LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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 22 rBY 325093 501779 14.56% 1.614%
2 2.835 22 25 31 rvB 106432 126993 3.68% 0.408%
3 4.780 350 356 366 rvB 199601 269720 7.83% 0.868%
4 5.256 430 437 447 rBV 1308540 1861573 54.01% 5.988%
5 6.854 702 709 722 rVB 1417714 2197915 63.77% 7.070%
6 7.201 761 768 778 rBV 1365719 2124170 61.63% 6.833%
7 7.665 839 847 854 rVB 257892 393440 11.41% 1.266%
8 7.982 893 901 909 rvB 933429 1502087 43.58%  4.832%
9 8.822 1036 1044 1052 rBVY 798875 1304330 37.84%  4.195%
10 10.456 1312 1322 1329 rBVY 379358 633820 18.39% 2.039%
11 11.772 1541 1546 1554 rBV2 22039 36494 1.06% 0.117%

12 12.929 1736 1743 1752 rBV 1738532 2504079 72.65% 8.055%
13 13.769 1876 1886 1894 rVB 78141 112461 3.26% 0.362%
14 14.310 1971 1978 1985 rBV2 601966 897508 26.04% 2.887%
15 15.667 2202 2209 2214 rBV 80493 112947 3.28% 0.363%

16 15.796 2225 2231 2242 rBV 1293854 1869528 54.24% 6.013%
17 17.048 2438 2444 2448 rBV2 763943 1110979 32.23% 3.574%
18 17.089 2448 2451 2458 rVV 233930 331677 9.62% 1.067%

19 17.177 2462 2466 2473 rVB 39824 62156 1.80% 0.200%
20 17.453 2502 2513 2518 rBV2 19451 38657 1.12% 0.124%
21 17.923 2584 2593 2595 rBV 43880 71824 2.08% 0.231%
22 17.947 2595 2597 2600 rBV 53175 68970 2.00% 0.222%
23 18.117 2620 2626 2630 rBV2 56976 102600 2.98% 0.330%
24 18.152 2630 2632 2639 rVB 36155 45885 1.33% 0.148%
25 18.393 2667 2673 2676 rVV7 22224 39562 1.15% 0.127%
26 18.429 2676 2679 2682 rVV 31710 40774 1.18% 0.131%
27 18.470 2682 2686 2692 rVB 34236 48036 1.39% 0.155%
28 18.846 2745 2750 2754 rBV 35536 52619 1.53% 0.169%
29 18.987 2769 2774 2781 rBV3 24829 43011 1.25% 0.138%

30 19.110 2789 2795 2803 rVB 468547 622175 18.05% 2.001%

31 19.380 2833 2841 2846 rBV 581942 701680 20.36% 2.257%
32 19.469 2847 2856 2865 rVvV 466678 832022 24.14% 2.676%
33 19.545 2865 2869 2876 rVB4 22778 38000 1.10% 0.122%
34 19.680 2883 2892 2903 rVB 2828966 3446886 100.00% 11.087%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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

35 19.798 2907 2912 2919 rBvV4 36681 87617 2.54% 0.282%
36 19.933 2930 2935 2937 rBV5 24757 41266 1.20% 0.133%
37 19.968 2937 2941 2950 rVB2 53632 102694 2.98% 0.330%
38 20.127 2962 2968 2972 rBV2 43457 66702 1.94% 0.215%
39 20.268 2987 2992 2995 rBV 31821 45491 1.32% 0.146%
40 20.309 2995 2999 3003 rVv2 34110 50914 1.48% 0.164%
41 20.367 3003 3009 3014 rVVv3 29710 53493 1.55% 0.172%
42 20.420 3014 3018 3024 rVvVv 462441 515905 14.97% 1.659%
43 20.485 3024 3029 3032 rVv2 59311 66613 1.93% 0.214%
44 20.520 3032 3035 3038 rVv2 44675 43321 1.26% 0.139%
45 20.714 3064 3068 3074 rVB 39771 57841 1.68% 0.186%
46 20.879 3089 3096 3099 rBV2 40050 81125 2.35% 0.261%
47 20.914 3099 3102 3103 rVv2 43183 43710 1.27% 0.141%
48 20.943 3103 3107 3115 rVV3 345865 509261 14.77% 1.638%
49 21.008 3115 3118 3125 rVB3 43976 84525 2.45% 0.272%

