LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator - 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 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 F\METHODS\8270-BF011415.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 1.452 31 32 39 rBv 29849 61415 5.19% 0.672%
2 4.104 262 264 272 rBV 18520 42898 3.62% 0.469%
3 5.041 342 346 360 rVB 181090 354577 29.94% 3.879%
4 7.373 547 550 555 rBV 103672 198665 16.78% 2.173%
5 7.465 555 558 565 rVB 414006 759685 64.15% 8.311%
6 7.979 599 603 611 rBV 112067 181631 15.34% 1.987%
7 8.299 627 631 634 rBV 480801 746646 63.05% 8.168%
8 9.270 712 716 718 rBV 397604 595375 50.28% 6.513%
9 9.316 718 720 725 rVB 45031 72799 6.15% 0.796%
10 10.882 854 857 861 rBV 178015 255581 21.58% 2.796%

11 13.534 1085 1089 1092 rBV 783405 1179740 99.62% 12.906%
12 15.008 1215 1218 1222 rVB 165987 282171 23.83% 3.087%

13 16.551 1350 1353 1357 rBvV 45992 55326 4.67% 0.605%
14 16.631 1357 1360 1361 rBV 11383 15795 1.33% 0.173%
15 16.677 1361 1364 1367 rBV 496204 716615 60.51% 7.839%
16 16.825 1375 1377 1381 rBV3 9790 12802 1.08% 0.140%
17 16.905 1381 1384 1387 rBV 143904 187135 15.80% 2.047%
18 17.134 1401 1404 1407 rBV 40427 60674 5.12% 0.664%

19 17.774 1457 1460 1463 rBV 236395 306113 25.85% 3.349%
20 18.757 1543 1546 1549 rBV 83413 112375 9.49% 1.229%

21 19.386 1598 1601 1604 rVB 62490 63239 5.34% 0.692%
22 19.466 1605 1608 1611 rVB 74192 106474 8.99% 1.165%
23 19.900 1643 1646 1649 rBvV 63595 68552 5.79% 0.750%
24 20.003 1653 1655 1658 rVV 1021126 1184224 100.00% 12.955%
25 20.792 1720 1724 1726 rBV 45312 50219 4.24% 0.549%
26 20.849 1726 1729 1731 rVV 13984 19182 1.62% 0.210%
27 20.929 1734 1736 1739 rVB 7100 12582 1.06% 0.138%
28 21.146 1753 1755 1757 rBV 21768 29086 2.46% 0.318%
29 21.180 1757 1758 1760 rVB 51745 50259 4.24% 0.550%

30 21.272 1761 1766 1769 rBV 322722 397880 33.60% 4 _.353%

31 21.477 1781 1784 1786 rBV 110338 156834 13.24% 1.716%

32 21.660 1798 1800 1804 rVB2 19593 24377 2.06% 0.267%
33 22.037 1830 1833 1838 rBV 19301 33473 2.83% 0.366%
34 22.255 1849 1852 1855 rBV5 3845 11852 1.00% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator - 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 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 F\METHODS\8270-BF011415.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 22.403 1863 1865 1868 rVB2 16953 22204 1.87% 0.243%
36 22.472 1868 1871 1873 rBV 14771 25241 2.13% 0.276%
37 22.769 1894 1897 1900 rBV2 11420 23523 1.99% 0.257%
38 22.906 1906 1909 1912 rBV 257001 307995 26.01% 3.369%
39 23.112 1925 1927 1931 rBV5 12159 20490 1.73% 0.224%
40 23.192 1931 1934 1936 rVvVv 125075 188317 15.90% 2.060%
41 23.466 1955 1958 1959 rBV2 15610 21821 1.84% 0.239%
42 23.500 1959 1961 1963 rVB3 8837 13402 1.13% 0.147%
43 24.186 2017 2021 2022 rBv4 7194 15123 1.28% 0.165%
44 24.449 2042 2044 2048 rVB5 15045 25939 2.19% 0.284%
45 24.803 2074 2075 2078 rBV3 8516 18161 1.53% 0.199%
46 25.089 2096 2100 2104 rBvV2 19843 52664 4 _.45% 0.576%

Sum of corrected areas: 9141131
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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: BF076956.D
1000000

800000

600000

8.30

7.46
400000 9.27

200000 5.04
7. 7.98

1.45 4.10 A 32
A LMD GENIMERURESN/ ShtEUENEEUES S | SN MMM L SUNSEY | S S S
I | I | T I I [ | I I I I 1 I I I

Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF076956.D
1000000

800000 13.53

600000
16.68

400000

17.77
200000 10.88 15.01 16.91

1
3.Agl7l.\13
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BF076956.D
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400000

