LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\

Data File : BF0O77978.D

Aca On - 26 Mar 2015 5:29 Instrument :
Operator : TP/1Z BNA_F

Sample - G1643-09 ClientSampleld :
Misc - MW-10-3-23-15
ALS Vial : 24 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-BF031115.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

1.378 38 43 46 rVB 218701 397054 24.16% 2.885%
1.527 54 56 59 rBvV 230296 308733 18.78% 2.243%
75 83 rBvV 50413 77982 4.74% 0.567%
4.841 344 346 352 rBV 35811 53123 3.23% 0.386%
5.379 390 393 396 rBV 345215 373817 22.74% 2.716%
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6.670 504 506 516 rVB 219079 231893 14.11% 1.685%
6.807 516 518 520 rBV 906287 847588 51.57% 6.158%
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538 540 rBV2 12661 17578 1.07% 0.128%

7.093 540 543 545 rBV 322210 286810 17.45% 2.084%

1 7.196 550 552 555 rBvV 47158 51947 3.16% 0.377%
11 7.276 557 559 562 rBvV 838160 856007 52.08% 6.219%
12 7.413 569 571 573 rBV 28972 23770 1.45% 0.173%
13 7.505 577 579 583 rvB2 9190 20843 1.27% 0.151%
14 7.630 588 590 593 rBvV2 71545 98117 5.97% 0.713%
15 7.756 599 601 602 rBvV 51906 44633 2.72% 0.324%
16 7.790 602 604 606 rvB 747097 653886 39.78% 4._.751%
17 8.110 631 632 637 rVB 8441 17018 1.04% 0.124%
18 8.270 643 646 647 rBv2 8806 16975 1.03% 0.123%
19 8.350 651 653 655 rvB 49621 44186 2.69% 0.321%
20 8.670 679 681 683 rBv 503359 438605 26.69% 3.187%
21 8.739 685 687 690 rvB 41962 44038 2.68% 0.320%
22 8.922 700 703 705 rBvV 32951 34732 2.11% 0.252%
23 8.979 706 708 710 rVB 28377 24783 1.51% 0.180%
24 9.025 710 712 714 rBV 21611 20501 1.25% 0.149%
25 9.162 720 724 725 rBV 18147 23528 1.43% 0.171%
26 9.253 725 732 734 rVB3 13175 28155 1.71% 0.205%
27 9.493 750 753 755 rVB3 84022 105036 6.39% 0.763%
28 9.596 760 762 767 rBV2 32491 56398 3.43% 0.410%
29 9.699 770 771 774 rBV2 23658 27171 1.65% 0.197%
30 10.019 797 799 801 rBV 1640085 1465172 89.15% 10.645%
31 10.156 807 811 813 rBV2 13389 22499 1.37% 0.163%
32 10.202 813 815 816 rBV 20562 20435 1.24% 0.148%
33 10.453 835 837 841 rVB 26754 34796 2.12% 0.253%
34 10.522 841 843 846 rBV3 11841 30704 1.87% 0.223%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\

Data File : BF0O77978.D

Aca On - 26 Mar 2015 5:29 Instrument :
Operator : TP/1Z BNA_F

Sample - G1643-09 ClientSampleld :
Misc - MW-10-3-23-15
ALS Vial : 24 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-BF031115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.579 846 848 850 rvVvB3 11727 22633 1.38% 0.164%
36 10.739 860 862 864 rBV3 15523 19997 1.22% 0.145%
37 10.842 869 871 873 rVB 413855 494066 30.06% 3.590%
38 11.059 888 890 892 rBvV2 19356 29078 1.77% 0.211%
39 11.162 897 899 901 rvv 32590 57808 3.52% 0.420%
40 11.242 904 906 909 rvv2 21316 41605 2.53% 0.302%
41 11.322 911 913 916 rvVv 19829 32751 1.99% 0.238%
42 11.379 916 918 921 rVvv4 11059 20949 1.27% 0.152%
43 11.425 921 922 924 rVvV 14401 24428 1.49% 0.177%
44 11.471 924 926 928 rvV 20180 29705 1.81% 0.216%
45 11.516 928 930 932 rVB 19629 17720 1.08% 0.129%
46 11.642 938 941 943 rVB2 13597 21509 1.31% 0.156%
47 11.711 943 947 950 rBV2 12367 23837 1.45% 0.173%
48 11.814 954 956 959 rBV 830553 865750 52.67% 6.290%
49 12.019 972 974 977 rBV 72657 83692 5.09% 0.608%

