LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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

1.344 38 40 43 rVB 4202894 5467394 100.00% 23.481%
1.470 48 51 64 rvB2 117237 312789 5.72% 1.343%
66 69 rvB 56577 71961 1.32% 0.309%
1.687 69 70 73 rBvV 103467 130222 2.38% 0.559%
1.801 79 80 103 rVvB 930973 1661893 30.40% 7.137%

abrwNPE
=
()]
N
=
()]
N

6 4_.956 354 356 361 rVB 143165 166259 3.04% 0.714%
7 5.482 400 402 405 rBV 1032817 1054064 19.28% 4._.527%
8 6.762 511 514 516 rBV 712322 955129 17.47% 4.102%
9 6.899 524 526 529 rBV 997073 1018004 18.62% 4.372%
10 7.196 549 552 553 rBvV 234483 306202 5.60% 1.315%
11 7.230 553 555 557 rvB 58513 57532 1.05% 0.247%

12 7.379 564 568 570 rBvV 853720 880723 16.11% 3.782%
13 7.539 578 582 588 rvB 80506 117379 2.15% 0.504%
14 7.630 588 590 593 rBvV 60603 72320 1.32% 0.311%
15 7.745 598 600 605 rvB2 39043 61325 1.12% 0.263%

16 7.882 610 612 614 rVB 667868 577565 10.56% 2.480%
17 8.762 687 689 692 rBvV 295291 411965 7.53% 1.769%
18 10.111 805 807 810 rBV 1171309 1121350 20.51% 4_.816%
19 10.934 877 879 882 rBV 412716 476950 8.72% 2.048%

20 11.277 907 909 917 rVB 31203 68428 1.25% 0.294%
21 11.917 962 965 967 rBV 760428 787935 14.41% 3.384%
22 12.111 980 982 986 rBV 37369 56569 1.03% 0.243%
23 12.179 986 988 990 rvv 73894 93375 1.71% 0.401%
24 12.225 990 992 993 rvv2 86383 120069 2.20% 0.516%
25 12.259 993 995 996 rvv2 69152 97664 1.79% 0.419%
26 12.339 999 1002 1005 rvv2 41023 84126 1.54% 0.361%

27 12.397 1005 1007 1009 rVv2 78461 105005 1.92% 0.451%
28 12.442 1009 1011 1013 rVV 96187 109363 2.00% 0.470%
29 12.499 1013 1016 1018 rVB2 44751 70640 1.29% 0.303%
30 12.774 1038 1040 1042 rBV 518818 551730 10.09% 2.370%

31 14.283 1169 1172 1174 rBV 181200 198153 3.62% 0.851%
32 14.363 1176 1179 1181 rVB 87273 107808 1.97% 0.463%
33 14.557 1193 1196 1198 rBV 183724 206005 3.77% 0.885%
34 14.774 1212 1215 1217 rBV 1225794 1396262 25.54% 5.997%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.528 1279 1281 1284 rVB 61188 81567 1.49% 0.350%

36 15.940 1315 1317 1323 rBV 160422 265231 4._.85% 1.139%
37 16.066 1324 1328 1330 rVV 601559 887060 16.22% 3.810%
38 16.123 1330 1333 1335 rVB 312753 493151 9.02% 2.118%
39 16.728 1383 1386 1389 rBV2 75107 119306 2.18% 0.512%
40 17.369 1439 1442 1447 rVB 84093 177085 3.24% 0.761%

41 17.757 1473 1476 1479 rBV 60835 82139 1.50% 0.353%
42 17.826 1479 1482 1486 rVV 443854 673294 12.31% 2.892%
43 18.546 1542 1545 1550 rVB 311867 582979 10.66% 2.504%
44 18.740 1559 1562 1565 rBVY 266822 517194 9.46% 2.221%

45 18.923 1576 1578 1582 rVB 28195 60218 1.10% 0.259%

46 19.220 1602 1604 1610 rBvV2 20576 66811 1.22% 0.287%

47 19.620 1635 1639 1648 rVB2 67940 212536 3.89% 0.913%

48 19.872 1658 1661 1665 rVB4 42627 91520 1.67% 0.393%
Sum of corrected areas: 23284249
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030915\

BFO77649.D
9 Mar 2015 20:30
TP/1Z
G1453-02
13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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.