21.27

200000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown4.10 Concentration Rank 9

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

4.10 4.72 ng 42898 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
2 2-Nonanone 142 C9H180 000821-55-6 9
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
4 Guanidine 59 CH5N3 000113-00-8 5
5 Acetone 58 C3H60 000067-64-1 5

Abundance Scan 264 (4.104 min): BF076956.D (-262) (-) m/z 43.10 100.00%
43
59
5000
101 L L I I I
83 3.80 4.00 4.20 4.40
L R o o oSN M m/z 59.10 70.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59
5000 R U R U L
3.80 4.00 4.20 4.40
101 m/z 101.00 19.94%
41
15 | \3\1 ! ‘ | ‘ 53\\\‘ . qg 8\3
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
380 4.00 420 440
5000 m/z 58.00 18.52%
58 -
84 109
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7949: 2-Pentanone, 4-hydroxy-4-methyl- e
43 3.80 4.00 4.20 4.40
m/z 41.00 9.01%
5000
58
28 101
"|“"w'““"“Tl“'l“"w"w??'wgg“l'“'”“"w"' R U R TR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown7.46 Concentration Rank 1

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

7.46 83.65 ng 759685 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 558 (7.465 min): BF076956.D (-555) (-) m/z 132.00 100.00%
132
5000 68 /\
0,50 (175, % 04 720 740 7.60 7.80
m/z 68.10 41.02%
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
5000 NI IR SR I B
7.20 7.40 7.60 7.80
0,
314 5L 78 m/z 134.00 31.84%
s |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 740 7.60 7.80
5000 m/z 66.05 29.84%
33 44 97 105
51 60 7078 g 115
memwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole B e
132 720 7.40 7.60 7.80
m/z 69.10 17.77%
5000
104
66
14 27 37445158 7 7T g9 g7 | 115 ‘
e 3o % 4 o B T 6o 8 1% 16 1 130 180 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Benzenesulfonamide, 2-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.55 3.61ng 55326  Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 91

2 Benzene. l-methvIl-3-nitro- 137 C7H7NO2 000099-08-1 22
3 Benzene. l-methvl-4-nitro- 137 C7H7NO2 000099-99-0 22
4 2.4-Octadivne 106 C8H10 002809-71-4 22
5 Cycloheptatrienylium, iodide 218 C7H71 001316-80-9 14
Abundance Scan 1353 (16.551 min): BF076956.D (-1350) (-) m/z 90.10 100.00%
106
5000 65
39 137 T
o1 w 150 171 16.20 16.40 16.60 16.80
e B o B ama o m/z 91.00 73.89%
m/z--> 20 40 80 100 120 140 160 180
Abundance #37046: Benzenesulfonamide, 2-methyl-
90
106
5000
65 171 16.20 16.40 16.60 16.80
39 137 154 m/z 106.00 69.97%
Bo® e 7y |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
91
137
65 16.20 16.40 16.60 16.80
5000 m/z 65.00 47 .65%
107
30 39 51 " 121
miz--> 20 40 ' 80 100 120 140 160 180 /\
Abundance #16068: Benzene, 1-methyl-4-nitro- S A R
91 16.20 16.40 16.60 16.80
137 m/z 89.00 36.06%
65
5000
28 % 107
51 77
T }?l"%"‘ﬂt'”"\w“" NI"Ml'I T }$%' AR RRR R T ""I""I'A"IA"'I'
m/z--> 20 40 80 100 120 140 160 180 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Benzenesulfonamide, 4-methyl-

Concentration Rank 4

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

16.91 12.23 ng 187135 Phenanthrene-d10 17.77

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HONO2S 000070-55-3 96
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 90
3 Tolbutamide 270 C12H18N203S 000064-77-7 87

