LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 24 rBV 149242 274798 11.38% 1.442%
2 2.852 24 28 33 rvv 95560 126985 5.26% 0.667%
3 2.893 33 35 45 rVB 21183 29884 1.24% 0.157%
4 4.791 350 358 365 rBV 109339 158448 6.56% 0.832%
5 5.261 431 438 450 rBV 834017 1217483 50.41% 6.391%
6 6.859 701 710 722 rBVY 877420 1330808 55.10% 6.986%
7 7.212 763 770 782 rBVY 878948 1337541 55.38% 7.021%
8 7.676 843 849 858 rvB 247081 370963 15.36% 1.947%
9 7.993 896 903 913 rBVY 636723 996728 41.27% 5.232%
10 8.833 1038 1046 1062 rBV 492550 789908 32.70% 4.146%
11 9.632 1178 1182 1190 rBVv4 12743 24202 1.00% 0.127%

12 10.461 1316 1323 1330 rBV 347847 561124 23.23% 2.945%
13 12.934 1737 1744 1754 rBV 1146716 1673701 69.30% 8.786%
14 13.774 1882 1887 1895 rBV 61567 88642 3.67% 0.465%
15 14.315 1971 1979 1986 rBV2 497490 736561 30.50% 3.866%

16 15.807 2226 2233 2241 rBV 821869 1155923 47.86% 6.068%
17 16.031 2266 2271 2280 rBV 22491 35356 1.46% 0.186%
18 17.059 2439 2446 2451 rBV 659071 910137 37.68% 4._.778%
19 17.958 2594 2599 2607 rBV 107005 178561 7.39% 0.937%

20 18.381 2668 2671 2677 rVB3 22678 25577 1.06% 0.134%
21 19.115 2790 2796 2804 rBV 18337 40994 1.70% 0.215%
22 19.239 2813 2817 2826 rBV3 33813 72890 3.02% 0.383%
23 19.386 2837 2842 2850 rVB 347893 384222 15.91% 2.017%
24 19.468 2852 2856 2859 rVV3 26031 42003 1.74% 0.220%
25 19.503 2859 2862 2866 rVB 78758 88766 3.68% 0.466%
26 19.685 2887 2893 2902 rBV 2021226 2415318 100.00% 12.679%
27 20.378 3004 3011 3014 rBVZ2 41786 60765 2.52% 0.319%
28 20.431 3015 3020 3026 rVvVv 271673 344624 14.27% 1.809%
29 20.490 3026 3030 3033 rvv2 58724 70088 2.90% 0.368%
30 20.525 3033 3036 3041 rVB 39448 44858 1.86% 0.235%

31 20.948 3103 3108 3118 rBV 332523 473764 19.61% 2.487%
32 21.154 3139 3143 3148 rBV 53483 64743 2.68% 0.340%
33 21.236 3151 3157 3162 rBV 874187 1087195 45.01% 5.707%
34 21.383 3178 3182 3189 rBvV 97356 109467 4_.53% 0.575%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 21.812 3252 3255 3266 rVB 84353 115494 4.78% 0.606%

36 22.276 3329 3334 3341 rVB 86914 121095 5.01% 0.636%
37 22.400 3351 3355 3360 rVB 64619 86916 3.60% 0.456%
38 22.782 3415 3420 3426 rBV2 75187 121486 5.03% 0.638%
39 23.346 3512 3516 3524 rVB3 53988 101564 4._.20% 0.533%
40 23.469 3530 3537 3545 rBY 568484 1039787 43.05% 5.458%