1.34 357.11 ng 5467390 1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 Oxirane-2-carboxylic acid, ethyl... 116 C5H803 1000192-50-3 9

Abundance Scan 40 (1.344 min): BFO77649.D (-38) (-) m/z 73.10 100.00%
3
43
5000
89
rrrTTrTTTTTT T T T T
55 1.00 1.20 1.40 1.60
O L 1 88 e L Tm/z 43.10 55.10%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 AR NUASE AR SRR
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 30.52%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 100 120 140 160
5000 m/z 41.05 11.02%
27
59 74
e S L L UL LI S S SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine BEREmEEEE AL TS L
43 1.00 1.20 1.40 1.60
32 m/z 45.10 8.66%
58 89
5000 18
0 “ 24 | 1 53 1 7\2\
L SRR S S LA UL SR SULLELN FUL LS S ISR R
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 14

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

1.64 4.70 ng 71961 1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 66 (1.641 min): BFO77649.D (-64) (-) m/z 73.10 100.00%
73
5000
43
55 87 A O
a7 1l s0 1.40 1.60 1.80 2.00
Ol et 0 "m/z 43.05  36.60%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00
55 87 m/z 55.10 29.28%
0 ‘ﬁg 35 ‘ 67 ||, 80
LN SURLELN SURLERELS SURILELS SURLLELN IR S DU SUREMS SURILIL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 1.40 1.60 1.80 2.00
5000 m/z 87.10 25.06%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy-
7B 1.40 1.60 1.80 2.00
m/z 41.10 13.21%
5000
45
29
0 3O ™ er | 101
miz--> 0 20 30 40 50 60 70 8 90 100 140 160 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.96 10.86 ng 166259 1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 356 (4.956 min): BFO77649.D (-354) (-) m/z 43.10 100.00%
43
59
5000
101 AR SN SRR
51 | 83 | 4.60 4.80 5.00 5.20
Obrrrprrrrprrrr e m/z 59.10 55.13%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R L L
59 460 480 500 520
m/z 101.10 19.97%
5 4 ‘ 101
0'”P”WJ”PNN””w”?{“P”W””ﬁaﬁ”“m”ﬁ””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 16.64%
68
0 50 126 142
B L RN AR LAY RRARS RERRA RARRE RARRN AR RS LA LAY LA LAY AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone R EAAaamaT A
43 4.60 4.80 5.00 5.20
m/z 41.10 9.32%
5000
15
58
0 2 . 2\\? 1
RS RN IR RN NLAAS RRERE SR NRARE SRR NARRA RS LARAS LRSS LRSS LARAE RARE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknown6.90 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
" 6.00 66.49 ng 1018000  1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27

2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 526 (6.899 min): BFO77649.D (-524) (-) m/z 132.00 100.00%
5000 68
40 | % J 660 6.80 7.00 7.0
54 . . . .
ol el 77 87 L d5115 w77 68.10  42.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IRBE ARSI SN RS
6.60 6.80 7.00 7.20
31 51 78 m/z 134.00 32.16%
0 ‘ b H (11 . !
LN LA L S WL WL I AL UL NN
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 660 6.80 7.00 7.20
5000 gg 116 m/z 66.10 26.53%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e e
132 6.60 6.80 7.00 7.20
o7 m/z 69.10 16.69%
5000 70
31 52
oLl 61| 8 | 106116 |
m/z--> 4|0 6|0 8|O 1(I)O 1%0 14|10 1(|30 1E|30 6.|60 6.|80 7.60 7.|20 I
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Hexane, 2,2,4-trimethyl- Concentration Rank 10

