LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 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-BG061815_.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 2.888 30 34 39 rBV 407468 460880 11.17% 1.389%
2 4.762 348 353 360 rBV 420740 576657 13.97% 1.738%
3 5.215 424 430 440 rVB 1619793 2312119 56.02% 6.967%
4 6.155 587 590 598 rBv 31110 50720 1.23% 0.153%
5 6.789 691 698 708 rBV 1724986 2649464 64.19% 7.984%
6 7.148 751 759 769 rBV 1675122 2619398 63.46% 7.893%
7 7.612 831 838 845 rvB 304193 480653 11.65% 1.448%
8 7.929 884 892 900 rBV 1078879 1717152 41.60% 5.174%
9 8.763 1026 1034 1042 rBV 990679 1608428 38.97% 4.847%
10 10.391 1303 1311 1321 rVB 434745 734075 17.79% 2.212%
11 11.713 1531 1536 1545 rVB 48283 79900 1.94% 0.241%
12 11.866 1555 1562 1568 rBV2 187667 283100 6.86% 0.853%
13 12.618 1684 1690 1697 rBV2 45878 76001 1.84% 0.229%

14 12.882 1728 1735 1742 rBV 2245161 3241961 78.55% 9.769%
15 13.722 1874 1878 1888 rVB 229111 330889 8.02% 0.997%

16 14.263 1959 1970 1977 rBV2 665950 1018668 24.68% 3.070%
17 14.339 1977 1983 1989 rVB 37997 56976 1.38% 0.172%
18 14.533 2008 2016 2021 rVV5 50203 80503 1.95% 0.243%
19 15.632 2195 2203 2211 rBV 249381 373841 9.06% 1.126%
20 15.755 2215 2224 2234 rBV 1980528 2763239 66.95% 8.326%

21 15.843 2234 2239 2247 rVB5 49534 79784 1.93% 0.240%
22 17.013 2432 2438 2448 rVB2 863980 1225220 29.69% 3.692%
23 17.935 2589 2595 2604 rBV 251526 394169 9.55% 1.188%
24 18.787 2735 2740 2749 rBV2 71806 106148 2.57% 0.320%
25 19.222 2809 2814 2821 rBV2 93787 142260 3.45% 0.429%

26 19.662 2883 2889 2897 rBV 3479882 4127350 100.00% 12.437%
27 19.980 2936 2943 2950 rBV7 40536 84225 2.04% 0.254%
28 20.309 2995 2999 3003 rBV6 34201 47499 1.15% 0.143%
29 20.949 3103 3108 3116 rBV 664870 955597 23.15% 2.879%
30 21.214 3148 3153 3158 rBV 973346 1270552 30.78% 3.829%

31 21.842 3254 3260 3273 rBV 192242 383067 9.28% 1.154%

32 22.412 3354 3357 3362 rVB 50382 66705 1.62% 0.201%
33 22.794 3417 3422 3426 rBV2 75699 116620 2.83% 0.351%
34 22.841 3427 3430 3435 rVB6 39081 62308 1.51% 0.188%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 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-BG061815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 23.440 3524 3532 3543 rVB2 634169 1251831 30.33% 3.772%
36 24.022 3625 3631 3639 rVB 154914 310912 7.53% 0.937%
37 24.110 3641 3646 3655 rVB4 80858 179979 4_36% 0.542%
38 24.357 3684 3688 3695 rVB10 33981 69102 1.67% 0.208%
39 24.845 3767 3771 3779 rVB 44304 92934 2.25% 0.280%
40 25.673 3906 3912 3921 rVBS8 57097 151537 3.67% 0.457%

41 26.537 4050 4059 4077 rBV6 165384 554209 13.43% 1.670%

Sum of corrected areas: 33186632
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA_G\DATA\BG062215\
: BGO17754.D

: 22 Jun 2015 20:23

> TP/1Z

: G2716-09

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

MRS5S
3000000
2500000
2000000
1500000

1000000

500000

TIC: BG017754.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.89 19.18 ng 460880 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 34 (2.888 min): BG017754.D (-30) (-) m/z 73.00 100.00%
8B
5000 43 /\h\
e ———
280 3.00 3.0
,...d,.!..9,7....,....,....,....,....,....,..‘.‘3.8, m/z 43.00 41.33%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 T T T T T T
280 300 320

m/z 55.00 24 .26%

MM\‘
A e B LA A e e o e i R N
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73