50 21.225 3149 3155 3159 rBV2 1005793 1533561 44.49% 4_.933%

51 21.266 3159 3162 3168 rVB 231192 280690 8.14% 0.903%
52 21.378 3178 3181 3186 rBV 120064 141326 4._.10% 0.455%
53 21.543 3205 3209 3214 rBV4 22089 36906 1.07% 0.119%
54 21.807 3251 3254 3265 rVB2 83834 142031 4.12% 0.457%
55 22.265 3328 3332 3339 rVB 89563 115126 3.34% 0.370%

56 22.782 3414 3420 3426 rBV4 196700 488336 14.17% 1.571%
57 23.264 3497 3502 3509 rVB2 106617 197679 5.74% 0.636%
58 23.358 3510 3518 3527 rBV2 157674 346655 10.06% 1.115%
59 23.458 3528 3535 3541 rBV 592782 1136260 32.96% 3.655%
60 23.981 3621 3624 3633 rVB4 43641 92121 2.67% 0.296%

61 24.739 3749 3753 3761 rVB4 34007 68577 1.99% 0.221%
62 25.720 3914 3920 3933 rVB2 72445 219662 6.37% 0.707%

63 26.419 4033 4039 4048 rVB3 49722 137596 3.99% 0.443%
64 26.525 4050 4057 4069 rVB3 50497 155622 4_.51% 0.501%

Sum of corrected areas: 31088983
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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: BG016418.D

2500000
2000000

1500000 6.85
5. 26 7 . 20

1000000 7.98
8.82

500000 b 76 10.46

7.66
84 4.78

L e L L

T T
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016418.D

19,68
2500000

2000000
12.93

1500000
15.80

1000000
17.05

14.31 19.938

500000
1§.09

1177 13.77 15.6 { 7.187.45 iﬂ-%m 183

T e e L e Mt VMt S 1 0 a2 e S 2 S ------|

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: BG016418.D

2500000

2000000

1500000

21.23
1000000

23.46

500000
22.78 2

27
1383181 2227 25 23.98 24,74 2572 28X

e i ——————— e 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\BG041515\
Data File : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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 8

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

2.84 6.46 ng 126993 1,4-Dichlorobenzene-d4 7.66
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 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 9
4 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7

Abundance Scan 26 (2.841 min): BG016418.D (-22) (-) m/z 73.10 100.00%
8

-

5000
43 55 87
39 | 51 | 59 7 a3 2.80 2.90 3.00 3.10 3.20
.,....,....,....,....,....,....,....-,.'...:....,....,|....,....,....,?. o b || M/Z 87.10  24.27%
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-
73
5000

43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 43.10 23.37%

29

733 39 4650 ‘ 59 69|

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

iﬁ

Abundance
30
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 18.62%
44 58
27
1518 40 ”
wmmmmmmmmmmm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1885: 1-Butanamine, 3-methyl-
30 2.80 2.90 3.00 3.10 3.20
m/z 71.10 11.56%
5000
1518 27 39 44 59 5559 70 87
L O o o N O e e A AR e iR e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 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 : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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 4

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

4.78 13.71 ng 269720 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Hydrazine, 1,1-bis(l1-methylethyl)- 116 C6H16N2 000921-14-2 28
4 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 25
5 4-Ethyl-3-octanol 158 C10H220 019781-26-1 25

Abundance Scan 356 (4.780 min): BG016418.D (-350) (-) m/z 43.10 100.00%
a3
59
5000
101
83 ‘ 4.40 4.60 4.80 5.00 5.20
S ..'!|,..7.1.,-....',....,....,....,....,....,2.97.. m/z 59.10 70.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LSRR SR R LR
4.40 4.60 4.80 5.00 5.20
59 101 m/z 101.10 30-58%
T |??"|""|'?Q' F?""”"' S UL DAL AL S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
440 460 480 500 520
0,
5000 101 m/z 58.05 18.16%
28 59
70 84
15
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- I B e REane
50 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.24%
5000 101
27 42 116
”"|w“'wh'”‘“Z%Fﬁ"w'"w"'w"w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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.