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

7.54 7.67 ng 117379 1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 56
2 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 53
3 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 50
4 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 50
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 45

Abundance Scan 582 (7.539 min): BF077649.D (-578) (-) m/z 57.10 100.00%
5
5000
” ‘ 99 113 7.20 7.40 7.60 7.80
O ,.ﬂ..,...w..:h,....,....,.... m/z 56.10 42.84%
m/z--> 20 60 100 120 140 160
Abundance #12309: Hexane, 2,2,4-trimethyl-
57
5000
7.20 7.40 7.60 7.80
71 m/z 43.05 29 .50%
0 \\ | | 839 113 126
miz--> 2'0 o 60 8 1% 10 1o 1%
Abundance
57
AR L L R
7.20 7.40 7.60 7.80
5000 m/z 71.10 28 .59%
s 41
ol t5 LB w2 s a0
m/z--> 20 40 60 80 100 120 140 160
Abundance #45601: Decane, 2,5,9-trimethyl-
57 7.20 7.40 7.60 7.80
m/z 41.10 23.10%
5000 43
71
Ty
mz-> | % 40 0 8 100 130 10 1% 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Decane, 2,6,8-trimethyl- Concentration Rank 13

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

7.63 4.72 ng 72320 1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 64
2 Dodecane. 2.2.11.11-tetramethvl- 226 C16H34 127204-12-0 59
3 Octane. 2.5.6-trimethvl- 156 C11H24 062016-14-2 59
4 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 59
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53

Abundance Scan 590 (7.630 min): BFO77649.D (-588) (-) m/z 57.10 100.00%
5000
43 71
8|5 9 113 7.20 7.40 7.60 7.80 8.00
o} L T B T o T i o e e e m/z 56.10 34 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45604: Decane, 2,6,8-trimethyl-
57
5000 43
71 7.20 7.40 7.60 7.80 8.00
m/z 43.05 28.40%
o “ I, H‘ 8? %9 113 127 155 169 184
m/z--> 20 46 éo 80 100 120 140 160 180 200 '
Abundance
57
720 7.40 7.60 7.80 8.00
5000 m/z 71.10 28.14%
41
71
. 29 8 99 113 127 141 155 168 211
mz-> 20 40 60 80 100 120 140 160 180 200 |
Abundance #27139: Octane, 2,5,6-trimethyl-
57 7.20 7.40 7.60 7.80 8.00
m/z 41.10 22 .85%
5000 43
29 70 85
ol oL T 99 1a71a7 156
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 ' 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Pentane, 3,3-dimethyl- Concentration Rank 16

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

7.74 4.01 ng 61325 1,4-Dichlorobenzene-d4 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 64
2 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 59
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
4 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 59
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 59

Abundance Scan 600 (7.745 min): BFO77649.D (-598) (-) m/z 71.10 100.00%
7
43 57
5000 85
I 99 141 7.40 7.60 7.80 8.00
O e e e e m/z 43.10 65.18%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3911: Pentane, 3,3-dimethyl-
43
71
5000 AU R L A
7.40 7.60 7.80 8.00
85 m/z 57.10 64 .93%
29 55
0'”P”W}?P”m””ﬂ“WJmﬁawh”Piﬁ””P”W””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
71
43 7 7.40 7.60 7.80 8.00
5000 m/z 85.10 37 .00%
29
113
0 85 g7 127 140
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7450: Hexane, 3,3-dimethyl-
43 7.40 7.60 7.80 8.00
m/z 41.05 27 .15%
5000 57 /1 g5
29
oL 2 15 I % 112
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00

8270-BF021915.M Tue Mar 10 13:12:22 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.23 4_.35 ng 120069 Phenanthrene-d10 12.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 59
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 58
3 Phenol. 4.47-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 53
4 4-(3.4-Methvlenedioxvphenvl)-2-b... 192 C11H1203 055418-52-5 53
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 50
Abundance Scan 992 (12.225 min): BF077649.D (-990) (-) m/z 135.10 100.00%
135
5000
107
121 | 149
41 g5 77 91 191 599 12.00 12.20 12.40 12.60
O R e e T R R AR AR ERER m/z 107 .05 29.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31857: Phenol, 4-(1,1-dimethylpropy!)-
135
5000
107 12.00 12.20 12.40 12.60
m/z 149.10 21.57%

o

27 4185 7791 | ap | 1497%
| |
T T T e T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135

