LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016499.D

Acq On 17 Apr 2015 21:36

Operator : TP/1Z

Sample - G1880-06

Misc :

ALS Vial : 14 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
1 2.751 6 11 20 rvv 119666 208727 5.86% 0.956%
2 2.834 20 25 30 rvv 112279 148755 4.18% 0.681%
3 2.881 30 33 41 rVB 26017 36618 1.03% 0.168%
4 4.773 349 355 369 rvB 174730 241074 6.77% 1.104%
5 5.249 430 436 447 rBV 1235933 1783282 50.11% 8.166%

6.853 701 709 726 rBV 1243854 1951380 54.83% 8.935%
7.199 761 768 782 rBV 1278728 1993166 56.00% 9.127%
7.657 840 846 853 rBvV 249304 381317 10.71% 1.746%
7.981 893 901 910 rBV 933290 1482733 41.66% 6.789%
8.815 1034 1043 1052 rBV 726742 1165009 32.73% 5.334%

=
QO ~NO®

11 10.442 1313 1320 1330 rBV 344013 566035 15.90% 2.592%
12 12.922 1735 1742 1754 rBV 1797967 2583958 72.60% 11.832%
13 13.762 1880 1885 1894 rBV 43622 64776 1.82% 0.297%
14 14.303 1971 1977 1987 rBV2 511612 757925 21.30% 3.470%
15 15.795 2224 2231 2246 rBV 1198586 1713968 48.16% 7.848%

16 17.046 2437 2444 2454 rBV2 645721 943355 26.51% 4._.320%
17 17.945 2592 2597 2606 rBV3 27321 49928 1.40% 0.229%
18 19.673 2885 2891 2905 rBV 2983286 3559064 100.00% 16.297%
19 20.936 3101 3106 3116 rBV 146100 220015 6.18% 1.007%
20 21.224 3149 3155 3165 rBV 800406 1008473 28.34% 4.618%

21 23.451 3527 3534 3544 rBV2 529683 979660 27.53% 4._.486%

Sum of corrected areas: 21839218

8270-BG040615.M Mon Apr 20 13:28:45 2015 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016499.D

Acq On : 17 Apr 2015 21:36

Operator : TP/1Z

Sample - G1880-06

Misc :

ALS Vvial : 14 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

Abundance TIC: BG016499.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016499.D

Acq On : 17 Apr 2015 21:36

Operator : TP/1Z

Sample - G1880-06

Misc :

ALS Vial : 14 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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.83 7.80 ng 148755 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 47
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 24 (2.828 min): BG016499.D (-20) (-) m/z 73.10 100.00%
7B
5000
| 207 2.80 2.90 3.00 3.10 3.20
e b e e el | m/z 43.100 28.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AR IUNRIN IR AR UL AR
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 23.92%
”"I”"I”"I”"I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 21.67%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide
2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 10.78%
5000
44 58
o )]
”'UIM"Mm"I”"I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016499.D

Acq On : 17 Apr 2015 21:36

Operator : TP/1Z

Sample - G1880-06

Misc :

ALS Vial : 14 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 3 unknown4.77 Concentration Rank 3

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

4.77 12.64 ng 241074 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 16
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 12
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 9

Abundance Scan 355 (4.773 min): BG016499.D (-349) (-) m/z 43.10 100.00%
43
59
5000
101
4.40 4.60 4.80 5.00 5.20
83
...,....,....,....-,'::..?.1.!'.|,....,?.3..,.'...,....',....,....,....,....,...., m/z 59.10 67.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 B UL R LR UL
101 440 460 480 500 520
28 59 m/z 101.10 31.31%
70 84
"wﬁ?v'ﬁk“ﬁh“ﬁamt““hm'ﬂkw“'w““l““v'“w“'w”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 500 520
5000 59 m/z 58.05 19.78%
31 83 o 101
mewwwwwmmmw
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 EBAREEEEEEE n
59 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.29%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016499.D

Acq On : 17 Apr 2015 21:36

Operator : TP/1Z

Sample - G1880-06

Misc :

ALS Vial : 14 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 4 unknown7.20 Concentration Rank 1

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

7.20 104.54 ng 1993170 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 768 (7.199 min): BG016499.D (-761) (-) m/z 131.95 100.00%
32
5000 o8
96 5 700 750 7a0 7 E0
40 - 54 75 103 6.80 7.00 7.20 7.40 7.60
e e B & L 15 e Tm/z 68.10  36.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 S
5000 ISR AL LIS L
6.80 7.00 7.20 7.40 7.60
78 m/z 134.00 33.64%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 22.08%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A Rmaas m s
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 13.98%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016499.D

Acq On : 17 Apr 2015 21:36

Operator : TP/1Z

Sample - G1880-06

Misc :

ALS Vial : 14 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 6 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.94 4.36 ng 220015 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Nonadecene 266 C19H38 018435-45-5 93
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 3107 (20.942 min): BG016499.D (-3101) (-) m/z 83.10 100.00%

9

5000

-

125
20.60 20.80 21.00 21.20

280
m/z 97.10 97 .74%

139153168 191 208203 244

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
69 83
4
20.60 20.80 21.00 21.20
111 m/z 57.10 92.58%
2 125
$ Il 139153167182196210224 252 280
AR RREEE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 5, 8397
B B A et
11 20.60 20.80 21.00 21.20
5000 m/z 55.10 83.24%
29 125
15 139154168182106210224238 266
m‘mmmmmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester B R RLas e
57 20.60 20.80 21.00 21.20
43 m/z 69.05 82.09%
83
97
5000
29 125
169 238
Ll 139154 196210 265 283
B BRRRREREE L e B B E R Eaas e
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\BG041715\
Data File : BG016499.D

Acq On 17 Apr 2015 21:36

Operator : TP/1Z

Sample - G1880-06

Misc :

ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.83 7.8 ng 148755 1 7.66 381317 20.0
unknown4 .77 4.77 12.6 ng 241074 1 7.66 381317 20.0
unknown? .20 7.20 104.5 ng 1993170 1 7.66 381317 20.0
5-Eicosene, (E)- 20.94 4.4 ng 220015 5 21.22 1008470 20.0
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