41 23.998 3622 3627 3634 rVB2 46163 91882 3.80% 0.482%
42 24.744 3750 3754 3760 rVB4 24099 49158 2.04% 0.258%
Sum of corrected areas: 19050409
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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: BG016363.D
2000000
1500000
1000000
596 6.86 7.21
7.99
500000 8.83
10.46
7.68
P 85 4.79
.89 A 9.63
O I B o B L B L B L B e B
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016363.D
2000000 19.69
1500000
12.93
1000000
15.81
17.06
500000 14.32 1030
’ 20.4
17.96
13.77 16.03 L1838 1019207 208
O e o L e B e e e R e e At
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 TIC: BG016363.D
2000000
1500000
1000000 21.04
23.47
500000
.38 21.81 2?2&10 22.78 23 24.00 24.74
A N A Ao N
T T T T T T T T T T e
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\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 6.85 ng 126985 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 83
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 28 (2.852 min): BG016363.D (-24) (-) m/z 73.05 100.00%
g}
5000
43 55 87
| | 207 2.80 2.90 3.00 3.10 3.20 3.30
et m/z 43.10 27 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.80 2.90 3.00 3.10 3.20 3.30
55 87 m/z 87.05 25.34%
2 0l
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
30
73
2.80 2.90 3.00 3.10 3.20 3.30
5000 m/z 55.10 19.32%
44 58
18
mz-> 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 3.30
m/z 71.10 12.36%
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 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 8.54 ng 158448 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 42
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 358 (4.791 min): BG016363.D (-350) (-) m/z 43.10 100.00%
a3
59
5000
101
73 83 440 4.60 4.80 5.00 5.20
e e 3l 6T v+ Tm/z 59.10  66.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LR RN LR RN
440 4.60 4.80 5.00 5.20
m/z 101.10 27.88%
25 3 37 | 83 g3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500 520
0,
5000 101 m/z 58.05 19.20%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4387: Propane, 1-ethoxy-2-methyl- e RAAARanEa
31 59 440 4.60 4.80 5.00 5.20
m/z 41.10 8.01%
5000
41
25, “‘\‘47 53yl 73 g7 12
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 unknown7.21 Concentration Rank 1

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

7.21 72.11 ng 1337540 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 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 770 (7.212 min): BG016363.D (-763) (-) m/z 132.00 100.00%
5000 o8
0 | % J 6.80 7.00 7.20 7.40 7.60
40 54 : : : : :
gl [T 87 L AOWS L "m/z 68.10 36.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AU AL R IR
6.80 7.00 7.0 7.40 7.60
21 51 78 m/z 134.00 32.49%
‘ L H | L
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 22.40%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.49%
5000 og 0
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . e e
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 9
R.T. EstConc Area Relative to ISTD R.T.
17.96 3.92 ng 178561 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 2599 (17.958 min): BG016363.D (-2594) (-) m/z 73.10 100.00%

60 78
43
5000 129
1

17.60 17.80 18.00 18.20
m/z 60.10  97.52%

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 L L B L B

17.60 17.80 18.00 18.20
m/z 57.10 73.26%

21
,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
17.60 17.80 18.00 18.20
5000 129 m/z 43.10 70.44%
29 87 185
115 143 __171 228
101
15 157 199212
L o s L e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid i B
60 783 17.60 17.80 18.00 18.20
m/z 55.10 60 .25%
43
5000
129
29 ‘ T7 115 171185 214
Ol
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 : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

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

R.T. EstConc Area Relative to ISTD R.T.
19.39 7.07 ng 384222 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 81
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 38
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38

Abundance Scan 2843 (19.391 min): BG016363.D (-2837) (-) m/z 56.10 100.00%
56
5000
73 257
129 239 R el
3 101 157 185 213 g3 312 19.00 19.20 19.40 19.60 19.80
m/z 57.10 52 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000
257 19.00 19.20 19.40 19.60 19.80
29 129 239 m/z 257.20 36.94%
el H\. TNEE T o) w 2 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57

19.00 19.20 19.40 19.60 19.80
5000 m/z 43.10 34.08%

4 239 957
73
129
18 %13 157 185 213 282 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_v_v—rl_r
19.00 19.20 19.40 19.60 19.80
m/z 41.10 32.25%