12100 12,20 12.40 12.60
5000 m/z 121.10 16.31%

107 150

41
27 55 (791 g5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100777: Phenol, 4,4'-(1,2-diethyl-1,2-ethanediyl)bis-, (R... R B ma s B
135 12.00 12.20 12.40 12.60
107 m/z 136.10 10.25%
5000
7
o 55 ‘ o 121 M 151165181197212 240 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

8270-BF021915.M Tue Mar 10 13:12:23 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 13 unknownl2.26 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.26 3.54 ng 97664 Phenanthrene-d10 12.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexestrol 270 C18H2202 005635-50-7 27
2 1.5.6.7-Tetrahvdro-4-indolone 135 C8H9NO 013754-86-4 27
3 1.3-Cvclohexadiene. 1.2.6.6-tetr... 136 C10H16 000514-96-5 18
4 ortho-Methoxvacetophenone 150 C9H1002 000579-74-8 18
5 trans-8-Ethyl-bicyclo[4.3.0]non-... 150 C11H18 1000145-84-8 18
Abundance Scan 995 (12.259 min): BF077649.D (-993) (-) m/z 135.10 100.00%
135
1227149
5000
12.00 12.20 12.40 12.60
0! m/z 121.05 80.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100744: Hexestrol
135
107
5000
12.00 12.20 12.40 12.60
m/z 149.10 74 .82%
o 8iles 7ol | 120 | 165 270
m/z--> ﬁo Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance
79 107 135
1200 12.20 12,40 12.60
5000 m/z 107.10 63.65%
52
. 28 66 93 120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15279: 1,3-Cyclohexadiene, 1,2,6,6-tetramethy!-
121 12.00 12.20 12.40 12.60
m/z 41.05 14 .59%
105
5000
136
0”II“”‘I‘“U\I\II\I”\IIIIllwlhlll‘i‘lllllllll B RARRaEmEEE T R L s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

8270-BF021915.M Tue Mar 10 13:12:24 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 14 unknownl12.40 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.40 3.81 ng 105005 Phenanthrene-d10 12.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 38
2 Phenol. 2-(1.1-dimethvlethv)-4-__. 164 C11H160 002409-55-4 35
3 Benzofuran-2-one. 4-amino-2.3-di... 149 C8H7NO2 075990-99-7 35
4 Phenol. 2-(1.1-dimethvlethv)-5-_... 164 C11H160 000088-60-8 35
5 Phenol, 2-(1,1-dimethylethyl)-3-_... 164 C11H160 013037-79-1 35
Abundance Scan 1007 (12.397 min): BF077649.D (-1005) (-) m/z 149.10 100.00%
107 199
5000 121
a5 77 01 135 | 163 17|7 12.00 12:20 12.40 12.60 12.80
0...,....',l'...l.l.'...l'l..I.'.,'.'!..','..."l.,.I..,l:'...'l....l....,.. m/z 107.00 81 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69544: Phenol, 2-methyl-4-(1,1,3,3-tetramethyloutyl)-
149
5000
12.00 12.20 12.40 12.60 12.80
a1 121 m/z 121.10 50.92%
0 37 77 91 109 | 133 | 163 197 207220
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220
Abundance
149
12.00 12:20 12.40 12.60 12.80
5000 121 164 m/z 177.10 13.87%
1527 53 es 77 9 100 g3
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22504: Benzofuran-2-one, 4-amino-2,3-dihydro-
149 12.00 12.20 12.40 12.60 12.80
93 m/z 55.10 12 .40%
121
5000
66
52 | 77 05 | 133
0...,....,“‘l“.“‘l“‘.“i‘“;‘.‘.“:“‘,..‘l‘.,.‘..‘.i‘....,.... e — I/ ————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1200 12,20 12.40 12.60 12.80