1000255-60-3 86
1000130-34-4 83

4 Thiosulfuric acid. S-I2-I3-(4-me... 381 C12H19N305S3
5 N-p-toluenesulfonyl-I-threonine,... 363 C18H21NO5S

Abundance Scan 1384 (16.905 min): BF076956.D (-1381) (-) m/z 91.00 100.00%
il
5000
65 155171
107
39 | 139 16.60 16.80 17.00 17.20
bbb bbb e .| M7z 65,10 36.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37051: Benzenesulfonamide, 4-methyl-
il
5000 171 ||||||A||||||||||||
65 155 16.60 16.80 17.00 17.20
39 107 \ m/z 171.00 34 .25%
.”“”qnhﬂ”ﬂﬂhﬂyqnpgu.u.””.”.””.”.””“”q””“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
a1
L
16.60 16.80 17.00 17.20
5000 155171 m/z 155.00 28.53%
65 107
41 139 196 226243 264 316
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100179: Tolbutamide AR
il 16.60 16.80 17.00 17.20
m/z 107.00 23.94%
5000
41 65 155171
‘ 107
LS O ™ ™ S U R SUPY | G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknownl7.13 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.13 3.96 ng 60674 Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Amino-2.6-dihvdroxvpvrimidine 127 C4H5N302 000873-83-6 47
2 1-Methvl-3-nitropvrazole 127 C4H5N302 054210-32-1 46
3 Propvlphosphonic acid. fluoroanh... 238 C11H24FO02P 1000273-50-7 42
4 6-Azathvmine 127 C4H5N302 000932-53-6 40
5 2,5-Pyrrolidinedione, 1l-ethyl- 127 C6HONO2 002314-78-5 38
Abundance Scan 1404 (17.134 min): BF076956.D (-1401) (-) m/z 127.00 100.00%
5000 84
42 110 RN BN B SN
55 70 o8 | 183 o7 16.80 17.00 17.20 17.40
e 8 | M/z 84.10  37.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11327: 4-Amino-2,6-dihydroxypyrimidine
127
A
5000 68 RN BN B SN
43 16.80 17.00 17.20 17.40
84 g m/z 110.00 23.20%
15 29 H\‘ > T
m/z--> 20 40 eb 80 100 120 140 160 180 200 220
Abundance
127
16.80 17.00 17.20 17.40 |
5000 m/z 42.10 20.63%
42
97
>4 66 80 111
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80685: Propylphosphonic acid, fluoroanhydride, 1-methylhe... e  EEAEEEamE
127 16.80 17.00 17.20 17.40
m/z 153.00 14 .58%
5000
41
5 . 153
831“138165181193 a3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 9 1-Penten-3-ol, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.39 4.13 ng 63239 Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-ol. 2-methvl- 100 C6H120 002088-07-5 59
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 43
3 Cis-3-methvlpent-3-ene-5-0l 100 C6H120 030804-75-2 37
4 Acetaldehvde. propvlhvdrazone 100 C5H12N2 007422-88-0 36
5 (+-)-3-Methyl-1-penten-3-o0l 100 C6H120 086361-10-6 36

Abundance Scan 1601 (19.386 min): BF076956.D (-1598) (-) m/z 71.10 100.00%

!
55

5000

43

19.00 19.20 19.40 19.60 19.80
m/z 55.05 63.20%

100

117129 145
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #3821: 1-Penten-3-ol, 2-methyl-
71
5000
43 19.00 19.20 19.40 19.60 19.80
5 m/z 73.10 56.74%
‘ 100
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 R e R REREn
19.00 19.20 19.40 19.60 19.80
5000 m/z 43.05 27.83%
56

27 83 og
111 157 143 159 173185198 215 243

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

Abundance #3841: Cis-3-methylpent-3-ene-5-ol
7 19.00 19.20 19.40 19.60 19.80
m/z 41.10 25.49%
41
5000
100
||||3||||| SRS SEEBA B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 10 Cyclic octaatomic sulfur Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.47 6.96 ng 106474 Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 90
2 Benzoic acid. 2.5-dinitro- 212 C7H4N206 000610-28-6 59
3 Acetonitrile. 2-(5-chloro-3-oxo-... 248 C8H9CIN20S2 1000269-94-4 9
4 2.3-Diazabicvclol3.2.0Thept-2-en... 176 C7H7F3N2 1000258-92-2 9
5 7-Amino-7H-S-triazolo[5,1-c]-S-t... 156 C3H4N6S 013728-28-4 9
Abundance Scan 1608 (19.466 min): BF076956.D (-1605) (-) m/z 63.95 100.00%
64
5000
128 160
96 256 I B e I e
40 | 1T2 pou | 19.20 1940 19.60 19.80
w'“l“'wl“'w'“W“'W'L'w'““”'w'““w'“l“'w'“Jw' m/z 127.90 35.32%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92478: Cyclic octaatomic sulfur
64
5000 LR B UL SULL UL
19.20 19.40 19.60 19.80
3 128 - m/z 159.85 32.03%
96 160 192
NN T N (- N S Sy SN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
30 75
92 SRR SR SN U
168 /19.20 19.40 19.60 19.80
m/z 95.90 20.54Y%
5000 50 120 212 0
105 135148 195
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87462: Acetonitrile, 2-(5-chloro-3-oxo-3H-1,2-dithiol-4-y... A E
64 19.20 19.40 19.60 19.80
248 m/z 255.80 18.74%
41 79 206
5000 233
179
bl e | |
||||l‘|l“|‘l“lm ‘h ‘H‘\ M‘HH\HMM ‘m \ m \H H H‘\ 1‘65 M::l‘:‘ l‘:‘:‘%2?||“| |‘|“||||| S N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.20 1940 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 11 Hexadecanoic acid, butyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.90 3.45 ng 68552 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 80
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 45
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 1646 (19.900 min): BF076956.D (-1643) (-) m/z 56.10 100.00%
56
5000
73 L
3 Hl 97 179 185 213 239 27 19.60 19.80 20.00 20.20
el e | Mz 57.10  60.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
19.60 19.80 20.00 20.20
29 129 23 257 m/z 41.10 45 .24%
| h H n 101 7" 157 185 A 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56
19.60 19.80 20.00 20.20
5000 m/z 43.05 38.86%
29 73
97113 157 185 23 239757 g gpp
R R R R s L LA A L LA LA AN LRSS LAY LA AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester
57 19.60 19.80 20.00 20.20
m/z 55.00 36.18%
5000 4( -
257
18 H JH i m\ 1 ﬁ ® 157 185 213 ‘ H 282 312
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 360 ' 19.60 19.80 20.00 20.20