L

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40 19.60 19.80

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.43 6.34 ng 344624 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 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 64
3 n-Butyl myristate 284 C18H3602 000110-36-1 58
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 2-Butyl-1-decene 196 C14H28 051655-65-3 27

Abundance Scan 3020 (20.431 min): BG016363.D (-3015) (-) m/z 56.10 100.00%
56
5000
H 73 129 285
9 185 on1 207 340 20.20 20.40 20.60 20.80
- I| - 193 213 m/z 57.10 53.76%
m/z--> 50 100 150 200 250 300
Abundance #137334: Octadecanoic acid, butyl ester
56
5000 285 B S BN RN
73 20.20 20.40 20.60 20.80
29 o 129 267 340 m/z 43.10 35.13%
185 241
: ‘H. y \M ! IHM‘I ‘h‘ll 1 ‘h. “. - :IL5'7 — | : |2|13| : I\ : ‘\ .M. |3:.L1. : I\ T
m/z--> 50 100 150 200 250 300
Abundance
57
" 20.20 20,40 20.60 20.80
5000 m/z 41.10 29 .50%
29 267285
83
' g 185 3 241 310 340
m/z--> " 's0 100 150 200 250 300
Abundance #108844: n—ButyI myristate L L L L B
56 20.20 20.40 20.60 20.80
m/z 55.10 28.67%
5000 229
i 101 2 284
III3\IIM‘U“Ix“\lwhlllu‘\l ‘: |‘15|7|‘|‘|||“|‘| |‘25|5||‘||||||| e e
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 : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.95 8.72 ng 473764 Chrysene-d12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 1-Docosene 308 C22H44 001599-67-3 91
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 91
Abundance Scan 3108 (20.948 min): BG016363.D (-3103) (-) m/z 57.10 100.00%
57 83
5000 111
3 1 139 148 20.60 20.80 21.00 21.20
LA aac 194 224 252 282 308 385 n77; 83.10  89.60%
m/z--> 50 100 150 200 250 300 350
Abundance #72491: Cyclohexadecane
55
5000
20.60 20.80 21.00 21.20

29 111
m/z 97.10 80.99%
“ ‘ h ‘ ‘\ \

139 167 196 224

m/z--> 50 200 250 300 350

Abundance
55
83
20.60 20.80 21.00 21.20
5000 m/z 43.10 78.38%
29 111
139 182 210
T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene B e
55 20. 60 20 80 21. 00 21. 20

m/z 55.10 78.12%

97
5000
29
125
Ll lizg ) 4 188 1m 308

T
m/z--> 50 100 150 200 250 300 350 20. 60 20 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.38 2.01 ng 109467 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3181 (21.377 min): BG016363.D (-3178) (-) m/z 57.10 100.00%
57
5000 85
MH%m3 21.00 21.20 21.40 21.60
—_— \ Iy .--I L iy 00212 239265 M sz 71.10  78.95%
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57
85
5000
21.00 21.20 21.40 21.60
m/z 43.10 55.43%
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
o 21.00 21.20 2140 21.60
5000 m/z 85.10 49 _.42%
29
13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57 21.00 21.20 21.40 21.60
m/z 41.10 23.34%
5000 85
29 13 1
RN “ 141 169 197 225 253 281 309 337 380
m/z--> 50 100 1&'30 2(')0 250 300 350 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.81 2.12 ng 115494 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 3255 (21.812 min): BG016363.D (-3252) (-) m/z 57.10 100.00%
57
85
5000
113 21:40 21,60 21.80 22.00 22.20
141 169
B “ L, s e m/z 71.10 78.61%
m/z--> 50 o 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 R AR AR U
21. 40 21. 60 21. 80 22. oo 22. 20
m/z 85.10 59.42%
29 113 1m
Iw‘l ‘:‘ I‘\I ‘l\ |‘h‘| h‘l Iu‘ ‘: { | Ilelgl :!-9|7|2|2|5|2|53| : |2|9|6| T
m/z--> 50 100 150 200 250 300 350
Abundance
57
21140 21.60 21.80 22.00 22.20
5000 g5 m/z 43.10 58.79%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #142113: Heptadecane, 9-octyl- R EARE R e
57 21.40 21.60 21.80 22.00 22.20
m/z 55.10 26.31%
5000 85
a7 |0 1M3,141 160 107 239 567 g04 323 352
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 21. 40 21. 60 21. 80 22. oo 22. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.28 2.23 ng 121095 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3335 (22.282 min): BG016363.D (-3329) (-) m/z 57.10 100.00%