280 300 3.20

5000 m/z 87.00 23.42%
43
15
T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #2022: 1,3-Dioxolane, 2-methyl- T
73 280 3.00 3.20
m/z 41.05 13.30%
5000 43
,..w.‘,‘...‘.,....,....,....,....,........,...., B .
m/z--> 0 50 100 150 200 250 300 350 400 2 80 3. 00 3 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.76 23.99 ng 576657 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Propanoic acid, 2-nitro-, methyl._.. 133 C4H7NO4 006118-50-9 9
4 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 353 (4.762 min): BG017754.D (-348) (-) m/z 43.00 100.00%
a3
59
5000
as 440 460 480 500
...,....,....,....','-....‘??.:!,....,??..,?.3..??..:,|....,..1.1.7,....1,??.., m/z 59.00 52.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B AR L L IR
59 440 460 4.80 500
m/z 101.00 19.46%
15 31 101
Tl I 50 I 83 I ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
440 460 480 500
5000 m/z 58.00 14.81%
101
15 3 518 69 g6
wmwmwwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14107: Propanoic acid, 2-nitro-, methyl ester R s e e AR
59 440 4.60 4.80 5.00
m/z 41.00 8.41%
5000 28
43 102
‘ ‘ 87
'“|“'w'JJL'“J“Mw'”'w'ﬁq“'w'“tw'“l“'w'”'v'“l”'w DRI AERI NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 16

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

6.15 2.11 ng 50720 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 78
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
3 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 37
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 37
5 Triethylene glycol 150 C6H1404 000112-27-6 33

Abundance Scan 589 (6.149 min): BG017754.D (-587) (-) m/z 45.00 100.00%
45
5000 f\ww&
90 R R RS AR R B
5.80 6.00 6.20 6.40
e Y Tm/z 59.00  35.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #8975: Ethanol, 2-(2-methoxyethoxy)-
45
5000
5.80 6.00 6.20 6.40
% m/z 58.00 31.22%
| L\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
45
580 6.00 620 640
5000 m/z 90.00 12.84%
73
103
mz-> 50 100 150 200 250 300 350 400 450
Abundance #2203: Hydrazine, (2-methoxyethyl)-
45 5.80 6.00 6.20 6.40
m/z 43.00 11.45%
5000
90
'qul"'ll"'W""I""I'”'I""I""P"'I" AR RS SRS LR
m/z--> 50 100 150 200 250 300 350 400 450 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 unknown7.15 Concentration Rank 1

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

7.15 108.99 ng 2619400 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10

Abundance Scan 759 (7.148 min): BG017754.D (-751) (-) m/z 132.00 100.00%
132
5000 68
‘o f % s 1oa 6.80 7.00 7.20 7.40
e o o - S m/z 68.00 43.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 ¥ A T
6.80 7.00 7.20 7.40
q 70 m/z 134.00 33.80%
[ og il |
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.00 31.39%
15 39 63 104
mz-> 50 100 150 200 250 300 350 400
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 6.80 7.00 7.20 7.40