50 12.076 977 979 981 rvVv 116852 142279 8.66% 1.034%

51 12.122 981 983 985 rvv2 107774 151216 9.20% 1.099%
52 12.168 985 987 988 rvv2 81145 135824 8.26% 0.987%
53 12.191 988 989 991 rvv 88087 86526 5.26% 0.629%
54 12.236 991 993 997 rvv3 51898 131928 8.03% 0.959%
55 12.305 997 999 1001 rvv2 87131 149445 9.09% 1.086%

56 12.351 1001 1003 1005 rVvVv 162372 184450 11.22% 1.340%
57 12.396 1005 1007 1012 rVB 82451 103906 6.32% 0.755%
58 12.579 1021 1023 1025 rBV 14643 21453 1.31% 0.156%
59 12.671 1029 1031 1034 rVV 495840 513040 31.21% 3.728%
60 12.922 1051 1053 1056 rVB 134370 141589 8.61% 1.029%

61 13.437 1096 1098 1099 rVvVv 29979 30354 1.85% 0.221%
62 13.517 1102 1105 1107 rVVv2 10106 22000 1.34% 0.160%
63 13.654 1112 1117 1118 rBV4 15162 39908 2.43% 0.290%
64 13.791 1125 1129 1130 rBV2 19488 35278 2.15% 0.256%

65 14.259 1167 1170 1173 rVB 117002 186521 11.35% 1.355%

66 14.671 1203 1206 1209 rVB 1644797 1643581 100.00% 11.942%

67 14.991 1232 1234 1238 rVB3 9832 23928 1.46% 0.174%
68 15.322 1261 1263 1265 rVB 96271 100030 6.09% 0.727%
69 15.780 1299 1303 1305 rBVZ2 13007 26560 1.62% 0.193%
70 15.848 1307 1309 1316 rVB 59176 92904 5.65% 0.675%

71 15.951 1316 1318 1321 rBV 550374 583551 35.50% 4.240%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

3?22'6 i G1643-09 MW-10-3-23-15
ALS Vial : 24 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.660 1377 1380 1386 rBV5 12248 35491 2.16% 0.258%
73 17.128 1419 1421 1424 rBV 26171 35710 2.17% 0.259%

74 17.688 1467 1470 1473 rBV 488891 562057 34.20% 4.084%

Sum of corrected areas: 13763570
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO77978.D

1500000

1000000 6.81
7.28

500000

1.38.53 6.67]
/\ ﬂ 1.74 4.84 Nk 7'AZI'\ 7;\4156\6:

o r—tr -y e
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO77978.D

10.02

1500000

1000000

11.81
7.79

8.67 12,67
500000 10.84

0.49 1 2-3]2?0 12.92 14.26
6 515875 Bremamaps iBeor0 |Looeoiaasas 1t 1uciemmerss] 1258 | 139436879
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
Abundance TIC: BFO77978.D
14.67

1500000

1000000

15.95 17.69

500000

15.32
1499 18 1666 17.13

e e ————— L L LS E L

Time--> 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
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 4

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

1.53 21.53 ng 308733 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 56 (1.527 min): BF077978.D (-54) (-) m/z 73.10 100.00%
73
5000 43
‘ 55 87 SN £ U
120 140 1.60 1.80
o..,....,....,...3.3,|:.'..5,°..|..,....,'..-..,....,....,... m/z 43.05  38.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 140 1.60 1.80
55 87 m/z 55.10 25.96%
o ‘ﬁg 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
- 87 120 140 160 180
5000 m/z 87.10 24 _50%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- AR R
73 120 140 1.60 1.80
m/z 41.10 12 _.39%
5000 43
58
0 Nl ‘ | N I ‘
HLN SRR SR SRR UL SN SURLLEL UL SR SR S BN SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 120 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16