8270-BF021915.M Tue Mar 10 13:12:25 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.44 3.96ng 109363  Phenanthrene-d10 12.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Carbamic acid. N-I1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
2 3-(p-Anisov)-2-thioxo-4-thiazol... 401 C19H15N05S2 299970-55-1 50

3 1l-Adamantanecarboxlic acid chloride 198 C11H15CI0 002094-72-6 45
4 Hexestrol 270 C18H2202 005635-50-7 45
5 Adenosine 3",5"-cyclic monophosp... 329 C10H12N506P 000060-92-4 40
Abundance Scan 1011 (12.442 min): BF077649.D (-1009) (-) m/z 135.10 100.00%
135
5000
T A RS
a1 47 107 12.20 12.40 12.60 12.80
bt A o m/z 107.00 15.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158927: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135
5000
12.20 12.40 12.60 12.80
107 m/z 136.10 10.04%
0 41 77 | | 155175 206 231 256 281 315
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
135 ﬂ
12.20 12.40 12.60 12.80
5000 m/z 41.10 7.27%
77
o % 107 165 401
e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #54544: 1-Adamantanecarboxiic acid chloride R B o
135 12.20 12.40 12.60 12.80
m/z 95.00 5.55%
5000
9 107
184 | 163
-
m/z--> 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80

8270-BF021915.M Tue Mar 10 13:12:26 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Cyclic octaatomic sulfur Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .36 3.91 ng 107808 Phenanthrene-d10 12.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 94
2 7-Amino-7H-S-triazolol5.1-c1-S-t... 156 C3H4N6S 013728-28-4 36
3 Dihvdropvrimidine-2-methvl thios... 208 C5H8N203S2 1000256-28-8 28
4 2-Nitroso-l1-naphthol-4-sulfonic ... 253 C10H7NO5S 003682-32-4 28
5 2-Benzimidazolyl methane thiosul... 244 C8H8N203S2 1000256-39-2 9
Abundance Scan 1179 (14.363 min): BFO77649.D (-1176) (-) m/z 64.00 100.00%
64
5000 128 160 256
i 1T2 223 1 eI
206 : : : :
Ol M B2 ‘ e T Y 0 1200 ...~|~, ~ m/z 159.90 51.01%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92477: Cyclic octaatomic sulfur
64
256
128 160
5000 192 ULUNIA BRI B SUNI I
14.00 14.20 14.40 14.60
32 96 204 m/z 255.80 45 .84%
0”'%'”'IM”I”'W'”'PJ”I”'WM”'P'L SRR PRARBRASYSE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
64
124 1400 1420 14.40 14.60
5000 m/z 127.90 45 _.52%
43 9
156
. 84 0 141
mz-> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61798: Dihydropyrimidine-2-methyl thiosulfuric acid e e AR ma
64 14.00 14.20 14.40 14.60
48 m/z 191.85 25.96%
5000
160
0 Mmu \Hn Lyt | ‘ 98 110 130143 ‘ 180 20\8
m/z--> 40 60 80 160 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60

8270-BF021915.M Tue Mar 10 13:12:27 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 17 Trichloroacetic acid, hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.94 5.98 ng 265231 Chrysene-di12 16.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
3 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 1317 (15.940 min): BF077649.D (-1315) (-) m/z 57.10 100.00%
o7
41
5000
L PRI SR SO UL
139 468 234 15.60 15.80 16.00 16.20
- 191207 302 m/z 83.10 93.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 R B IR B TR B
15 60 15. 80 16 00 16.20
125 m/z 43.10 93.29%
o 153169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 83
a 15.60 15.80 16.00 1620
5000 111 m/z 55.10 92.79%
0l 25 139 168 191210 238 265 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester B s B e
15.60 15.80 16.00 16.20
m/z 69.05 82.76%
B NJKJL»
196
) 139 468 222 269 33
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15 60 15. 80 16.00 16.20

