LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016739.D

Aca On : 27 Apr 2015 16:38

Operator : TP/1Z

Sample : 6G1942-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA G\METHODS\8270-BG042315.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 heiaht area % max. total
1 2.730 3 7 12 rvv 89240 106653 4.69% 0.608%
2 2.777 12 15 22 rVB 18049 23789 1.05% 0.136%
3 4.687 334 340 347 rBV 161803 233849 10.28% 1.334%
4 5.174 417 423 436 rBV 833153 1183726 52.04% 6.750%
5 6.784 689 697 710 rBV 852443 1302691 57.27% 7.429%
6 7.119 747 754 764 rBV 890023 1387788 61.01% 7.914%
7 7.577 826 832 840 rVB 273540 428185 18.82% 2.442%
8 7.901 880 887 894 rBV 684207 1058174 46.52% 6.034%
9 8.741 1023 1030 1045 rBV 490600 798089 35.08% 4 _.551%
10 10.368 1299 1307 1320 rBvV 415555 667047 29.32% 3.804%

11 12.854 1723 1730 1741 rBV 1265428 1822188 80.10% 10.391%
12 13.700 1869 1874 1882 rBV 38940 58489 2.57% 0.334%
13 14.234 1958 1965 1973 rBV2 579476 903380 39.71% 5.152%
14 15.733 2214 2220 2234 rBV 810715 1135751 49.93% 6.477%
15 15.956 2252 2258 2267 rBV 15829 28914 1.27% 0.165%

16 16.984 2427 2433 2437 rBvV2 720750 989835 43.51% 5.645%
17 17.025 2437 2440 2445 rVB 32916 44916 1.97% 0.256%
18 17.889 2583 2587 2595 rBV2 74477 111915 4.92% 0.638%
19 19.046 2778 2784 2789 rBV 91122 135754 5.97% 0.774%
20 19.176 2802 2806 2813 rBV5 25019 43550 1.91% 0.248%

21 19.317 2826 2830 2834 rVB 46186 53927 2.37% 0.308%
22 19.405 2837 2845 2849 rBV 71264 125982 5.54% 0.718%
23 19.616 2875 2881 2892 rBV 1937483 2274844 100.00% 12.972%
24 20.362 3005 3008 3014 rVB2 33444 39270 1.73% 0.224%
25 20.879 3093 3096 3105 rBV2 147900 216689 9.53% 1.236%

26 21.085 3128 3131 3135 rVB 106615 109963 4.83% 0.627%
27 21.167 3140 3145 3150 rBvV 827245 1092376 48.02% 6.229%

28 21.320 3168 3171 3176 rBV2 34047 44676 1.96% 0.255%
29 23.371 3514 3520 3533 rVB2 538685 1113538 48.95% 6.350%

Sum of corrected areas: 17535948
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG042715\
Data File : BG016739.D

Aca On : 27 Apr 2015 16:38

Operator : TP/I1Z

Sample : G1942-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG016739.D
1500000
1000000
5.17 6.78 /12
7.90
500000 8.74 10.37
7.58
73 4.69
ék78 I
W - - -’ - - =
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG016739.D
19,62
1500000
12.85
1000000
15.73
16.98
14.23
500000
19
13,70 15.96 1/1.03 17.89 Aﬂgﬁ 2 20.3¢
O o o L I s o L A A o B e L mana e
Time--> 12.00 12,50 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: BG016739.D
1500000
1000000 21.17
500000
O o B N B L L B o 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\BG042715\
Data File : BG016739.D

Aca On : 27 Apr 2015 16:38

Operator : TP/1Z

Sample : 6G1942-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

2.73 4.98 ng 106653 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 7 (2.730 min): BG016739.D (-3) (-) m/z 73.10 100.00%

B
5000
43 55 87

2.80 2.90 3.00 3.10

...,....,....,....-,':.'.‘.‘?..|..,.‘?“?.,'.:..,....,...9.8,...., m/z 87.10 25.12%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 S
2.80 2.90 3.00 3.10

43 55 87 m/z 43.10 25.04%

2 |
35 | 67 ||, 80
...,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73

2.80 2.90 3.00 3.10

5000 m/z 55.10 20.28%
45
29
39 Y/ 101
I o e e o A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #720: N-Ethylformamide TP AT
30 280 2.90 3.00 3.10
3 m/z 71.10 10.44%
5000
44 58
18 “
SN | - S I P — O M
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 2.90 3.00 3.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016739.D

