LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020998.D

Aca On : 20 Feb 2016 8:03

Operator : SJ/UM

Sample : H1520-15

Misc :

ALS Vial : 28 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-BG021116.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

3.090 38 43 57 rvB 398162 531548 43.00% 6.541%
3.243 63 69 78 rBvV 23302 42255 3.42% 0.520%
422 429 rBvV 58792 88064 7.12% 1.084%
5.792 496 503 514 rVB 269574 427091 34.55% 5.255%
7.408 770 778 786 rBV 307849 525638 42.52% 6.468%
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7.790 835 843 851 rBvV 314088 531880 43.02% 6.545%
8.260 916 923 930 rBV 58342 96745 7.83% 1.190%
979 988 rVB 215281 376557 30.46% 4.634%
9.429 1115 1122 1130 rBV 187974 329753 26.67% 4._.058%
11.085 1396 1404 1409 rBV 101261 183037 14.81% 2.252%
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11 11.132 1409 1412 1420 rVB 60569 100969 8.17% 1.242%
12 12.724 1676 1683 1688 rBV 9359 14762 1.19% 0.182%
13 13.499 1807 1815 1823 rBV 626947 939069 75.96% 11.555%
14 14.310 1947 1953 1960 rBV 99357 142498 11.53% 1.753%

15 14.739 2019 2026 2031 rBV2 21476 26390 2.13% 0.325%
16 14.874 2042 2049 2055 rBvV2 189420 301026 24.35% 3.704%
17 14.933 2055 2059 2064 rVB 20329 30608 2.48% 0.377%
18 15.268 2111 2116 2124 rVB2 15476 28767 2.33% 0.354%
19 15.685 2183 2187 2192 rVB 28584 34794 2.81% 0.428%
20 15.914 2220 2226 2231 rVB 15574 25395 2.05% 0.312%
21 16.090 2248 2256 2260 rBV6 7234 15040 1.22% 0.185%
22 16.354 2294 2301 2308 rVB2 452285 689889 55.81% 8.489%
23 16.542 2328 2333 2336 rBV 26761 36752 2.97% 0.452%
24 17.330 2461 2467 2471 rBV 14912 18953 1.53% 0.233%
25 17.606 2508 2514 2519 rBV2 218301 349820 28.30% 4 _305%
26 17.647 2519 2521 2527 rVB 49020 62281 5.04% 0.766%
27 17.800 2542 2547 2552 rVB2 10679 15452 1.25% 0.190%
28 18.005 2573 2582 2589 rVB 66242 105054 8.50% 1.293%
29 19.638 2856 2860 2867 rVB 22007 28979 2.34% 0.357%
30 19.997 2917 2921 2928 rVB 15644 22386 1.81% 0.275%

31 20.185 2947 2953 2959 rBV 948366 1236245 100.00% 15.212%
32 21.489 3170 3175 3181 rBV3 14643 23469 1.90% 0.289%
33 21.882 3235 3242 3248 rBV 227779 384475 31.10% 4.731%
34 25.254 3805 3816 3827 rBV2 126670 361151 29.21% 4._.444%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020998.D

Aca On : 20 Feb 2016 8:03

Operator : SJ/UM

Sample : H1520-15

Misc :

ALS Vial : 28 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA G\METHODS\8270-BG021116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 8126792
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020998.D

Aca On : 20 Feb 2016 8:03

Operator : SJ/UM

Sample : H1520-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG020998.D
800000
600000
400000 3.09
7.41 7.79
5.79
8.59
200000 9.43
11.09
5.32 8.26 11.13
3.24 A 12
0

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG020998.D
20,18
800000
13.50
600000
16.35
400000
17.61 21.88
200000 14.87
14.31 15 68 L16 o 17t 6518.01 19.64
DG SR Wl L N )| /L O s v SV <0 00| S

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: BG020998.D

800000

600000

400000

200000

25.25
(0 e N L L O o B O B e B R I AR BERER

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\BG021916\
Data File : BG020998.D

Aca On : 20 Feb 2016 8:03

Operator : SJ/UM

Sample : H1520-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknown3.09 Concentration Rank 2

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

3.09 109.89 ng 531548 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 N-Ethviformamide 73 C3H7NO 000627-45-2 7
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 43 (3.090 min): BG020998.D (-38) (-) m/z 73.15 100.00%
73.2
5000
43.1 89 2
551 3.'00 3.'20 3.'40
O s e L O O B m/z 43.15 33.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73.0
5000 43.0 1300 320 340
a0 89.0 m/z 89.15 27 .64%
Obrrry i ,...‘Nﬂ;.. jiy.‘u.,. A ,l:. I .ﬂ,. 020
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73.0
43.0 T Tt
550 3.00 320 3.40
5000 m/z 41.15 6.71%
29.0
15.0 89.0 100.0
S L UL BRI SR UL UL S UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #719: N-Ethylformamide R U e
30.0 73.0 3.00 320 3.40
m/z 42.15 5.04%
5000 }\
58.0
44.0
15.0
0"'|““‘|“*M SRR AR AR AR AR AR RS "|""|0*"|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020998.D

