LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019962.D

Aca On : 6 Dec 2015 11:54

Operator : UM/NP

Sample : 6G4650-13

Misc :

ALS Vial : 4 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-BG120215.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 2.980 20 24 41 rVB 463012 667422 5.64% 2.753%
2 3.139 45 51 76 rVB 7084900 11824227 100.00% 48.771%
3 5.178 393 398 407 rBV 94778 147132 1.24% 0.607%
4 5.654 471 479 489 rVB 459250 748766 6.33% 3.088%
5 7.258 744 752 761 rBV 499517 860960 7.28% 3.551%

7.640 809 817 827 rVB 497817 831567 7.03% 3.430%
8.110 890 897 904 rBvV 126848 211618 1.79% 0.873%
346662 597998 5.06% 2.467%
9.279 1088 1096 1105 rBV 311234 551084 4.66% 2.273%
10.930 1370 1377 1385 rBV 173571 308315 2.61% 1.272%
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11 13.368 1783 1792 1799 rBV 904639 1389486 11.75% 5.731%
12 14.185 1925 1931 1940 rBV 194704 279656 2.37% 1.153%
13 14.743 2020 2026 2034 rVB2 293778 482874 4.08% 1.992%
14 16.224 2270 2278 2285 rBV 708204 1042083 8.81% 4.298%
15 17.481 2486 2492 2499 rBV2 405582 618925 5.23% 2.553%

16 20.084 2927 2935 2941 rBV 1507593 1949152 16.48% 8.040%
17 21.388 3152 3157 3167 rVB2 92751 144525 1.22% 0.596%

18 21.753 3213 3219 3228 rVB 495178 802108 6.78% 3.308%
19 25.031 3766 3777 3792 rBV 266925 786526 6.65% 3.244%

Sum of corrected areas: 24244424
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019962.D

Aca On : 6 Dec 2015 11:54

Operator : UM/NP

Sample > 6G4650-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG019962.D
1.2e+07

1e+07
8000000
3.14
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'gik 615 565 7.26 .64 g1 8.44 9.28 10, 93

Time--> 300 350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG019962.D
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Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG019962.D
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Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019962.D

Aca On : 6 Dec 2015 11:54

Operator : UM/NP

Sample > 6G4650-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Propane, 2,2-dimethoxy- Concentration Rank 3

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

2.98 63.08 ng 667422 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 24 (2.980 min): BG019962.D (-20) (-) m/z 73.00 100.00%
74.0
5000 43.0
89.0
570 2.90 3.00 3.10 3.20 3.30 3.40
O+ e e e e e e e ey m/z 43.00 51.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0
2.90 3.00 3.10 3.20 3.30 3.40
210 89.0 m/z 89.00 31.93%
0 ol L ‘ 57.0 IP
”I'"'P'"I'”'I'"'P'"I'”'I""P"'I'”'I""
m/z--> 10 20 30 60 70 80 90 100
Abundance
43.0
32.0
58.0 89.0 2.90 3.00 3.10 3.20 3.30 3.40
5000 18.0 m/z 45.00 7.60%
72.0
G R U S UL SRS SURII IR IS UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy-
73.0 2.90 3.00 3.10 3.20 3.30 3.40
m/z 41.00 7.20%
5000
45.0
29.0
o N 370‘\ 55.0 ‘ 101.0 N J\
m/z--> 10 20 30 40 50 60 7'0 80 9 100 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019962.D

Aca On : 6 Dec 2015 11:54

Operator : UM/NP

Sample > 6G4650-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.18 13.91 ng 147132 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 398 (5.178 min): BG019962.D (-393) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR SRR R
| 829 | 4.80 5.00 5.20 5.40 5.60
A | S MBS R SR m/z 59.00 58.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L R
480 5.00 520 5.40 5.60
59.0 m/z 101.00 20.51%
27\0\ L] ‘ 70.0 83.0 oo
0"'I""I''*"I""I'*''I""'I""I'"'I""'I"'al""l""l""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 15.79%
101.0
150 310 58.0 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 480 5.00 520 5.40 5.60
m/z 41.00 8.65%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019962.D

Aca On : 6 Dec 2015 11:54

Operator : UM/NP

Sample > 6G4650-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 4 unknown7.64 Concentration Rank 2

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

7.64 78.59 ng 831567 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 817 (7.640 min): BG019962.D (-809) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 so |l o %0 "7k 760 750 860
Obrrrrrrrrelp el 8O L W80 M m/z 68.00  46.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RRARSRARAS LARSE AN
7.40 7.60 7.80 8.00
2.0 510 m/z 66.00 33.06%
| P H | ‘750 L
0'|“'w'“'w'“|“'w'“'w'”|“'w'“'w'“|“'w'“'|'“ T
m/z--> 20 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 134.00 32.05%
33.0 44.0 0.0 105.0
o 60.0 "~ g0.0 115.0
JUNERIUNEERS LS IS SURLE IR UL SIS S B B S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE ————
132.0 7.40 7.60 7.80 8.00
m/z 69.00 20.37%
5000
92.0
65.0
ol 270 30 510 770 | 1830, |
e 30 Bl T e 18 11 1k 1o 1o 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019962.D

Aca On : 6 Dec 2015 11:54

Operator : UM/NP

Sample > 6G4650-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 6 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.39 3.60 ng 144525 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 83
3 17-Pentatriacontene 491 C35H70 006971-40-0 80
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 80
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 72
Abundance Scan 3157 (21.388 min): BG019962.D (-3152) (-) m/z 57.00 100.00%
57.0
] 91 age o1 21100 2120 2140 2160 2130
(o] - ,n.”,....pWﬂ.,”..,..”,...w....,”..,.”., m/z 43.00 92.53%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 AR BRI R
mmmmmmmmmm
m/z 55.00 92.25%
196.
Olﬁ"{’ll \\ h “3?9”,,“,‘ 280
miz--> 0 50 200 250 300 350 400 450
Abundance
43.0
21/00 21.20 21.40 21.60 21.80
5000 83.0 m/z 69.00 65.70%
oA A
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance #168066: 17-Pentatriacontene B B B m s S L e
43.0 21.00 21.20 21.40 21.60 21.80
m/z 83.05 64 .50%
5000 83.0
. y J 1#0167.0 2100 267.0307.0 490.0
miz--> 0 % ﬁ01% ﬁ £o3m @ 604% ' mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120615\
Data File : BG019962.D

Acq On : 6 Dec 2015 11:54

Operator : UM/NP

Sample - G4650-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
Propane, 2,2-dime... 2.98 63.1 ng 667422 1 8.11 211618 20.0
2-Pentanone, 4-hy... 5.18 13.9 ng 147132 1 8.11 211618 20.0
unknown? .64 7.64 78.6 ng 831567 1 8.11 211618 20.0
Ethanol, 2-(tetra... 21.39 3.6 ng 144525 5 21.75 802108 20.0
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