LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016349.D

Acq On : 11 Apr 2015 11:43

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG040615.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 height area % max. total

2.794 13 18 27 rBvV 128725 205370 10.76% 1.348%
2.870 27 31 36 rvv 91588 106533 5.58% 0.699%
rvB3 17132 21477 1.12% 0.141%
4.204 254 258 265 rBV 29548 41199 2.16% 0.271%
4.803 355 360 368 rvB 115899 165482 8.67% 1.087%
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5.279 435 441 450 rBvV 808782 1120991 58.71% 7.360%
6.872 706 712 725 rBV 801075 1258558 65.91% 8.263%
rBv 815294 1255705 65.76% 8.245%
7.688 843 851 859 rBvV 221362 342115 17.92% 2.246%
8.011 897 906 914 rBV 562501 889698 46.59% 5.841%
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11 8.846 1041 1048 1059 rBvV 471334 739987 38.75% 4 _.859%
12 10.473 1318 1325 1334 rBV 317295 533271 27.93% 3.501%
13 12.947 1740 1746 1762 rBV 1005147 1487248 77.89%% 9.765%
14 13.787 1884 1889 1898 rBV 61799 87605 4_.59% 0.575%
15 14.327 1975 1981 1990 rVB2 487719 750863 39.32% 4 _.930%

16 15.185 2121 2127 2131 rVB 22187 28575 1.50% 0.188%
17 15.820 2226 2235 2246 rBV 759893 1073617 56.23% 7.049%
18 16.043 2269 2273 2281 rBV2 25124 41885 2.19% 0.275%
19 17.071 2442 2448 2457 rBV2 643004 896480 46.95% 5.886%
20 17.964 2595 2600 2610 rBVZ2 53166 90325 4.73% 0.593%
21 19.251 2813 2819 2826 rBv4 21420 41177 2.16% 0.270%
22 19.698 2889 2895 2904 rBV 1556424 1909447 100.00% 12.537%
23 20.385 3007 3012 3018 rBV3 13533 20673 1.08% 0.136%

24 20.961 3105 3110 3121 rBV 168484 265744 13.92% 1.745%
25 21.243 3153 3158 3168 rBV 650592 880108 46.09% 5.779%

26 21.825 3254 3257 3262 rBV5 16582 31851 1.67% 0.209%
27 22.283 3332 3335 3339 rVB4 18291 21956 1.15% 0.144%
28 22.418 3355 3358 3366 rVB3 20890 30007 1.57% 0.197%
29 22.794 3419 3422 3427 rVB2 22069 30565 1.60% 0.201%

30 23.481 3532 3539 3549 rBV2 451930 862147 45.15% 5.661%

Sum of corrected areas: 15230659

8270-BG040615.M Mon Apr 13 14:16:24 2015 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016349.D

Acq On : 11 Apr 2015 11:43

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016349.D
1400000
1200000

1000000
5.28 7.22
800000 6.87
600000 8.01

8.85

400000 10.47

7.69
2000001278 4.80
.92 4.20 L

R e T L L L o = SMEEUEEML ISR

T 1
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016349.D

1970
1400000

1200000

1000000 12.95

800000 15.82
17.07

600000
14.33

400000

200000

1379 15.19 t16.04 17.96 1925 || 20.3

A
T T T
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Time--> 12.00 12.50 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
Abundance TIC: BG016349.D

1400000
1200000
1000000

800000
21.24

600000
23.48

400000

200000{  20.96
21,82 2228842 22.79

R R ———

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\BG041015\
Data File : BG016349.D

Acq On : 11 Apr 2015 11:43

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.87 6.23 ng 106533 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9

Abundance Scan 31 (2.870 min): BG016349.D (-27) (-) m/z 73.05 100.00%
7B
5000 !
43 55 87
39 2.802.903.003.10 3.20 3.30
, 50 | 59 69| |, 78 83
W”“PmP”W”W“W””W”H“+”W””L”P”W”WLW“”W“P”W“Wm m/z 43.10 27.52%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl- \AL
73
43 2.802.903.003.10 3.20 3.30
55 87 m/z 87.10 25.24%
‘2? 33 39 4650 ‘ 59 69|
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
73
2.802.903.003.10 3.20 3.30
5000 m/z 55.10 20.39%
44 58
18 27
15 40 54
A RRAL) KAL) RARRN LARE) RAL) RARN RARAN ALY LRSS RRANS RALA WAL RARLY LALLM KARRA REAR) LARE) RALLA LALN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl-
30 2.802.903.003.10 3.20 3.30
m/z 71.10 10.97%
5000 43 87
15 72
18 27 39.//46 5154 59 68 |
m/z--> 5 10 15 20 25 30 35 4'0 45 50 55 6|O 65 70 75 80 85 9'0 95 2.802.903.003.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016349.D

Acq On : 11 Apr 2015 11:43

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 3 2-Pentene, 4,4-dimethyl-, (E)- Concentration Rank 7

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

4.20 2.41 ng 41199 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 83
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 83
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 78