8270-BF011415.M Tue Jan 20 11:56:36 2015

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 12 Octadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
20.79 2.52 ng 50219 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 38
3 2-Methvl-1-octadecene 266 C19H38 061868-20-0 38
4 2-Methylhexadec-1-ene 238 C17H34 061868-19-7 32
5 2-Methyl-1-tetradecene 210 C15H30 052254-38-3 32

Abundance Scan 1724 (20.792 min): BF076956.D (-1720) (-) m/z 56.10 100.00%
56
5000
3 129
3 i 97 185 a1 267285 20.40 20.60 20.80 21.00 21.20
S . m/z 57.10 58.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 DA DA A BRI BN
20.40 20.60 20.80 21.00 21.20
29 m/z 41.05 36.08%
‘ ‘ 129 185 267285
|||‘|||‘|‘|||‘ h H . \U\”\IMH\I\M T ||]|-|5|7|||| T — |2|:|I-|3|||2|4|1||| |‘||| l‘u: |3|]|-:!- |||3|4|0||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
20,40 20.60 20.80 21.00 21.20
5000 m/z 43.10 34 .54%
29 84

125
105 | 142 168 196 224

WMWWWWWWTWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98173: 2-Methyl-1-octadecene R A EREEEEEEa T
20.40 20.60 20.80 21.00 21.20
m/z 55.05 33.46%

5000

111

139 165182 210 238 266
s S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20.40 20.60 20.80 21.00 21.20

8270-BF011415.M Tue Jan 20 11:56:37 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 13 unknown21.18 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.18 2.53 ng 50259 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Pvridinol. 6-methvl-2-(methvlt... 155 C7H9NOS 023003-25-0 43
2 Cyclohexanol. 1-butvl-4-(1.1-dim... 212 C14H280 053188-79-7 43
3 4-Pvrimidinamine. 5-methvl-2-(me... 155 C6H9N3S 054308-64-4 38

4 Benzaldehvde. 4-chloro-. oxime., ... 155 C7H6CINO 003717-23-5 38
5 Hexadecanoic acid, 9,10,16-trihy... 304 C16H3205 006949-98-0 38
Abundance Scan 1758 (21.180 min): BF076956.D (-1757) (-) m/z 155.05 100.00%
185
57
5000
43 71 81 113 126
173 20 20.80 21.00 21.20 21.40 21.60
-..,...hJ,....,....,.?.., m/z 57.10 56.68%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #26740: 3-Pyridinol, 6-methyl-2-(methylthio)-
122 155
5000 TTTT LI L L L ™1
53 20.80 21.00 21.20 21.40 21.60
27 80 94 m/z 43.10 28.52%
112
I O Y Nl YT A
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
155
113 e o Bmasma
57 20.80 21.00 21.20 21.40 21.60
5000 m/z 71.10 26 .49%
81
41
29 67 95 137
123 169179 104 212
B T e o
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #26663: 4-Pyrimidinamine, 5-methyl-2-(methylthio)-
155 20.80 21.00 21.20 21.40 21.60
m/z 113.10 25.03%
109
5000
82
\H H‘ 6\9 ‘ | 95 1 141
,...w....w...,”..,.”.,..”,...w....“...,”.., e
miz--> 20 40 80 100 120 140 160 180 200 20.80 21.00 21.20 21.40 21.60

