LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020073.D

Aca On : 10 Dec 2015 13:23

Operator : UM/SJ

Sample : 64683-02

Misc :

ALS Vial : 6 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 2.991 21 26 44 rVB 1431085 2043919 100.00% 22.085%
2 5.182 393 399 408 rVB 65910 98411 4.81% 1.063%
3 5.658 470 480 490 rBV 297812 479018 23.44% 5.176%
4 7.262 745 753 763 rBV 331540 570578 27.92% 6.165%
5 7.638 808 817 826 rBV 319709 543999 26.62% 5.878%

8.108 891 897 904 rVB 64971 105675 5.17% 1.142%
8.431 944 952 961 rVB 216395 378917 18.54% 4.094%
9.277 1087 1096 1104 rBV 202705 358814 17.56% 3.877%
10.922 1369 1376 1384 rVB 92468 164365 8.04% 1.776%
13.361 1783 1791 1800 rBV 523586 807108 39.49% 8.721%

=
QO ~NO®

11 14.183 1924 1931 1938 rBV 130141 188526 9.22% 2.037%
12 14.736 2019 2025 2033 rVB2 155447 251821 12.32% 2.721%

13 15.564 2162 2166 2171 rVB2 16563 23018 1.13% 0.249%
14 16.222 2268 2278 2288 rBV 478269 728649 35.65% 7.873%
15 16.428 2307 2313 2316 rBV 18583 26424 1.29% 0.286%
16 17.479 2486 2492 2498 rBV 212420 316203 15.47% 3.417%
17 18.349 2635 2640 2649 rBv4 29791 41497 2.03% 0.448%
18 19.207 2781 2786 2790 rBV2 17341 23332 1.14% 0.252%
19 19.747 2874 2878 2884 rBV 15394 20960 1.03% 0.226%

20 20.082 2929 2935 2941 rBV 998243 1294004 63.31% 13.982%

21 21.381 3152 3156 3165 rBv4 17253 30332 1.48% 0.328%
22 21.751 3213 3219 3226 rBV 246354 403400 19.74% 4 _359%
23 25.029 3767 3777 3791 rVB3 122137 355931 17.41% 3.846%

Sum of corrected areas: 9254901
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020073.D

Aca On : 10 Dec 2015 13:23

Operator : UM/SJ

Sample : 64683-02

Misc :

ALS Vial : 6 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

Abundance TIC: BG020073.D
14000001 2|99

1200000
1000000
800000
600000

400000 65 7.26 7.64

8.43
200000 9.28

5.18 8.11 A 10.92

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG020073.D
1400000

1200000

1000000 20.08

800000

600000
13.36 16.22

400000

17.48 2175
200000 14.18 14.74

15.56 16.43 18A.35 19.21 19.75 21.38

0 A . e B
LI L S S e B e D B N I B B B B A B

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: BG020073.D
1400000

1200000
1000000
800000
600000
400000

200000 2503

b e e e e e e

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\BG121115\
Data File : BG020073.D

Aca On : 10 Dec 2015 13:23

Operator : UM/SJ

Sample : 64683-02

Misc :

ALS Vial : 6 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 1

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

2.99 386.83 ng 2043920 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 56
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrCI302 1000115-31-4 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 26 (2.991 min): BG020073.D (-21) (-) m/z 73.00 100.00%
73 n
43
5000
89
55 2.90 3.00 3.10 3.20 3.30 3.40
O L8 8 m/z 43.00 54.13%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
31 89 m/z 89.00 34 .49%
O~ ---.--%QJJ---3§J--“ﬁ8u-v??|-- "|l*"| R U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 9.92%
58
44
5 2 39 51
e L S Ly UL I I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine
43 2.90 3.00 3.10 3.20 3.30 3.40
32 m/z 45.00 8.29%
58 89
5000 18
72
0"'l"'w"?%l"'w'"'l??"|”"|""w"'|"'w
m/z--> 10 20 30 40 50 60 70 80 90 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\BG121115\
Data File : BG020073.D

Aca On : 10 Dec 2015 13:23

Operator : UM/SJ

Sample : 64683-02

Misc :

ALS Vial : 6 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 18.63 ng 98411 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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 399 (5.182 min): BG020073.D (-393) (-) m/z 43.00 100.00%
a3
59
5000
T 4o S0 520 540 S50
o...,....,....,....',':..‘.‘?..':Ii....,....,E.‘3...,...:,|....,. m/z 59.00 57.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR N RN RN L
480 5.00 520 5.40 5.60
m/z 101.00 20.07%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 5.60
5000 41 m/z 58.00 17.17%
31
69 87
15 53 98
S U SR I SULILILS UL I UL SULIL S WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R
43 480 5.00 520 5.40 5.60
m/z 41.00 9.50%
5000
101
o 15 253137 [ 5 %8 6 86
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020073.D

Aca On : 10 Dec 2015 13:23

Operator : UM/SJ

Sample : 64683-02

Misc :

ALS Vial : 6 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 unknown7.64 Concentration Rank 2

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

7.64 102.96 ng 543999 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10

Abundance Scan 817 (7.638 min): BG020073.D (-808) (-) m/z 132.00 100.00%
32
5000 68
96 HR LS UL SRR S
40 4o 54 62“ 5 g | 10 7.40 7.60 7.80 8.00
o} ST T IS O PSS TR [| S m/z 68.00 47.48%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U UL UL R
7.40 7.60 7.80 8.00
21 70 m/z 134.00 31.78%
om0 T 8 | 105 16 ‘
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 800
5000 m/z 66.00 31.03%
69
57
39
w7 e 0 8 g7l .
O R e T T e = e o
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine e L RRmma
132 7.40 7.60 7.80 8.00
69 m/z 69.00 20.94%
104
5000
78
31 35 ,, 51
0”'Wt”wPl”JL'W'”lW“”I”'W'”'P“”I”'W'”'I“”I” U UL L L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020073.D

Aca On : 10 Dec 2015 13:23

Operator : UM/SJ

Sample : 64683-02

Misc :

ALS Vial : 6 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.35 2.62 ng 41497 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
4 D-Glucose. 4-0-.alpha.-D-alucopv... 342 C12H22011 000069-79-4 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2640 (18.349 min): BG020073.D (-2635) (-) m/z 73.00 100.00%
57 713
5000 129
213
157171185199 18.00 18.20 18.40 18.60
0! m/z 43.00 96.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73
5000 129 USRI BRI IS I
29 242 18.00 18.20 18.40 18.60
H 115 157171 185 199 m/z 57 .00 84 _.30%
0 H\ H‘M‘H‘ ‘H\ M‘\ “‘.luuuu‘....‘....‘..2?-.3....|....|.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.00 18.20 1840 18.60
5000 29 120 m/z 60.00 81.46%
87 185
) 101115 143,171 | g9 228
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid et
43 6o 73 18.00 18.20 18.40 18.60
m/z 54.95 79.69%
5000 29
129
256
0 " M ‘ MH\ H \“ MH \ \ 143157 171 185199 2:}3227
m/z--> 2'0 4'0 80 100 120 14'10 160 180 200 220 24'10 2('30 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121115\
Data File : BG020073.D

Acq On : 10 Dec 2015 13:23

Operator : UM/SJ

Sample - G4683-02

Misc :

ALS Vial : 6 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... 2.99 386.8 ng 2043920 1 8.11 105675 20.0
2-Pentanone, 4-hy... 5.18 18.6 ng 98411 1 8.11 105675 20.0
unknown? .64 7.64 103.0 ng 543999 1 8.11 105675 20.0
Pentadecanoic acid 18.35 2.6 ng 41497 4 17.48 316203 20.0
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