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

4.84 3.70 ng 53123 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2-Propanone. 1-(l-methvlethoxv)- 116 C6H1202 042781-12-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 346 (4.841 min): BF077978.D (-344) (-) m/z 43.10 100.00%
43
59
5000
101 IR SRS SRR
s I| 83 4.60 4.80 5.00 5.20
‘-t m/z 59.10 60.14%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LR I A
59 460 480 500 5.20
m/z 101.10 21.20%
o 25 a7 | 83 g3 101
miz--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
460 480 5.00 520
5000 m/z 58.00 17.17%
55
o 21 37, a9 65 71 77 83 98
UL UL UL SURILI SURILILN SURBUI SUREUS UL B B S
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7943: 2-Propanone, 1-(1-methylethoxy)- e A Eamas ma
43 460 4.80 5.00 5.20
m/z 41.10 10.29%
5000
27 58 73
0 i 37‘M“ \ | 83 101 115
m/z--> 20 30 40 50 60 70 8 90 100 110 120 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 5 unknown6.81 Concentration Rank 2

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

6.81 59.10 ng 847588 1,4-Dichlorobenzene-d4 7.09
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 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 518 (6.807 min): BF077978.D (-516) (-) m/z 132.00 100.00%
32
5000 68
© s || o %o oo 60 550 760 720
o S ROV R - | — m/z 68.10 36.91%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R T L RS
6.40 6.60 6.80 7.00 7.20
31 51 m/z 134.00 32.87%
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
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 23.21%
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 R e
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 14 .60%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 1-Hexanol, 2-ethyl- Concentration Rank 17

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

7.20 3.62 ng 51947 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 45
3 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 43
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 40
5 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 36

Abundance Scan 552 (7.196 min): BF077978.D (-550) (-) m/z 57.10 100.00%
57
5000 a1
70 83 frr e e e
49 || | | 08 6.80 7.00 7.20 7.40 7.60
) 11 R NS S m/z 41.10 39.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13212: 1-Hexanol, 2-ethyl-
57
5000 41
29 6.80 7.00 7.20 7.40 7.60
70 83 m/z 43.05 32.39%
0...,.%?.,....,...w....?%...,??..,..??,....,..?ﬁ....}%%..,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
6.80 7.00 7.20 7.40 7.60
5000 43 m/z 55.10 27.92%
29 69 83
0 18 51 63 77 98 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3261: 1-Hexene, 4-methyl-
41 57 6.80 7.00 7.20 7.40 7.60
m/z 56.10 21.75%
29
5000
70
oL 15 . 51| 63 || 7783 %8
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2,3,4,5,6,7-Hexahydro-1H-cy... Concentration Rank 14

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

9.49 4.79 ng 105036 Naphthalene-d8 8.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 Cl1H14 1000189-31-0 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 93
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 93
4 _.alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 78
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 60

Abundance Scan 753 (9.493 min): BF077978.D (-750) (-) m/z 131.05 100.00%
17
146
5000
g1 105
39 51 63 7|7 o ”| ‘ || " 9.20 9.40 9.60 9.80
S ORIV PYTIN .-.2 N T T P m/z 117.05 80.70%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20780: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146
118
5000 131
9.20 9.40 9.60 9.80
91 m/z 118.10 71.49%
| oo % siges g
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
118 131
148 RS RARRE AR RN
9.20 9.40 9.60 9.80
5000 m/z 146.10 58.99%
o 105
27 3% 51 g3 77
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20764: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131 9.20 9.40 9.60 9.80
146 m/z 105.10 32.47%
5000 105
91
39 51 63 77
0.“.”,“.Muh.ﬂh”,HMWH“M“.HHL.WNH..ﬂ‘“.nlh}ﬁﬁﬁ.“”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

Sample : 61643-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 9 unknownl12.02 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.02 3.26 ng 83692 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.6-dimethviphenvl)- 163 C10H13NO 002198-53-0 49
2 2-Acetamidotropone 163 C9HINO2 006422-12-4 47
3 Benzenamine. 2.4-dimethvl- 121 C8H11N 000095-68-1 38
4 N-Allvl-p-hvdroxvbenzamide 177 C10H11NO2 090921-72-5 38
5 37,4 -Acetoxylide 163 C10H13NO 002198-54-1 38