8270-BF011415.M Tue Jan 20 11:56:38 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 15 unknown23.19 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.19 12.23 ng 188317 Perylene-di12 22.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methvl-4-octanone 142 C9H180 006175-51-5 40
2 2.6-Octadiene-4.5-diol 142 C8H1402 004486-59-3 38
3 Furan. 2-butvltetrahvdro- 128 C8H160 001004-29-1 37
4 2.2-Dimethvlperhvdro-1.3-oxazine 115 C6H13NO 073155-29-0 36
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 33

Abundance Scan 1934 (23.192 min): BF076956.D (-1931) (-) m/z 71.10 100.00%

7
5000 k_

43 100 AR AR
143 22. 80 23. 00 23.20 23.40 23.60
,....'L,l. Lof 12077ies 105 281 30 o URE G 41030
m/z--> 0 50 100 150 200 250 300
Abundance #19166: 5-Methyl-4-octanone

5000 L L B
22. 80 23. 00 23. 20 23. 40 23 60

100 m/z 73.05 35.73%

sl e
m/z--> 0 50 100 150 200 250 300
Abundance
71

22. 80 23. 00 23. 20 23.40 23 60

5000 m/z 43.10 17 .43%
43
95 125147
T T T T
m/z--> 0 50 100 150 200 250 300
Abundance #12176: Furan, 2-butyltetrahydro- R ARRamsEEEA S
71 22.80 23.00 23.20 23.40 23.60

m/z 100.10 15.91%

5000
43

97 128

I
m/z--> 0 50 100 150 200 250 300 22. 80 23.00 23.20 23. 40 23.60

15 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076956.D

Aca On : 20 Jan 2015 8:36

Operator =: 1Z / TP

Sample : 6G1101-02

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 16 Heptafluorobutyric acid, 2-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.09 3.42 ng 52664 Perylene-di12 22.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. 2-tetra... 298 C9H9F703 1000216-78-5 50
2 2.5-Dimethvicvclohexanol 128 C8H160 003809-32-3 43
3 2-Methoxvcvclohexanone 128 C7H1202 007429-44-9 43
4 2.2-Dimethvlperhvdro-1.3-oxazine 115 C6H13NO 073155-29-0 40
5 Butane, 2,2"-[methylenebis(oxy)]... 188 C11H2402 054699-28-4 36
Abundance Scan 2100 (25.089 min): BF076956.D (-2096) (-) m/z 71.05 100.00%
7
2000 T MM/\WW”
4CT ‘ 8|5 | 115129 145 162176 191 209 281 I 24 80 25 00 25 20 25 40 ”
e b e S a2 Tm/z 55.10 0 50.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116795: Heptafluorobutyric acid, 2-tetrahydrofurylmethyl ...
43 71

5000 LIS L L L L L L L
24, 80 25. 00 25 20 25. 40
85 100 169 m/z 73.05 29.86%
7 119 150 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
24.80 25.00 25.20 25.40
5000 m/z 100.00 18.92%
55
41 95 110
27 128
Wmmﬁwrwwmmmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11805: 2-Methoxycyclohexanone T T
7 24.80 25.00 25.20 25.40
m/z 43.10 18.64%
5000
41
r ‘ 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24, 80 25. 00 25 20 25. 40

8270-BF011415.M Tue Jan 20 11:56:40 2015 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
Data File : BF076956.D

Acq On : 20 Jan 2015 8:36

Operator - 1Z / TP

Sample - G1101-02

Misc W

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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]
unknown4 .10 4.10 4.7 ng 42898 1 7.98 181631 20.0
unknown? .46 7.46 83.7 ng 759685 1 7.98 181631 20.0
Benzenesulfonamid... 16.55 3.6 ng 55326 4 17.77 306113 20.0
Benzenesulfonamid... 16.91 12.2 ng 187135 4 17.77 306113 20.0
unknownl17.13 17.13 4.0 ng 60674 4 17.77 306113 20.0
1-Penten-3-o0l, 2-_... 19.39 4.1 ng 63239 4 17.77 306113 20.0
Cyclic octaatomic... 19.47 7.0 ng 106474 4 17.77 306113 20.0
Hexadecanoic acid... 19.90 3.5 ng 68552 5 21.27 397880 20.0
Octadecanoic acid... 20.79 2.5 ng 50219 5 21.27 397880 20.0
unknown21.18 21.18 2.5 ng 50259 5 21.27 3978380 20.0
unknown23.19 23.19 12.2 ng 188317 6 22.91 307995 20.0
Heptafluorobutyri... 25.09 3.4 ng 52664 6 22.91 307995 20.0
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