8270-BF021915.M Tue Mar 10 13:12:30 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 18 Cholestan-3-ol, (3.beta.,5.... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.55 17.32 ng 582979 Perylene-di12 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-ol. (3.beta..5.beta.)- 388 C27H480 000360-68-9 93
2 Cholestanol 388 C27H480 000080-97-7 87
3 5.alpha.-cholestan-3.beta.-ol 388 C27H480 1000213-40-9 70
4 Cholestan-3-ol 388 C27H480 027409-41-2 53
5 Cholestan-3.beta.-ol 388 C27H480 017608-41-2 52
Abundance Scan 1545 (18.546 min): BF077649.D (-1542) (-) m/z 215.20 100.00%
215
43 81 107
5000
355373
257 288 1 18.20 18.40 18.60 18.80
ol L m/z 43.10 75.52%
m/z--> 50 100 150 200 250 300 350
Abundance #153736: Cholestan-3-ol, (3.beta.,5.beta.)-
43
81
5000 U IR U SR B
107 233 388 1820 18.40 18.60 18.80
u 149 ‘ m/z 81.10  75.39%
355
ob—L I‘ ) \U L ‘?“'.‘h‘i‘ ']T\?Zul ‘;2?]: H‘. a“. ‘,2‘?2. ?§8|3|13|3?1| |“' l“\
m/z--> 50 100 150 200 250 300 350
Abundance
107 215
81 NN BN U I
165 234 18.20 18.40 18.60 18.80
5000{ 43 135 388 m/z 107 .05 71.43%
190 262 ga 331 355
Ol g e T T T e
m/z--> 50 100 150 200 250 300 350 '
Abundance #153735: 5.alpha.-cholestan-3.beta.-ol e AR
43 18.20 18.40 18.60 18.80
388 m/z 95.10 71.12%
- T N/\J\_JL\
135
ok ‘“ HI\H\“I |201L;\|\2?2| .28.8|3.1:?3:.‘31.3|?.5.{.L e !
m/z--> 200 250 300 350 1820 18.40 18.60 18.80

8270-BF021915.M Tue Mar 10 13:12:30 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 19 Cholestan-3-one, (6.beta.)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.74 15.36 ng 517194 Perylene-di12 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-one. (5.beta.)- 386 C27H460 000601-53-6 97
2 Cholestan-3-one 386 C27H460 015600-08-5 97
3 1-T4-Hvdroxvmethvl-5-(2-mercapto... 272 C11H16N204S 128453-39-4 72
4 Cholestan-3-one. (5.alpha.)- 386 C27H460 000566-88-1 52
5 Cholestan-2-one 386 C27H460 1000210-43-4 42
Abundance Scan 1562 (18.740 min): BF077649.D (-1559) (-) m/z 55.10 100.00%
231
18.40 18,60 18.80 19.00
0 m/z 231.20 92 .82%
m/z--> 50 100 150 200 250 300 350
Abundance #153185: Cholestan-3-one, (5.beta.)-
43
231 386
81
5000 107 161 N N SRR BN I
316 18.40 18.60 18.80 19.00
135 m/z 43.10 90.71%
RN T e
0 —— I‘ -l ‘:“‘: ‘l \l‘ ‘Hu‘ I‘\‘Iwmi\ \IMI\M.\I le ‘i\ |‘H‘| ul‘ . FI\; e I\\I \I : I‘wl ‘:“ :
m/z--> 50 100 150 200 250 300 350
Abundance
231
43 NN IR BN
18.40 18.60 18.80 19.00
5000 81 386 m/z 81.10 85.09%
o 103 | 143 | 189208 261 301 329 353
m/z--> 50 100 150 200 250 300 350 '
Abundance #101371: 1-[4-Hydroxymethyl-5-(2-mercaptoethyl)tetrahydrof...  REaaa e R RRRR
a1 95 18.40 18.60 18.80 19.00
69 m/z 95.10 82 .54%
143
5000
5
o Lt 182 1093 241 272
m/z--> 50 100 150 200 250 300 350 ' 1840 18.60 18.80 19.00