5000

22.00 22.20 22.40 22.60
m/z 71.10 71.94%

miz—-> 0 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane
57
5000 LA L L L L L L L
85 22100 22.20 22.40 22.60
29 m/z 43.10 55.11%
[4d i ‘ 13 141 169 107 225 253 282
i A
miz—-> 0 50 100 150 200 250 300 350 400
Abundance
57
A MM
22.00 22.20 22.40 22.60
5000 85 m/z 85.10 50.35%
29 113
141 169 197 225 253 281 311337 367 410435
L e = =
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane T T T T T T T
57 22.00 22.20 22.40 22.60
m/z 55.10 22 .35%
5000 85
113
20| | | | |77, 141 169 197 225 253 281 309 337 365 393 422
s LS LSl T
miz—-> 0 50 100 150 200 250 300 350 400 22100 22.20 22,40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.78 2.34 ng 121486 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Hexadecane 226 C16H34 000544-76-3 76
3 Heneicosane 296 C21H44 000629-94-7 76
4 Octacosane 394 C28H58 000630-02-4 76
5 Triacontane 422 C30H62 000638-68-6 68
Abundance Scan 3420 (22.782 min): BG016363.D (-3415) (-) m/z 57.10 100.00%
57
85
5000
113 141 169 207 22 2240 22.60 22.80 23.00
1 . . . .
L || Ll ot 4 281 827385 A5 o710 72.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57
5000 LUV RS
85 22. 40 22 60 22. 80 23.00
29 m/z 85.10 64.31%
b 118 141 169 282
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance
57
2240 22.60 22.80 23.00
5000 85 m/z 43.10 56.93%
29 113 141 169 17 226
m/z--> éo 160 1%0 260 250 300 3%0 460
Abundance #115570: Heneicosane L maa e
57 22.40 22.60 22.80 23.00
m/z 55.10 23.11%
85
5000
29 113
[ LA g 7141 169 197 225 253 296
m/z--> % 1m ﬁo M 250 %o 350 4& 2uw%wmwwe'
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016363.D

Acq On : 13 Apr 2015 16:42

Operator : TP/1Z

Sample : G1744-08

Misc :

ALS Vial : 6 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 6.8 ng 126985 1 7.68 370963 20.0
2-Pentanone, 4-hy... 4.79 8.5 ng 158448 1 7.68 370963 20.0
unknown7 .21 7.21 72.1 ng 1337540 1 7.68 370963 20.0
n-Hexadecanoic acid 17.96 3.9 ng 178561 4 17.06 910137 20.0
Hexadecanoic acid... 19.39 7.1 ng 384222 5 21.24 1087200 20.0
Octadecanoic acid... 20.43 6.3 ng 344624 5 21.24 1087200 20.0
Cyclohexadecane 20.95 8.7 ng 473764 5 21.24 1087200 20.0
Heptadecane 21.38 2.0 ng 109467 5 21.24 1087200 20.0
Heneicosane 21.81 2.1 ng 115494 5 21.24 1087200 20.0
Eicosane 22.28 2.2 ng 121095 5 21.24 1087200 20.0
Hexadecane 22.78 2.3 ng 121486 6 23.47 1039790 20.0
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