LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022444.D

Aca On 19 Jun 2016 4:38

Operator : UM/SJ

Sample = H3489-07

Misc :

ALS Vial : 53 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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 2.870 3 5 27 rVB 1536487 2353325 100.00% 15.095%
2 5.108 380 386 395 rVB 34137 64241 2.73% 0.412%
3 5.608 463 471 486 rBV 539824 1031482 43.83% 6.616%
4 7.241 740 749 761 rBV 579993 1172755 49.83% 7.522%
5 7.588 800 808 824 rBV 663995 1290997 54.86% 8.281%
6 8.046 880 886 899 rVB 114223 224720 9.55% 1.441%
7 8.369 931 941 952 rBV 474640 930096 39.52% 5.966%
8 9.221 1078 1086 1104 rBV 350114 750969 31.91% 4.817%
9 10.866 1359 1366 1373 rBV 172443 349026 14.83% 2.239%
10 13.305 1772 1781 1795 rBvV 945859 1631694 69.34% 10.466%

11 14.133 1913 1922 1927 rBV 93049 158022 6.71% 1.014%
12 14.685 2009 2016 2023 rBvV2 272827 468628 19.91% 3.006%
13 16.184 2264 2271 2283 rBV 600750 1072693 45.58% 6.880%
14 16.360 2297 2301 2309 rBV5 14498 36720 1.56% 0.236%
15 17.435 2477 2484 2488 rBV2 262750 465364 19.77% 2.985%

16 17.476 2488 2491 2497 rVB 68501 106901 4._.54% 0.686%

17 17.564 2502 2506 2512 rBV 18346 33026 1.40% 0.212%
18 18.499 2663 2665 2669 rVB4 25905 31660 1.35% 0.203%
19 19.204 2782 2785 2794 rBV9 42654 99495 4.23% 0.638%

20 19.480 2827 2832 2838 rBV 318912 500517 21.27% 3.210%

21 19.779 2880 2883 2885 rBV 40046 49800 2.12% 0.319%
22 19.844 2889 2894 2901 rVB 269363 426371 18.12% 2.735%
23 20.026 2920 2925 2931 rBV 1000869 1386887 58.93% 8.896%
24 20.308 2969 2973 2976 rBV 76128 116376 4_95% 0.746%
25 20.802 3054 3057 3061 rVB 71446 88540 3.76% 0.568%

26 21.301 3140 3142 3150 rVB2 89780 133189 5.66% 0.854%
27 21.701 3202 3210 3215 rBV2 242688 617102 26.22% 3.958%

Sum of corrected areas: 15590596
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022444.D

Aca On 19 Jun 2016 4:38

Operator : UM/SJ

Sample - H3489-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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: BG022444.D
87
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Time--> 3.00 350 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022444.D
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Abundance TIC: BG022444.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022444.D

Aca On 19 Jun 2016 4:38

Operator : UM/SJ

Sample - H3489-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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.

2.87 209.45 ng 2353330 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 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 5 (2.870 min): BG022444.D (-3) (-) m/z 73.00 100.00%
7B
5000
T
2.90 3.00 3.10 3.20 3.30
55
o A TI . oW [N — m/z 43.00 38.57%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30
89 m/z 89.00 34 _.75%
. s e s |
'w"'w"'w"'w"'w'"w"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.90 300 310 3.20 3.30
5000 m/z 41.00 7.58%
57
- 41
15 50 87
e L S S UL S UL UL UL SULILL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy-
73 2.90 3.00 3.10 3.20 3.30
m/z 45.00 6.54%
5000
45
0 J ‘ 67 |, 101
”I"'W""P'"I”"I'”'I"”I"'W""P"'I”"I NN UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022444.D

Aca On 19 Jun 2016 4:38

Operator : UM/SJ

Sample - H3489-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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.

5.11 5.72 ng 64241 1,4-Dichlorobenzene-d4 8.05
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 43
3 Guanidine 59 CH5N3 000113-00-8 38
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 386 (5.108 min): BG022444.D (-380) (-) m/z 43.00 100.00%
43
59
5000
101
EEEEEEE S S
s 83 . 480 5.00 520 5.40
-ttt e m/z 59.00 68 .19%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U U LS L

480 5.00 520 5.40
59 m/z 101.00 30.37%

101
0 21 37, 53 ‘ 67 77 8 91
A I o e o R LA I e e e o S e I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R R RS R
480 5.00 520 5.40
5000 m/z 58.00 20.06%
101
28 59
70 84
15 53 78 95
O B o o e IR e e e o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Guanidine
3 59 480 5.00 520 5.40
m/z 41.00 9.13%
5000 18
28
12 | | ‘ ‘
O B L o o LN e o e e e o R REEEE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022444.D

Aca On 19 Jun 2016 4:38

Operator : UM/SJ

Sample - H3489-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.58 Concentration Rank 2

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

7.59 114.90 ng 1291000 1,4-Dichlorobenzene-d4 8.05
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 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 808 (7.588 min): BG022444.D (-800) (-) m/z 131.90 100.00%
132
5000 /\_
68
96 o S k0 7R 00
40 54 720 7.0 7.60 7.80 8.00
o....;--..:-.,:|-.|.'.,5?5..!,1.97..,..-.,....,....,....,....,... m/z 68.00  35.23%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R LR LR B
7.20 7.40 7.60 7.80 8.00
31 51 m/z 133.90 33.08%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.19%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 12.74%