Abundance Scan 257 (4.198 min): BG016349.D (-254) (-) m/z 83.10 100.00%
- 83
5000 98
43 VEVEEIVES A U
| | 207 3.80 4.00 4.20 4.40 4.60
sl m/z 55.10 78 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)-
55 83
5000 41 SRS SR SRR
3.80 4.00 4.20 4.40 4.60
7 % m/z 98.10  42.80%
1? L 67
1y AN il |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
380 4.00 420 4.40 4.60
5000 43 m/z 43.10 26 .87%
98
29
67
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- A EEaEE e
5 83 3.80 4.00 4.20 4.40 4.60
m/z 39.10 21.96%
41
5000 7 o8
15 ‘ 69
"ﬂ|“J“W“”M|'w“rl'“1"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016349.D

Acq On : 11 Apr 2015 11:43

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.80 9.67 ng 165482 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
4 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 23
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 359 (4.797 min): BG016349.D (-355) (-) m/z 43.10 100.00%
43
59
5000
101 I I G
73 4.40 460 4.80 5.00 5.20
el S3ll L 8 L Tm/z 59.10  64.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS L R
440 4.60 4.80 5.00 5.20
59 m/z 101.10 26.94%
21 37 53 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 4.60 480 5.00 520
5000 m/z 58.05 18.90%
101
15 58
28 37 51 69 84
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 440 4.60 4.80 5.00 5.20
m/z 73.05 12.49%
5000 101
28 59
15 ‘ 70 84
"'I'“*'I"Hjl"'“ﬁ'l"l?ﬂlli""l”'jgl'l"l'9$'la"'l' LR AR S LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016349.D

Acq On : 11 Apr 2015 11:43

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 unknown7.22 Concentration Rank 1

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

7.22 73.41 ng 1255710 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 771 (7.218 min): BG016349.D (-765) (-) m/z 132.00 100.00%
32
5000 68
96 N 700 7 b0 7 a0 7RO
40 54 75 103 6.80 7.00 7.20 7.40 7.60
....,...::n:..“ﬁ.-.-..,‘?l.',....,..?.7,..!.,.'...,....,....,'...,.. m/z 68.10 38.65%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 NI L IR IR I
a1 o7 6.80 7.00 7.20 7.40 7.60
53 117 m/z 134.00 30.96%
34 “\ ‘\ 61| \7? 89 | 103110 | 124 ||
miz--> % 4 % 8 7 8 90 100 1o 130 130 140
Abundance
132
69 R L UL IR I
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 22.89%
31 g5 ,, 51 8
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 13.70%
5000
33 44 o g7 105
78
"”I'L"I""?%'”iq"'l'"ll'ﬁql"'kl'J”' }}ﬁl""l"" T I N L L L
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016349.D

Acq On : 11 Apr 2015 11:43

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 7 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.96 2.02 ng 90325 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 10
Abundance Scan 2599 (17.959 min): BG016349.D (-2595) (-) m/z 73.10 100.00%
73
43 60
5000 129
o1 115
143157171185 oo 13 256 17.60 17.80 18.00 18.20
m/z 60.10 85.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 17.60 17.80 18.00 18.20
. 213 m/z 57.10 78.47%
185
T I‘l - I‘I‘I ||||| | HH‘ MH |M T Iulwl |]|-4‘|.3|| "l . |‘| . |‘| I]:ggl . I‘I 2|2|7|?49| . I‘ —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
17.60 17.80 18.00 18.20
5000 129 m/z 43.05 77 .81%
29 87 185 228
99 115 ' 143,57171 199213
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #83686: Pentadecanoic acid
43 60 73 17.60 17.80 18.00 18.20
m/z 55.10 63.13%
129
5000 29 ”
‘ ‘H 1115 3157171185 19
‘::‘l‘i‘””l”l‘uh‘ H M \\‘\ H‘uliuuu‘ |||| ||| ‘ |2:|I-|32|2|5|||‘|||||||
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\BG041015\
Data File : BG016349.D

Acq On : 11 Apr 2015 11:43

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 8 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.96 6.04 ng 265744 Chrysene-d12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 93
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3110 (20.961 min): BG016349.D (-3105) (-) m/z 83.05 100.00%
57 97
43

5000
125

20.60 20.80 21.00 21.20
m/z 57.10 99.49%

140154168182 209 237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane
41 55

69 g3

5000
20.60 20.80 21.00 21.20

m/z 97.10 88.20%

126140154 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

4 20.60 20.80 21.00 21.20
5000 111 m/z 55.10 86.06%

97

21 139153167160 p9224 252

wﬁmm’mﬁm‘wmwmwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
3

20.60 20.80 21.00 21.20
m/z 69.10 83.83%

5000

29
1261401541681827 210 238252066 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016349.D

Acq On : 11 Apr 2015 11:43

Operator : TP/1Z

Sample - G1822-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.87 6.2 ng 106533 1 7.69 342115 20.0
2-Pentene, 4,4-di... 4.20 2.4 ng 41199 1 7.69 342115 20.0
2-Pentanone, 4-hy... 4.80 9.7 ng 165482 1 7.69 342115 20.0
unknown7 .22 7.22 73.4 ng 1255710 1 7.69 342115 20.0
n-Hexadecanoic acid 17.96 2.0 ng 90325 4 17.07 896480 20.0
Cyclopentadecane 20.96 6.0 ng 265744 5 21.25 880108 20.0
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