Abundance Scan 974 (12.019 min): BF077978.D (-972) (-) m/z 121.10 100.00%
12
5000 107 A/\M/\
163
43 57 R e e N R
1 | 7? 85 134 1,9 | 7 oo 220 1160 11,80 12,00 12.20 12.40
Y SN U S O FOVPOTY TN e N W B m/z 107.10 47.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31199: Acetamide, N-(2,6-dimethylphenyl)-
121
163
5000 AR ARSS NARS AR IAR
106 nmnmnmnmnm
43 —_— m/z 163.10 33.25%
0 1, 4 65 ‘ ‘\ i ‘ 148 |
m/z--> 25 45 éo 85 160 150 150 160 180 260 250
Abundance
121
11.60 11.80 12.00 12.20 12.40
m/z 57.10 21.61Y%
5000 163 0
43 93
0 15 28 66 77 104 134 148
m/z--> 25 45 éo 85 160 150 140 160 180 260 250
Abundance #9294: Benzenamine, 2,4-dimethyl-
121 11.60 11.80 12.00 12.20 12.40
m/z 43.10 19.19%
106
5000
15 28 39 51 65 7‘7 9‘1 ‘ I
s g e s 106 1k 140 1k it e 3d0 | | 180 1150 1300 220 0

8270-BF031115.M Thu Mar 26 13:51:52 2015
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 10 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.08 5.55 ng 142279 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 64
3 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 64
4 Carbamic acid. N-T1l.l1-bis(triflu... 413 C19H25F6NO2 296242-69-8 56
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 50
Abundance Scan 979 (12.076 min): BF077978.D (-977) (-) m/z 135.10 100.00%
135
5000
8 oge 77 0 1?7 121 160 184 220 11.80 12.00 12.20 12.40
) SRS /M L S SN NS | NS A S m/z 107.10 14.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000 R A UL IR A
11.80 12.00 12.20 12.40
. 107 m/z 136.10 9.85%
o182 1 " 779 “T'i9 | 149163 101 206
m/z--> 20 40 60 85 100 150 150 160 180 200 220
Abundance
135
11.80 12.00 12.20 12.40
5000 m/z 41.10 8.14%
150
oL 15 29 B 65 77 91 g 177 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22729: Phenol, 2-methyl-5-(1-methylethyl)- I B e R
135 11.80 12.00 12.20 12.40
m/z 121.05 5.47%
5000
150
91
. 27 39 51 65 77 | 10571
iz % 4p e 8 10 130 136 1% 186 2 %0 1180 12,00 12.20 12,40

8270-BF031115.M Thu Mar 26 13:51:53 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 11 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.12 5.89 ng 151216 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(6-Methvl-2-pvridvD)propan-2-one 149 C9H11NO 065702-08-1 58
2 Butanamide. N-(2-methvIphenvI)-3... 191 C11H13NO2 000093-68-5 38
3 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 35
4 Butanamide. N-(4-methviphenvI)-3... 191 C11H13NO2 002415-85-2 35
5 Benzene, l-ethoxy-4-ethyl- 150 C10H140 001585-06-4 30
Abundance Scan 983 (12.122 min): BF077978.D (-981) (-) m/z 149.10 100.00%
107 149
121
5000
135 191
55 UL N UL BN I
41 e 7 @ 220 11:80 12.00 12.20 12.40
0...'||‘|..'.'.|.'...||..I.".|'.'!.'.'i|..'.||.|.'.l..|....|...|.|....|.. m/z 107.10 87 _39Y%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #22590: 1-(6-Methyl-2-pyridyl)propan-2-one
107
5000 S INARER IR IR MR
43 11.80 12.00 12.20 12.40
m/z 121.05 62.28%

| 53 66 79 o 121 134 1?9
Ot e e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance

107

11. 80 12. 00 12 20 12.40

5000 43 m/z 135.10 28.46%
191
77 133
0 53 65 91 120 148
A B B B L s e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #50011: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamino...
43 149 11.80 12.00 12.20 12.40