5000
91 105
oL 3951 65 7 | 117 ) 146159 178 208 222
SN A SR ! S RO CANEUL NN G A -

m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022444.D

Aca On 19 Jun 2016 4:38

Operator : UM/SJ

Sample - H3489-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 5 Phenanthrene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.20 4.28 ng 99495 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 64
2 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 55
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 51
4 Naphthalene. 1.2-dihvdro-1-phenvl- 206 C16H14 016606-46-5 50
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 49

Abundance Scan 2784 (19.198 min): BG022444.D (-2782) (-) m/z 57.00 100.00%

5000
224 250266 283297 18.80 19.00 19.20 19.40 19.60
0 m/z 71.00 63.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60351: Phenanthrene, 2,3-dimethyl-
206
5000 191 TT T T[T T I T [T T T T[T T TT[TT
18. 80 19. OO 19 20 19. 40 19 60
m/z 43.00 54_.27%
89 103
IS~ U 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
R e R E e o R
18.80 19.00 19.20 19.40 19.60
5000 m/z 85.00 53.34%
189
76 102 152166

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60342: 9,10-Dimethylanthracene e o
18.80 19.00 19.20 19.40 19.60
m/z 206.00 49.68%

5000 191

89103

39 63 127 151165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022444.D

Aca On 19 Jun 2016 4:38

Operator : UM/SJ

Sample - H3489-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.31 3.77 ng 116376 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 86
2 Nonadecane 268 C19H40 000629-92-5 62
3 Eicosane 282 C20H42 000112-95-8 62
4 Heptadecane 240 C17H36 000629-78-7 62
5 Tetradecane 198 C14H30 000629-59-4 60

Abundance Scan 2973 (20.308 min): BG022444.D (-2969) (-) m/z 57.00 100.00%
57
T WJ\WJ
5000
137 163 183 246 20.00 20.20 20.40 20.60
o1 AL 203832130 1 hsz 71.00  72.26%
m/z--> 50 100 150 200 250 300 350
Abundance #82616: Tetradecane, 2,6,10-trimethyl-
57
5000 85 NSNSV R
20.00 20.20 20.40 20.60
113 15 m/z 85.00 53.07%
0 p Ll hh\ \\‘\ Al .‘ \\137 \‘ | 207225
m/z--> §o 160 1%0 260 2éo 360 3%0
Abundance
57
20.00 20,20 20.40 20.60 |
5000 85 m/z 43.00 51.90%
29
0 il 100 197 2% 28 WJ\'»MMJ‘
m/z--> - 'go' ' "160' B '1éo' ' "260' - '250' B '300' ' "350'
Abundance #107653: Eicosane  EEEmEEE R
57 20.00 20.20 20.40 20.60
m/z 214.90 28.03%
5000 85
29
ol ‘\‘ iyt 141 160 197 225 253 282
m/z--> 50 160 150 200 2éo 360 350 2050 2d20 2020 2obo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022444.D

Aca On 19 Jun 2016 4:38

Operator : UM/SJ

Sample - H3489-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.80 2.87 ng 88540 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 Tetradecane 198 C14H30 000629-59-4 78
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 76
Abundance Scan 3057 (20.802 min): BG022444.D (-3054) (-) m/z 57.00 100.00%
57
85
5000
3 113 154 195 327 352 20.40 20.60 20.80 21.00 21.20
o3 ,I. L J53233 30174 195 222243 272290309327 352 | s o 6007 o,
m/z--> 50 100 150 200 250 300 350
Abundance #73964: Hexadecane
57
5000 AU U B
85 mmmmmmmmmm
29 m/z 85.00 61.15%
0 “‘ i ‘\ \‘\ i 1:!'3 141 169 226
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance
57
o 20.40 20.60 20.80 21.00 21.20
5000 m/z 43.00 48 .33%
29 113
o 141 169 197 225 253 296
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #142112: Pentacosane A EEE TR L
57 20.40 20.60 20.80 21.00 21.20
m/z 55.00 21.52%
5000 85
113
oL 2Ly \ | )17t 169189 211 239 267 295 323 352
m/z--> 5'0 100 1&1;0 200 251;0 3(')0 3&1;0 20. 40 20 60 20 80 21. 00 21 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022444.D

Acq On 19 Jun 2016 4:38

Operator : UM/SJ

Sample - H3489-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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... 2.87 209.4 ng 2353330 1 8.05 224720 20.0
2-Pentanone, 4-hy... 5.11 5.7 ng 64241 1 8.05 224720 20.0
unknown7 .58 7.59 114.9 ng 1291000 1 8.05 224720 20.0
Phenanthrene, 2,3... 19.20 4.3 ng 99495 4 17.44 465364 20.0
Tetradecane, 2,6,... 20.31 3.8 ng 116376 5 21.70 617102 20.0
Hexadecane 20.80 2.9 ng 88540 5 21.70 617102 20.0
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