m/z 69.10 19.51%

5000

33 105

“LM7‘OJ H\
rTTTT T
0

m/z--> 5

T
100 150 200 250 300 350

|
400 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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-Benzoyl-d-threo-0O-methylt... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.71 2.18 ng 79900 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Benzoyl-d-threo-0-methylthreonine 237 C12H15N04 131644-54-7 59
2 Propanedioic acid, (benzoylhydra... 282 C12H14N206 1000142-99-9 28
3 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 17
4 Ethanone, 2-amino-1-phenyl- 135 C8HONO 000613-89-8 16
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 1535 (11.707 min): BG017754.D (-1531) (-) m/z 59.00 100.00%
59
5000
7 105
h | 11140 1160 11.80 12.00 |
...,...:-,'-|:.'..,....'-,.8.9..,.|~...,..1.3.“3,....,.1‘?.9.,.... A | m/z T77.00  34.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80266: N-Benzoy!-d-threo-O-methylthreonine
59
5000
105 11.40 11.60 11.80 12.00
43 m/z 105.00 30.60%
i o1 | 117 133146 6* 100005 237
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59 77 105
11.40 11.60 11.80 12.00
5000 m/z 51.00 25.64%
45 136
118
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8585: 2,3-Butanediol, 2,3-dimethyl-
59 11.40 11.60 11.80 12.00
m/z 43.00 19.59%
5000
43
85
15 S| | 10
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 11:40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 1,3-Benzodioxole, 5-(2-prop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.87 7.71 ng 283100 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Benzodioxole, 5-(2-propenyl)- 162 C10H1002 000094-59-7 98
2 1,3-Benzodioxole, 5-(1-propenyl)... 162 C10H1002 017627-76-8 98
3 Benzene, 1,2-(methylenedioxy)-4-... 162 C10H1002 004043-71-4 98
4 1,3-Benzodioxole, 5-(1-propenyl)- 162 C10H1002 000120-58-1 97
5 1,4-Dioxo-1,2,3,4-tetrahydrophth. .. 162 C8H6N202 001445-69-8 46
Abundance Scan 1563 (11.872 min): BG017754.D (-1555) (-) m/z 162.00 100.00%
162
104
5000 77 | 131
51 h
—
11.60 11.80 12.00 12.20
,...].»,L.‘l..'.i,l.u..., oA B Thm/z 104.00 63.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30384: 1,3-Benzodioxole, 5-(2-propenyl)-
162
104,49
5000 77 UL DAL SR SRR B
51 11.60 11.80 12.00 12.20
‘ m/z 103.00 46.09%
|--2§-|-1---|----| ‘...,....,....,....,....,....,....,...
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
162
104 U DAL SR SR B
11.60 11.80 12.00 12.20
5000 o 77 131 m/z 77.00 45.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #30439: Benzene, 1,2-(methylenedioxy)-4-propenyl-, (E)- AR aEEE ST
162 11.60 11.80 12.00 12.20
104 m/z 131.00 44 _.18%
5000 77 | 131
51 J L
“...1L.4J.”. T ——— SRMSNESND I8 SN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.63 7.34 ng 373841 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 2,6-Piperazinedione, 4-benzoyl-,... 233 C11H11N303 035975-25-8 53
3 2-Oxazolin-5-one, 4-(p-bromobenz... 327 C16H10BrNO2 020345-16-8 53
4 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 53
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 53

Abundance Scan 2203 (15.632 min): BG017754.D (-2195) (-) m/z 105.00 100.00%

77 105
5000 182

15.40 15.60 15.80 16.00

152 536

o e m/z 77.00 82.21%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #44109: Benzophenone
105
77 182 N
5000 UL IS BRI SR B

15.40 15.60 15.80 16.00
m/z 182.00  50.24%

S 152
o N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
105
77 e s mmm e
15.40 15.60 15.80 16.00
5000 m/z 51.00 33.68%
42
201 233
L e e L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131143: 2-Oxazolin-5-one, 4-(p-bromobenzylidene)-2-phenyl- P e T T
105 15.40 15.60 15.80 16.00
m/z 50.00 12.01%
5000 1
0 163 194220 327
e R e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.94 6.43 ng 394169 Phenanthrene-d10 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Nonanoic acid 158 C9H1802 000112-05-0 11

Abundance Scan 2596 (17.941 min): BG017754.D (-2589) (-) m/z 72.95 100.00%

5000

_%

17.60 17.80 18.00 18.20
m/z 43.05 91.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid

¥

5000

17.60 17.80 18.00 18.20
m/z 60.00 82.38%

213

157 185

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

Abundance
73
AN,
43 T SRR
17.60 17.80 18.00 18.20
5000 129 m/z 41.00 79.20%
171
27 97 214
113 152 197
TWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75071: Tetradecanoic acid S LanE R EE=EESE o
73 17.60 17.80 18.00 18.20
43 m/z 55.00 71.76%
5000 129
185 228
kil 5 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. 60 17. 80 18. OO 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 Octadecanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.22 2.24 ng 142260 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Undecanoic acid 186 C11H2202 000112-37-8 50