m/z 191.10 26 .94%

5000
120 191
ol 5 67 8 a0 L 131 | 169

m/z--> 40 60 80 100 120 140 160 180 200 220 11. 80 12. 00 12 20 12.40

8270-BF031115.M Thu Mar 26 13:51:54 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 12 Phenol, m-tert-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.17 5.29 ng 135824 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 64
2 Phenol. 4-(1l.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
3 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 59
4 Phenol. 4.4"-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 59
5 Methanol, (cyclohexyl)(2,3-dimet... 218 C15H220 349498-47-1 59
Abundance Scan 987 (12.168 min): BF077978.D (-985) (-) m/z 135.10 100.00%
135
5000
107 151 149
a1 77 ol | 91 290 11.80 12.00 12.20 12.40
b 2388 1 WL 185 170NN 220 1 il TI91.10 24, 78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22642: Phenol, m-tert-butyl-
135
5000 A SURRLN UL B I
107 150 11.80 12.00 12.20 12.40
a1 95 m/z 107.00 22 _.25%
oL 2 [ 536 T s ||
mz-> 20 4 60 80 100 130 140 160 180 200 230
Abundance
135
AARARVARAA IR MRS
11.80 12.00 12.20 12.40
5000 107 m/z 149.10 15.04%
. 4 55 s 77 95 119 | 149 1%
miz--> "'éo"'ﬁb""éo""s'o"'iéd"iéd"iid"ieé"isd"'zc')d"ééd'
Abundance #60212: Phenol, 4—(1,l,3,3—tetramethy|butyl) LI L N L L B
35 11.80 12.00 12.20 12.40
m/z 136.10 10.70%
5000
41 57 107
L1820 % 791 e | 19163 191 206
m/z--> 20 40 60 85 160 150 150 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF031115.M Thu Mar 26 13:51:55 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 13 Phenol, 2-(1,1-dimethylethy... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.19 3.37 ng 86526 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-5-__.. 164 C11H160 000088-60-8 59
2 Phenol. 2-(1.1-dimethvlethvl)-4-_.__ 164 C11H160 002409-55-4 59
3 Phenol. 2-(1.1-dimethvlethvl)-6-._.. 164 C11H160 002219-82-1 45
4 Benzene. 1.17-(1.2-diethvl-1.2-e... 298 C20H2602 000130-78-9 45
5 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 35
Abundance Scan 989 (12.191 min): BF077978.D (-988) (-) m/z 149.10 100.00%
121 149 I\J\
107
5000
M555W 91 134 mmmﬁl 11:80 12,00 12,20 12.40 12.60
Ot S o il T IS8 L Th7121.05  85.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31880: Phenol, 2-(1,1-dimethylethyl)-5-methyl-
149
121
5000 AR S SN BN B
164 11.80 12.00 12.20 12.40 12.60
39 77 91 m/z 107.10 54 .19%
15 27 77 51 oes | 105 a3
0 |||||‘|‘|||‘||‘|‘||‘|‘|||Hl|||||‘|“|‘|H|‘|ﬁ|||||‘|||||||||||||
m/z--> 20 60 80 100 120 140 160 180
Abundance
149
121 1183 100 1530 1540 1560
5000 m/z 191.15 15.17%
164
91
. 27 41 53 65 7 105 133
mz-> 20 40 60 80 100 120 140 160 180
Abundance #31881: Phenol, 2-(1,1-dimethylethyl)-6-methyl-
149 11.80 12.00 12.20 12.40 12.60
m/z 150.10 12.13%
5000 121
164
91
m/z--> 20 4'0 6|0 8|0 100 150 14'10 160 180 ' 11,80 12,00 12.20 12.40 12.60

8270-BF031115.M Thu Mar 26 13:51:55 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 14 unknownl2.24 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.24 5.14 ng 131928 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvilpropvl)- 164 C11H160 000080-46-6 49
2 1-(2-Ethoxvphenvl)acetone 178 C11H1402 086432-38-4 47
3 1.5.6.7-Tetrahvdro-4-indolone 135 C8H9NO 013754-86-4 47
4 Benzestrol 298 C20H2602 000085-95-0 40
5 Adamantane-1l-carboxylic acid 180 C11H1602 000828-51-3 38
Abundance Scan 993 (12.236 min): BF077978.D (-991) (-) m/z 135.10 100.00%
135
107
5000
a1 177
55 65 79 91 12.00 12.20 12.40 12.60
0 m/z 107.05 70.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107 R SRR S N B
12.00 12.20 12.40 12.60
164 m/z 121.05 50.12%
41 5565 77 .9 119 149
0 15 27 1l 1 | ‘ L 86 ‘ ‘ ! L 1 |
miz--> 20 40 60 8 100 120 140 160 180
Abundance
135
LA U U LR
12.00 12.20 12.40 12.60
5000 43 107 178 m/z 163.10  29.48%
a1
77
52 63 117
L L L L U L B L WU
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14996: 1,5,6,7-Tetrahydro-4-indolone R L
79 107 135 12.00 12.20 12.40 12.60
m/z 177.10 22 .56%
5000
52
0 15 ?\8 3\\9 i 65 nll 92 Ll 120
m/z--> 26 Jo éo 85 160 150 1&0 1éo 1éo 12.00 12.20 12.40 12.60

