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3335 (22.283 min): BG016387.D (-3329) (-) m/z 57.10 100.00%
57
5000
141 169 197 239 22.00 22.20 22.40 22.60
S 29 323 3% 'm/z 71.10 75.57%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 R RS BN BN S
22.00 22.20 22.40 22.60
- 13 m/z 43.10 56.78%
\‘ A ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3éo '
Abundance
57
| 22.00 22.20 22.40 22.60
5000 85 m/z 85.10 55.51%
29 113
141 169 197 225 253 281 309 337 380
m/z--> 55 160 1%0 260 2%0 360 3éo '
Abundance #141774: Hexadecane, 1-iodo- B A h e s i S a S
57 22.00 22.20 22.40 22.60
m/z 55.10 21.15%
85
5000
225
113
20 LT et 169 106 352
m/z--> 55 160 1%0 260 250 360 3éo ' 22)00 22!20 22f4o 22)60

8270-BG040615.M Tue Apr 14 15:32:06 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.78 3.11 ng 221015 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 3420 (22.782 min): BG016387.D (-3415) (-) m/z 57.10 100.00%
57
85
5000
T S S
141 169 197 225 22.40 22.60 22.80 23.00
S 283 35 M1 Tmsz 71.10  77.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57
5000 85 R NI U SN
22.40 22.60 22.80 23.00
29 m/z 85.10 60.63%
h‘ I ‘\ Lo u‘ 1:}3 | 141 L 169 197 225 254
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance
57
85 22.40 22,60 22.80 23.00
5000 m/z 43.10 59.53%
113
29 141 169 197 225 253 282
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance #115570: Heneicosane R A e R R
57 22.40 22.60 22.80 23.00
m/z 252.10 39.33%
85
5000
29 113
| w || 777,141 169 197 205 253 296
m/z--> 5'0 1c')o 1&'30 2(')0 251;0 3(')0 3éo 4(')0 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 14 Nonadecane, 9-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.34 2.13 ng 151700 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heneicosane, 1l1-decyl- 437 C31H64 055320-06-4 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3515 (23.340 min): BG016387.D (-3511) (-) m/z 57.10 100.00%
57
85
5000
NN SRR S
141 169 252 23.00 23.20 23.40 23.60
) 197 224 284 316 /7 71.10 84 590
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #107661: Nonadecane, 9-methyl-
57
85
5000 AR BARURRE
23.00 23.20 23.40 23.60
140 m/z 85.10 59.68%
113 168
N e M g2t
m/z-> 0 50 100 200 250 300 350 400
Abundance
57
23.00 23.20 23.40 23.60
5000 85 m/z 43.10 55.72%
29 113
141 169 197 225 253 281 311337 367 410435
mz-> 0 50 100 150 200 250 300 350 400
Abundance #162745: Heneicosane, 11-decyl- R A RRARE!
57 23.00 23.20 23.40 23.60
m/z 83.10 23.24%
5000 85
29 s 295
b J Iy J141 169 197 225 266 H 323 435
L SRR UL UL S SR SR SR SR NN SRR RS
m/z-> 0 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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 15 _.beta.-Sitosterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.53 2.08 ng 148258 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 93
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 83
3 22-Ketocholesterol 400 C27H4402 1000127-06-3 32
4 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 22
5 5-Cholestene-3-0l, 24-methyl- 400 C28H480 1000214-17-4 16
Abundance Scan 4058 (26.531 min): BG016387.D (-4052) (-) m/z 43.10 100.00%
43
81 107 145
5000
26.20 26.40 26.60 26.80
; m/z 145.00 66.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol
43
5000 26.20 26.40 26.60 26.80
107 : : : :
81 ‘ 01 414 m/z 81.05 63.07%
255
—— m HH H“\ ‘\‘\ ‘N\Hm “H\ \HE‘\H HH \ ‘ 233 ‘ 2?5 ‘ 354 381 ‘\ “:
m/z--> 200 250 300 350 400
Abundance
43
26.20 26.40 26.60 26.80
5000 8l 197 m/z 107.10 62.28%
145 414
213 303
173 255 329 381
103 | 233 | 275 354
miz-> 50 100 150 200 250 300 350 400
Abundance #156539: 22-Ketocholesterol
43 400 26.20 26.40 26.60 26.80
m/z 95.10 61.03%
81
5000
05
133 161 213
} Vj | 187 | 239,272, 315 3145¢;
il A WA P - s
m/z--> 50 100 150 200 250 300 350 400 2620 2640 2660 2680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016387.D

Acq On : 14 Apr 2015 8:21

Operator : TP/1Z

Sample - G1831-05

Misc :

ALS Vial : 27 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... 2.85 6.5 ng 173789 1 7.68 534479 20.0
2-Pentanone, 4-hy... 4.79 9.2 ng 244779 1 7.68 534479 20.0
unknown7 .21 7.21 76.8 ng 2052770 1 7.68 534479 20.0
Benzophenone 15.68 3.2 ng 172776 3 14.32 1081640 20.0
n-Hexadecanoic acid 17.96 2.7 ng 171620 4 17.06 1282780 20.0
Hexadecanoic acid... 19.39 7.6 ng 567622 5 21.24 1485180 20.0
Octadecanoic acid... 20.43 5.8 ng 431637 5 21.24 1485180 20.0
5-Eicosene, (E)- 20.95 9.9 ng 733374 5 21.24 1485180 20.0
Eicosane 21.81 2.4 ng 177194 5 21.24 1485180 20.0
Heneicosane 22.28 2.1 ng 156037 5 21.24 1485180 20.0
Octadecane 22.78 3.1 ng 221015 6 23.47 1422180 20.0
Nonadecane, 9-met... 23.34 2.1 ng 151700 6 23.47 1422180 20.0
-beta.-Sitosterol 26.53 2.1 ng 148258 6 23.47 1422180 20.0
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