Aca On : 27 Apr 2015 16:38

Operator : TP/1Z

Sample : 6G1942-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.69 10.92 ng 233849 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
3 Guanidine 59 CH5N3 000113-00-8 38
4 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 341 (4.693 min): BG016739.D (-334) (-) m/z 43.10 100.00%
a3
59
5000 101
4.40 4.60 4.80 5.00
83
e e 2ol Bl Tm/z 59.10  69.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS LA LS UL AR
59 440 460 480 500
m/z 101.10 36 .29%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
0,
5000 101 m/z 58.10 19.64%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine S R REaa s e s L
3 59 4.40 4.60 4.80 5.00
m/z 41.10 9.60%
5000 18
28
12 | AN ‘ ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016739.D

Aca On : 27 Apr 2015 16:38

Operator : TP/1Z

Sample : 6G1942-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.12 Concentration Rank 1

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

7.12 64 .82 ng 1387790 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 754 (7.119 min): BG016739.D (-747) (-) m/z 132.00 100.00%
5000
68
o | T 7o 15 7a
40 54 : : : :
B i :|-.|.7.7, &7 | Wews W m/z 134.00 33.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S RN L B
6.80 7.00 7.20 7.40
21 51 78 m/z 68.10 33.15%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
S RARRARRAAN AR RARRS
6.80 7.00 7.20 7.40
5000 67 m/z 66.10 20.38%
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
24 m/z 69.10 12.62%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. 18 CHRURRNNY B VRN
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016739.D

Aca On : 27 Apr 2015 16:38

Operator : TP/1Z

Sample : 6G1942-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 5 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.89 2.26 ng 111915 Phenanthrene-d10 16.98
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 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2587 (17.889 min): BG016739.D (-2583) (-) m/z 73.05 100.00%

60 73
43
5000
199

17.60 17.80 18.00 18.20
m/z 60.05 87.67%

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

Abundance #92227: n-Hexadecanoic acid
43
60 73
5000
17.60 17.80 18.00 18.20
m/z 43.10 69.87%
256
IL ] \ H H\ }01;}5 ?9 143157 171185 109 213 557 242 >
REERE S e e e T
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 T T
17.60 17.80 18.00 18.20
5000 129 m/z 55.10 67.95%
29
87 15 tr 214
101 143 157 185

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

%

Abundance #83686: Pentadecanoic acid e e
43 60 73 17.60 17.80 18.00 18.20
m/z 57.10 66.11%
e e S L
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\BG042715\
Data File : BG016739.D

Aca On : 27 Apr 2015 16:38

Operator : TP/1Z

Sample : 6G1942-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.88 3.97 ng 216689 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 93
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 1-Tricosanol 340 C23H480 003133-01-5 90
Abundance Scan 3096 (20.879 min): BG016739.D (-3093) (-) m/z 57.10 100.00%
g7
UL SR SR B
20.60 20.80 21.00 21.20
3 1671g5 207
! -Il- Jopi 185 207 234295 284 S11 34l m/z 83.10 95.08%
m/z--> 50 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane
55
83
5000 L AN SR UGN B
m 20,60 20.80 21.00 21.20
29 m/z 55.10 87.28%
Lhl | s e 20
m/z--> 50 100 150 200 250 300 350
Abundance
43
6 20,60 20.80 21.00 21.20
5000 m/z 97.10 86.73%
97
125 154 183 204 252
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene e L
43 7 20.60 20.80 21.00 21.20
69 m/z 69.10 80.54%
5000
125
2 | || ;154 182 210 238 266
m/z--> 50 100 ﬁo 200 250 300 350 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042715\
Data File : BG016739.D

Acq On : 27 Apr 2015 16:38

Operator : TP/1Z

Sample : G1942-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042315_.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... 2.73 5.0 ng 106653 1 7.58 428185 20.0
2-Pentanone, 4-hy... 4.69 10.9 ng 233849 1 7.58 428185 20.0
unknown7 .12 7.12 64.8 ng 1387790 1 7.58 428185 20.0
n-Hexadecanoic acid 17.89 2.3 ng 111915 4 16.98 989835 20.0
Cyclopentadecane 20.88 4.0 ng 216689 5 21.17 1092380 20.0
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