Aca On : 20 Feb 2016 8:03

Operator : SJ/UM

Sample : H1520-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 4

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

5.32 18.21 ng 88064 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 37
4 5-Ethvl-3-methvlhept-1-en-4-ol 156 C10H200 286424-80-4 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 12

Abundance Scan 423 (5.322 min): BG020998.D (-415) (-) m/z 43.15 100.00%
31
59.1
5000
101.1
| 83.0 ‘ ’5.00 520 540 560
R e o o e R m/z 59.15 67.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U AN RS R
5.00 520 5.40 5.60
59.0 m/z 101.05  30.50%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0 59.0
500 520 540 560
5000 18.0 m/z 58.15 19.74%
28.0
e S S S SULIURS SUSIIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R e e e
43.0 5.00 520 5.40 5.60
m/z 41.15 7.82%
5000 1010
28.0 59.0
150 ‘ 70.0 84.0
0"'w'q'V'HJL"“wl"V*Mlh"'L“"w“"w"'H"'w U AN U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020998.D

Aca On : 20 Feb 2016 8:03

Operator : SJ/UM

Sample : H1520-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknown7.79 Concentration Rank 1

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

7.79 109.96 ng 531880 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 843 (7.790 min): BG020998.D (-835) (-) m/z 132.05 100.00%
132.1
5000
68.2
9.0 7.40 7.60 7.80 8.00 8.20
40.1 541
o....,....,....,....,..~.|.|,..7.55,0....,..!.,.*??.1,....,...., | N m/z 68.15  33.18%
m/z--> 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 LR RN LR R
7.40 7.60 7.80 8.00 8.20
210 510 m/z 134.05 32.74%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 67.0 m/z 66.15 20.17%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R R
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.15 11.91%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'ﬁ'h'ﬁ%ﬁpl”"l‘”' T LR AN LR LR
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020998.D

Aca On : 20 Feb 2016 8:03

Operator : SJ/UM

Sample : H1520-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 7 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.68 2.31 ng 34794 Acenaphthene-d10 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 2186 (15.679 min): BG020998.D (-2183) (-) m/z 57.15 100.00%
57.1
85.2
5000
113.1 15.40 15.60 15.80 16.00
(o} m/z 71.10 68.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57.0
5000
15.40 15.60 15.80 16.00
m/z 85.15 56.40%
113.0 1410 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
71.0 15.40 15.60 15.80 16.00
5000 m/z 43.15 54 _.56%
140.0
o 99.0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55008: Tetradecane
57.0 15.40 15.60 15.80 16.00
m/z 41.15 26.00%
5000 85.0
29.0
0 \‘ \‘ A A 1130 M 141.0 169.0 1980
..W.H.P.”,”.w.“.P.”,“.w.“......“...” R R SRR R R ERES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020998.D

Aca On : 20 Feb 2016 8:03

Operator : SJ/UM

Sample : H1520-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.54 2.10 ng 36752 Phenanthrene-d10 17.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2333 (16.542 min): BG020998.D (-2328) (-) m/z 57.15 100.00%
57.1
85.1
5000
1132 141 16.20 16.40 16.60 16.80
(o} m/z 71.15 70.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57.0
85.0
5000
16.20 16.40 16.60 16.80
29.0 m/z 43.15 60.86%
0 L (MO 1410 1690 197.0 240.0
m/z--> 20 Jo 60 éo 160 150 150 1éo 180 200 220 250
Abundance
57.0
16.20 16.40 16.60 16.80
0
5000 85.0 m/z 85.10 52.18%
29.0
0 113.0 1410 160. o 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane
57.0 16.20 16.40 16.60 16.80
m/z 41.15 25.99%
5000 85.0
29.0
. | || 1130 1410 1690 1980
m/z--> 20 ' éo 80 100 150 140 160 180 200 220 240 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021916\
Data File : BG020998.D

Acq On : 20 Feb 2016 8:03

Operator : SJ/UM

Sample : H1520-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021116 .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]
unknown3 .09 3.09 109.9 ng 531548 1 8.26 96745 20.0
2-Pentanone, 4-hy... 5.32 18.2 ng 88064 1 8.26 96745 20.0
unknown7 .79 7.79 110.0 ng 531880 1 8.26 96745 20.0
Nonadecane 15.68 2.3 ng 34794 3 14.87 301026 20.0
Heptadecane 16.54 2.1 ng 36752 4 17.61 349820 20.0
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