Abundance Scan 2814 (19.222 min): BG017754.D (-2809) (-) m/z 73.00 100.00%
5000
19.00 19.20 19.40 19.60
m/z 43.00 81.92%
m/z--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43 73
5000 LA L B L L L L L LB
129 19.00 19.20 19.40 19.60
284 m/z 60.00 75.58%
T e
R 00 I - < -
m/z--> 0 50 100 150 200 250 300 350
Abundance
43
73 19.00 19.20 19.40 19.60
5000 284 m/z 55.00 72.34%
129
97
185 241
157 213 265 311 372
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid A REmas ma s S
43 73 19.00 19.20 19.40 19.60
m/z 57.05 62.65%
5000 129
97 199 242
W T,
: .‘. L ,‘.‘.“. .“,“ .““.“l : ,‘ .PE.;(P. e B L A
m/z--> 0 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\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.95 15.04 ng 955597 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 97
2 1-Docosene 308 C22H44 001599-67-3 97
3 1-Eicosene 280 C20H40 003452-07-1 96
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 3108 (20.949 min): BG017754.D (-3103) (-) m/z 43.05 100.00%
43 83
5000 111
139 20.60 20.80 21.00 21.20
S W © l b 108 207229252 280 308 355 7, 5505  88.69%
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 AUV
29 m 20,60 20.80 21.00 21.20
“ m/z 57.10 85.84%
| W m

Ll ] ‘139 167 196 204 252 280
— Ul oL, S
miz--> 50 150 200 250 300 350
Abundance
55

97 20.60 20.80 21.00 21.20
5000 m/z 83.00 81.56%
29
125
79 153 181 308
T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #106396: 1-Eicosene e R
43 20. 60 20 80 21. 00 21. 20
83 m/z 69.00 75.77%
5000 11
139 280
...t.?..'.J, lL.‘}‘.Jl ST, e 22 SN AN
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\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 Cyclotetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.84 6.03 ng 383067 Chrysene-d12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
2 Cyclotetracosane 336 C24H48 000297-03-0 91
3 1-Nonadecanol 284 C19H400 001454-84-8 90
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 3260 (21.842 min): BG017754.D (-3254) (-) m/z 43.05 100.00%
43, 8
- J\N\,/LM
R NI SRR BRI
139 21.60 21.80 22.00 22.20
168 191 284
—_— 221 201 231308 3 m/z 55.00 92.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
7
83
5000 R PN SRR SR R
29 11 21.60 21.80 22.00 22.20
m/z 57.05 91.86%
ey \\“ ] ‘L 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
21,60 21.80 22.00 22.20
5000 111 336 m/z 83.05 91.74%
29
139 167 105 222 251 279 308
mz-> 50 100 150 200 250 300 350 400
Abundance #108955: 1-Nonadecanol e AR RS S
43 83 21.60 21.80 22.00 22.20
m/z 69.10 79.84%
5000
111
18‘“. |l N 1\ i1 ]1?9”16‘81196 2?8 266 J\\\JLA“/\
m/z--> 50 100 150 200 250 300 350 400 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .02 4.97 ng 310912 Perylene-d12 23.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
Abundance Scan 3631 (24.022 min): BG017754.D (-3625) (-) m/z 57.05 100.00%
57
5000
99
23.80 24.00 24.20 24.40
41
A 188 22 28 T des e M7z 71.10  70.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane
57
5000
23.80 24.00 24.20 24.40
m/z 43.10 64 .39%
26 ‘\\\H , 141 183 225 281 337 394
m/z--> §0 160 150 200 250 300 350 460 4éo 560 séo 660
Abundance
57
" 23.80 24.00 24.20 24.40
5000 m/z 85.10 45 _.90%
141 182 240
m/z--> §0 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #172958: Tetratetracontane
57 23.80 24.00 24.20 24.40
m/z 41.00 29.88%
5000
97
‘ | 127 169 211 253 295 337 393 432463 505 561501
m/z--> §0 160 150 200 250 300 350 460 450 500 séo 660 23. 80 24.00 24. 20 24}40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 Heptafluorobutanoic acid, h... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
24 .11 2.88 ng 179979 Perylene-di12 23.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutanoic acid, heptad...
2 Trifluoroacetic acid, n-octadecy...
3 2- Bromopropionic acid, octadecy...
4 Pentafluoropropionic acid, hepta...
5 1-Tetracosanol