8270-BF031115.M Thu Mar 26 13:51:56 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 15 unknownl2.31 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.31 5.83 ng 149445 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-4-__.. 164 C11H160 002409-55-4 43
2 Acetamide. N-(2.6-dimethviphenvl)- 163 C10H13NO 002198-53-0 22
3 p-Propionotoluidide 163 C10H13NO 002759-55-9 22
4 37 .47 -Acetoxvlide 163 C10H13NO 002198-54-1 22
5 Phenol, 4-(2-methylpropyl)- 150 C10H140 004167-74-2 20
Abundance Scan 999 (12.305 min): BF077978.D (-997) (-) m/z 107.05 100.00%
107 149
121 1
5000 163
41 55 65 /7 91 135 77 1200 12.20 12.40 12.60
0 m/z 149.10 94 .42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31876: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
149
5000 121 e A e e o
164 1200 12.20 12.40 12.60 '
o1 m/z 121.10 78 .09%
15 27 st es 77 7 109 | 133 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
121
165 12,00 12.20 12.40 12.60 |
5000 m/z 163.10 48 .39%
106
43
53 65 1 9t 148
e L S S L UL U S UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31148: p-Propionotoluidide
107 12.00 12.20 12.40 12.60
m/z 135.05 15.32%
5000
163
0 2939 51 65 /7 91 118 134144 |
m/z--> 20 40 60 80 100 120 140 160 180 ' 12.00 12.20 12.40 12.60

8270-BF031115.M Thu Mar 26 13:51:57 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 16 Carbamic acid, N-[1,1-bis(t... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.35 7.19 ng 184450 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 64
3 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
4 Phenol. 2-methvl-5-(1-methvlethvIl)- 150 C10H140 000499-75-2 64
5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
Abundance Scan 1003 (12.351 min): BF077978.D (-1001) (-) m/z 135.10 100.00%
5000
41 107 12.00 12.20 12.40 12.60
77 91 121 : : :
O 85 TTOL | B2 | Moter 12 220 5757907 10 15.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000 NSNS BV BV

12.00 12.20 12.40 12.60
m/z 136.10  10.84%

107
15284 % 77091 121 | 149 175 191 206
T o et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135
12.00 12.20 12.40 12.60
5000 m/z 41.10 6.46%
107
07 M55 77 91 gy 149164
oSNNS SEWHOPRMBAA N N S| N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylpheny! ester B L
135 12.00 12.20 12.40 12.60
m/z 95.05 3.97%
5000
150
41 55
0 27 2 77 91 \ 121 | | 163177 192206219 235 250
T T T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60

8270-BF031115.M Thu Mar 26 13:51:58 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

Sample : 61643-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R.T. EstConc Area Relative to ISTD R.T.
12,92 5.52ng 141589  Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 caffeine 194 C8HION4O2 000058-08-2 98