7.20 107.98 ng 2124170 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 768 (7.201 min): BG016418.D (-761) (-) m/z 132.00 100.00%
32
5000 68
40 , 54 75 103 6.80 7.00 7.20 7.40 7.60
..,....,....,...:,'-...?,....??.l.' e ST Ln 15l Tm/z 68.10  38.13%
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 A
5000 ISR L IR L
6.80 7.00 7.20 7.40 7.60
78 m/z 134.00 33.51%
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 23.77%
41 97
53 2 117
34 60 89 105 124
wmwmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 14 .66%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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 11
R.T. EstConc Area Relative to ISTD R.T.
15.67 2.52 ng 112947 Acenaphthene-d10 14_.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Azobenzene 182 C12H10N2 000103-33-3 64
3 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 49
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47
Abundance Scan 2209 (15.667 min): BG016418.D (-2202) (-) m/z 105.10 100.00%
105
77
5000 182
o 15.40 15,60 15.80 16.00
152 : : :
N— AL 03 . 8 115126  o°F 165 m/z 77.10 60.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44109: Benzophenone
105
77 182 N
5000 I AR N SURIURA UL
15.40 15.60 15.80 16.00
51 m/z 182.10 44 _59%
27 39 | 63 | 87 | 115 126 139 152 165
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77
R AR IR A MR
182 15.40 15.60 15.80 16.00
5000 m/z 51.10 19.01%
51 105
27 39 64 o1 | 115 128139 122
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26285: Acetophenone, 2-chloro-
105 15.40 15.60 15.80 16.00
m/z 181.10 8.47%
77
5000
51
wu 27 3 | 65 | ST | 15 15 A
m/z--> 20 40 60 80 100 120 140 160 180 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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 5

R.T. EstConc Area Relative to ISTD R.T.
19.38 9.15 ng 701680 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 94
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 81
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38

Abundance Scan 2841 (19.380 min): BG016418.D (-2833) (-) m/z 56.10 100.00%
56
5000
|z T il o e e
3 157 213 312 - - - -
" 0 VPR L G P N |: b 283 T 349 m/z 57.10 51.20%
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
29 129 236257 m/z 43.10 35.02%
83
, ,“, L %o ™ a7 1es 28 77| 2s3 812
m/z--> 50 100 150 200 250 300 350
Abundance
56
19.00 19.20 19.40 19.60
5000 m/z 41.10 31.53%
29
129
8 101 157 185 213 239257 551 310
m/z--> 50 100 150 200 250 300 350
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester BARESEEEEE e e
57 19.00 19.20 19.40 19.60
m/z 73.10 31.42%
5000
239
29 85 129 ‘ i
e ‘L a2t " o7 285 213 | | o 32
m/z--> 50 100 150 200 250 300 350 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 : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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 6

R.T. EstConc Area Relative to ISTD R.T.
2042 6.73ng 515005  Chrysene-di2 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecanoic acid, butyl ester 340 C22HA402 000123-95-5 97
2 Nipecotic acid 129 C6H11NO2 000498-95-3 50

000144-19-4 43
000646-13-9 41

3 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802
4 Octadecanoic acid, 2-methylpropy... 340 C22H4402