452 C21H35F702
366 C20H37F302
404 C21H41Br02
402 C20H35F502
354 C24H500

1000282-97-3 68
079392-43-1 64
089876-55-1 62
1000283-04-2 58
000506-51-4 58

Abundance Scan 3646 (24.110 min): BG017754.D (-3641) (-) m/z 57.10 100.00%
57
97
5000
208
250 281 325 356 441 23.80 24.00 24.20 24.40
ey m/z 55.00 80.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
5000 LA L L L L L L L L LB
111 23. 80 24. OO 24 20 24. 40
- ‘ m/z 43.00 78.82%
139 169 238
2 JTNG ok N
m/z--> 50 200 250 300 350 400
Abundance
43
R R e e REEEE
69 23.80 24.00 24.20 24.40
5000 m/z 69.00 76.99%
97
125 154 183 204 252
LA A e e R o e e N B
m/z--> 50 100 150 200 250 300 350 400
Abundance #157322: 2- Bromopropionic acid, octadecy! ester R R R EEE T
57 83 23.80 24.00 24.20 24.40
m/z 97.10 75.69%
5000 111
29 ‘ 153 e 250
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
25.67 2.42 ng 151537 Perylene-di12 23.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Tetradecane 198 C14H30 000629-59-4 64
3 Decane, l1l-iodo- 268 C10H211 002050-77-3 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Heptacosane 380 C27H56 000593-49-7 52

Abundance Scan 3911 (25.667 min): BG017754.D (-3906) (-) m/z 57.05 100.00%

57

5000

25.40 25.60 25.80 26.00
m/z 43.05 70.21%

109 141 178205 250 289315341 382

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #99477: Nonadecane

5000 85 T
25,40 25.60 25.80 26.00

m/z 71.10 60.93%

\‘ | qu}%141469197225 268

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

25.40 25.60 25.80 26.00
5000 85 m/z 85.10 41.77%

29
113 141 169 198

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #98768: Decane, 1-iodo- L e I B o
57 85 25.40 25.60 25.80 26.00
m/z 41.00 38.77%
5000
141
%9 Lll \‘169 211 268
m/z--> 0 50 100 150 200 250 300 350 400 450 25 40 25. 60 25. 80 26 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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 16 _.beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.54 8.85 ng 554209 Perylene-d12 23.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 96
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 62
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 41
5 Campesterol 400 C28H480 000474-62-4 38
Abundance Scan 4060 (26.543 min): BG017754.D (-4050) (-) m/z 43.10 100.00%
48
5000 105
69 145 213 303 414
255 AR A AR AR
73 330 381 519 26.|20 26.I40 26.|60 26.I80 '
e m/z 55.00 56.82%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #159282: .beta.-Sitosterol
43
5000 AR AU AR R
mW 414 %m%m%m%m

m/z 57.05 54 .06%

“h 213 255 303329 gg

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
AR B
26.20 26.40 26.60 26.80
5000 m/z 41.10 47 .66%
414
69 105 1,4c
178 213 545273303329 3g1
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #159285: .gamma.-Sitosterol B REaaEE e e
43 26.20 26.40 26.60 26.80
m/z 105.00 41.29%
5000

m/z--> 50 100 150 200 250 300 350 400 450 500 26 20 26. 40 26 60 26. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062215\
Data File : BG017754.D

Acq On : 22 Jun 2015 20:23

Operator : TP/1Z

Sample : G2716-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061815_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... 2.89 19.2 ng 460880 1 7.61 480653 20.0
2-Pentanone, 4-hy... 4.76 24_.0 ng 576657 1 7.61 480653 20.0
Ethanol, 2-(2-met... 6.15 2.1 ng 50720 1 7.61 480653 20.0
unknown7 .15 7.15 109.0 ng 2619400 1 7.61 480653 20.0
N-Benzoyl-d-threo... 11.71 2.2 ng 79900 2 10.39 734075 20.0
1,3-Benzodioxole,... 11.87 7.7 ng 283100 2 10.39 734075 20.0
Benzophenone 15.63 7.3 ng 373841 3 14.26 1018670 20.0
n-Hexadecanoic acid 17.94 6.4 ng 394169 4 17.01 1225220 20.0
Octadecanoic acid 19.22 2.2 ng 142260 5 21.21 1270550 20.0
3-Eicosene, (E)- 20.95 15.0 ng 955597 5 21.21 1270550 20.0
Cyclotetracosane 21.84 6.0 ng 383067 5 21.21 1270550 20.0
Octacosane 24 .02 5.0 ng 310912 6 23.44 1251830 20.0
Heptafluorobutano... 24.11 2.9 ng 179979 6 23.44 1251830 20.0
Nonadecane 25.67 2.4 ng 151537 6 23.44 1251830 20.0
-beta.-Sitosterol 26.54 8.8 ng 554209 6 23.44 1251830 20.0
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