8270-BF021915.M Tue Mar 10 13:12:31 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BF077649.D

Aca On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample : G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 20 unknownl19.62 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.62 6.31 ng 212536 Perylene-di12 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.4(3H.5H)-Pvrimidinedione. 6-am... 276 C13H16N403 039265-99-1 30
2 2-Amino-3-cvano-4.5-diphenvlthio... 276 C17H12N2S 042160-34-9 22
3 2-Naphthalenecarboxvlic acid. 5.... 276 C15H1605 023673-53-2 22

4 Androstan-17-ol.

(5.alpha..17.be. ..

276 C19H320

001225-43-0 18
010371-86-5 18

m/z 276.10 100.00%

19.40 19.60 19.80 20.00

m/z 215.20 87.42%

19.40 19.60 19.80 20.00

m/z 43.10 62.31%

19.40 19.60 19.80 20.00

5 6H-Pyrido[4,3-b]Jcarbazole, 9-met... 276 C18H16N20
Abundance Scan 1639 (19.620 min): BF077649.D (-1635) (-)
215 2716
43
5000 81 107 149
284
173 359 3834 2
257, | T)
o S ol N VERN EE ....
m/z--> 50 100 150 200 250 300 350 4
Abundance #103820: 2,4(3H,5H)-Pyrimidinedione, 6-amino-3-(dimethylam...
276
5000 189
161 233
43 ‘ 214
OII”\I \\\ H\ \‘\ ‘ H H\ —— T :
m/z--> 50 1 2 5 300 350 400
Abundance
276
5000
. a1 60 gg 121,44 165 189 216 243
e e s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #103987: 2-Naphthalenecarboxylic acid, 5,6,7-trimethoxy-, ...
276
5000
ur 218
59 88 116 245
m/z--> 50 100 150 200 250 300 350 400

m/z 233.20 55.80%

19.40 19.60 19.80 20.00

m/z 107.10 51.10%

19.40 19. 60 19. 80 20 00

8270-BF021915.M Tue Mar

10 13:12:32 2015

Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030915\
Data File : BF077649.D

Acq On : 9 Mar 2015 20:30

Operator : TP/1Z

Sample - G1453-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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... 1.34 357.1 ng 5467390 1 7.19 306202 20.0
Butane, 2-methoxy... 1.64 4.7 ng 71961 1 7.19 306202 20.0
2-Pentanone, 4-hy... 4.96 10.9 ng 166259 1 7.19 306202 20.0
unknown6 .90 6.90 66.5 ng 1018000 1 7.19 306202 20.0
Hexane, 2,2,4-tri... 7.54 7.7 ng 117379 1 7.19 306202 20.0
Decane, 2,6,8-tri... 7.63 4.7 ng 72320 1 7.19 306202 20.0
Pentane, 3,3-dime... 7.74 4.0 ng 61325 1 7.19 306202 20.0
Phenol, 4-(1,1-di... 12.23 4.3 ng 120069 4 12.78 551730 20.0
unknownl2 .26 12.26 3.5 ng 97664 4 12.78 551730 20.0
unknownl12 .40 12.40 3.8 ng 105005 4 12.78 551730 20.0
Carbamic acid, N-... 12.44 4.0 ng 109363 4 12.78 551730 20.0
Cyclic octaatomic... 14.36 3.9 ng 107808 4 12.78 551730 20.0
Trichloroacetic a... 15.94 6.0 ng 265231 5 16.06 887060 20.0
Cholestan-3-ol, (... 18.55 17.3 ng 582979 6 17.82 673294 20.0
Cholestan-3-one, ... 18.74 15.4 ng 517194 6 17.82 673294 20.0
unknown19 .62 19.62 6.3 ng 212536 6 17.82 673294 20.0
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