5 n-Butyl myristate 284 C18H3602 000110-36-1 40
Abundance Scan 3018 (20.420 min): BG016418.D (-3014) (-) m/z 56.10 100.00%
56 ”
5000
i 8 267%%° 20.20 20.40 20.60 20.80
3 | 1“ L|| 15 ' 15 213 2‘}1 | l 340 2 0
Ottt h . I e T LA e e o o o e m/z 57.10 57.73%
m/z--> 50 100 150 200 250 300
Abundance #137334: Octadecanoic acid, butyl ester
56
5000 285 T T LA L B L B TT
340 20. 20 20. 40 20 60 20. 80
29 ‘ ‘ 129 267 4 m/z 43.10 38.30%
185 241 ‘
: \“I il! h H N\ JH H .‘:|I-5.7.‘ .‘. 2|13| : I\ _ .M. |3:.L1. : I\ T
m/z--> 50 150 200 250 300
Abundance
57
P T T
20.20 20.40 20.60 20.80
5000 m/z 55.10 31.08%
30 84 129
101
L B e e e o e e e T B e e e e e e B B e |
m/z--> 50 100 150 200 250 300 \
Abundance #21197: 1,3-Pentanediol, 2,2,4-trimethyl-
56 20.20 20.40 20.60 20.80
m/z 41.10 29_.37%
5000
73
29 ‘ 103
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\BG041515\
Data File : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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 1-Octadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.94 6.64 ng 509261 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 91
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3106 (20.937 min): BG016418.D (-3103) (-) m/z 57.10 100.00%

5000

20.60 20.80 21.00 21.20
m/z 83.10 98.97%

3 168 195 215 236252 280 308 341
T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89782: 1-Octadecene
43

83

5000
20.60 20.80 21.00 21.20

m/z 97.10 84 .86%

140 168 196 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

94 o

57
83 20.60 20.80 21.00 21.20
m/z 43.10 84.15%

139
167 196 224 25327189307 305
mmmmwwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester e R R mEEe
57 20 60 20. 80 21. OO 21 20

m/z 55.10 84 .08%

83
5000
4
J 139 168 191 210 238 283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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 _.beta.-Sitosterol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
26.53 2.74 ng 155622 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 86
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 78
3 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 62
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 35
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25

Abundance Scan 4058 (26.531 min): BG016418.D (-4050) (-) m/z 105.00 100.00%
5
5000
26.20 26,40 26.60 26.80
] m/z 55.10 96.00%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43
5000 UL B AR
81 105 " 26,20 26.40 26.60 26.80
18 m/z 43.10 93.50%
.‘.‘ H H | H IL\MLI ““.“ ‘u P4 \ 276 I“' ; ‘; |3|5‘|"| ) 'Mi .‘. .
miz--> 0 150 200 250 300 350 400
Abundance
43
26.20 26.40 26.60 26.80
5000 81 4107 m/z 145.05 75.73%
145 414
213 303
173 255 829 381
234 | 276 354
miz--> 0 55 160 1%0 200 250 360 3éo 460
Abundance #159291: Stigmasterol, 22,23-dihydro- e
43 26.20 26.40 26.60 26.80
m/z 107.10 69.02%
5000
414
69 105
’ L m \m MJ U\ p mlism 1\718 213 246 273 303 329 354 381 i
miz--> 0 5'0 100 150 2(')0 250 3(')0 3éo 4(')0 26.20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016418.D

Acq On : 15 Apr 2015 12:22

Operator : TP/1Z

Sample - G1831-03

Misc :

ALS Vial : 22 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 6.5 ng 126993 1 7.66 393440 20.0
2-Pentanone, 4-hy... 4.78 13.7 ng 269720 1 7.66 393440 20.0
unknown7 .20 7.20 108.0 ng 2124170 1 7.66 393440 20.0
Benzophenone 15.67 2.5 ng 112947 3 14.31 897508 20.0
Hexadecanoic acid... 19.38 9.2 ng 701680 5 21.23 1533560 20.0
Octadecanoic acid... 20.42 6.7 ng 515905 5 21.23 1533560 20.0
1-Octadecene 20.94 6.6 ng 509261 5 21.23 1533560 20.0
-beta.-Sitosterol 26.53 2.7 ng 155622 6 23.46 1136260 20.0
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