2 3(2H)-Benzofuranone.
3 1.4-Dimethvl-4.5.7.8-tetrahvdroi...
4 3-Phenanthrol

5 N-(4-Methoxyphenyl)-2-hydroxyimi. ..

18 Caffeine

4 .6-dimethoxv- 194 C10H1004

194 C14H100

194 C8H10N402

194 C9H10N203

Concentration Rank 10

004225-35-8 50
130063-15-9 47
000605-87-8 43

1000143-61-3 38

Abundance Scan 1053 (12.922 min): BF077978.D (-1051) (-) m/z 194.05 100.00%
109
5000 55 67
82
42 B e
94 123 137 15y 165 12.60 12.80 13.00 13.20
O m/z 109.10 61.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52317: Caffeine
194
109
5000 55 67 LI L L L L L L B LN BB
82 12.60 12.80 13.00 13.20
m/z 67.10 44 .91%
15 28 4 94 137 159 165
T .:..}W e g DL ) 222 7y 150 )7 79 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
194
T P PR R
12.60 12.80 13.00 13.20
5000 m/z 55.10 42 .98%
165
106 151
135 179
O e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52333: 1,4-Dimethyl-4,5,7,8-tetrahydroimidazo-[4,5-E]-1,4... ST T
194 12.60 12.80 13.00 13.20
m/z 82.10 31.91%
5000
138 165
55 67 g, 19 ‘
0...,.”.,..Jq.f..ﬁ...,nh.,.”aﬂ...W.H..“..h,. R EEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20

8270-BF031115.M Thu Mar 26 13:51:59 2015
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\

Data File : BFO77978.D

Aca On : 26 Mar 2015 5:29

Operator : TP/1Z

ﬁ?ggle i G1643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 19 Cyclic octaatomic sulfur Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.26 7.27 ng 186521 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 55
2 Benzoic acid. 2.5-dinitro- 212 C7H4N206 000610-28-6 47
3 Dihvdropvrimidine-2-methvl thios... 208 C5H8N203S2 1000256-28-8 33
1-T4-Chlorophenvl1-2-methvl-2-T1... 317 C15H24CINS2 1000250-92-4 9
5 2-Norbornanone, 1-(epithioethyl)... 228 C11H1603S 001782-93-0 9
Abundance Scan 1170 (14.259 min): BF077978.D (-1167) (-) m/z 64.00 100.00%
a4
128 ,//ﬁ”"““J{wﬂﬁme&~
5000 160 256
% 192 IR UL DU B
14.00 14.20 14.40 14.60
) IR ~'..7.7,....-,.1.1.1.,..'..,1.4.7..,-|....,..|.'.,.29.9.,....,....-|i.. m/z 127.90  55.50%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92477: Cyclic octaatomic sulfur
64
256
128 160
5000 192 N SUCE I BV IR
14.00 14.20 14.40 14.60
32 96 224 m/z 159.90 46.02%
0I'”'P'”IM'W'”“P'”I”'W'”'ﬂ'” RSN SURSE S RREN BRREY B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
30 75 —~—~——*‘~A_,
92 R UL DU B
168 y 14.00 14.20 14.40 14.60
m/z 255.80 45 .61%
5000 50 120 212 0
62
0 104 135148 195
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61798: Dihydropyrimidine-2-methyl thiosulfuric acid e AR EE
64 14.00 14.20 14.40 14.60
48 m/z 95.90 23.71%
130 160
bbb 2 212 P10 a0 28 e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032515\

Data File : BF077978.D

Acq On : 26 Mar 2015 5:29

Operator : TP/1Z

3?22'6 i 61643-09 MW-10-3-23-15
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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... 1.53 21.5 ng 308733 1 7.09 286810 20.0
2-Pentanone, 4-hy... 4.84 3.7 ng 53123 1 7.09 286810 20.0
unknown6 .81 6.81 59.1 ng 847588 1 7.09 286810 20.0
1-Hexanol, 2-ethyl- 7.20 3.6 ng 51947 1 7.09 286810 20.0
2,3,4,5,6,7-Hexah. .. 9.49 4.8 ng 105036 2 8.67 438605 20.0
unknownl12 .02 12.02 3.3 ng 83692 4 12.67 513040 20.0
Phenol, 4-(1,1,3,... 12.08 5.5 ng 142279 4 12.67 513040 20.0
1-(6-Methyl-2-pyr... 12.12 5.9 ng 151216 4 12.67 513040 20.0
Phenol, m-tert-bu... 12.17 5.3 ng 135824 4 12.67 513040 20.0
Phenol, 2-(1,1-di... 12.19 3.4 ng 86526 4 12.67 513040 20.0
unknownl12 .24 12.24 5.1 ng 131928 4 12.67 513040 20.0
unknownl12 .31 12.31 5.8 ng 149445 4 12.67 513040 20.0
Carbamic acid, N-... 12.35 7.2 ng 184450 4 12.67 513040 20.0
Caffeine 12.92 5.5 ng 141589 4 12.67 513040 20.0
Cyclic octaatomic... 14.26 7.3 ng 186521 4 12.67 513040 20.0
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