LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample - G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.450 21 23 29 rBv 41561 66686 8.33% 0.818%
2 1.530 29 30 50 rvB 228027 531802 66.44% 6.524%
3 2.433 106 109 115 rVB 56334 90870 11.35% 1.115%
4 4.284 269 271 278 rBY 39536 65971 8.24% 0.809%
5 4.913 324 326 333 rBVY 445908 548052 68.47% 6.723%
6 6.307 446 448 454 rBV 479317 591735 73.93% 7.259%
7 6.399 454 456 459 rVB 483230 607084 75.85% 7.447%
8 6.685 479 481 484 rVB 101163 117325 14.66% 1.439%
9 6.879 495 498 500 rBVY 335140 446573 55.80% 5.478%
10 7.268 531 532 538 rvB 39421 44166 5.52% 0.542%

11 7.393 541 543 546 rBV 384489 356139 44 .50% 4 _.369%
12 8.273 618 620 622 rBvV 173364 178140 22.26% 2.185%

13 8.342 623 626 628 rvv3 16935 20392 2.55% 0.250%
14 9.622 735 738 740 rVB 742220 717649 89.66% 8.804%
15 10.136 780 783 785 rBV 37588 36002 4 _50% 0.442%
16 10.422 806 808 810 rBV 235366 222867 27.85% 2.734%
17 10.731 833 835 838 rBvV 19893 42985 5.37% 0.527%
18 11.039 859 862 865 rBvV 9419 11137 1.39% 0.137%
19 11.394 891 893 896 rBv2 399461 483420 60.40% 5.930%
20 11.634 912 914 919 rVB3 8511 18465 2.31% 0.227%
21 12.182 960 962 964 rBV 6402 8084 1.01% 0.099%
22 12.239 965 967 972 rVvB2 218063 263004 32.86% 3.226%
23 12.331 972 975 977 rBV 9460 13116 1.64% 0.161%
24 12.434 981 984 986 rvV 31178 33885 4.23% 0.416%
25 12.708 1005 1008 1011 rBV3 4960 10412 1.30% 0.128%
26 12.868 1021 1022 1024 rBV2 7204 11033 1.38% 0.135%
27 13.005 1031 1034 1035 rBVZ2 11348 22372 2.80% 0.274%
28 13.314 1058 1061 1062 rBV 9347 12744 1.59% 0.156%
29 13.440 1070 1072 1076 rBV 26618 32314 4._.04% 0.396%
30 13.702 1093 1095 1096 rBVZ2 7709 12984 1.62% 0.159%
31 13.737 1096 1098 1099 rVvVv 49974 67917 8.49% 0.833%
32 13.782 1099 1102 1104 rVvVv 76963 138571 17.31% 1.700%
33 13.817 1104 1105 1107 rVB 84121 73123 9.14% 0.897%
34 14.000 1119 1121 1123 rVB 61939 62206 7.77% 0.763%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample - G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF040115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.114 1129 1131 1134 rBV 44826 54431 6.80% 0.668%

36 14.228 1139 1141 1144 rVB 564577 800380 100.00% 9.819%
37 14.388 1152 1155 1157 rBV 95607 114437 14.30% 1.404%

38 14.422 1157 1158 1163 rVB4 8308 11838 1.48% 0.145%
39 14.503 1163 1165 1167 rBV3 6707 9633 1.20% 0.118%
40 14.605 1172 1174 1176 rVB 15916 17494 2.19% 0.215%
41 14.731 1183 1185 1187 rBVY 22579 23660 2.96% 0.290%
42 15.028 1209 1211 1214 rVB3 13514 19160 2.39% 0.235%
43 15.177 1221 1224 1226 rBV3 5166 10225 1.28% 0.125%

44 15.440 1244 1247 1250 rBV2 54247 112569 14.06% 1.381%
45 15.497 1250 1252 1254 rBVY 261790 309928 38.72% 3.802%

46 15.623 1262 1263 1266 rBV2 6537 8968 1.12% 0.110%
47 15.691 1266 1269 1270 rBV3 9203 12892 1.61% 0.158%
48 15.863 1281 1284 1286 rBVY 11871 17209 2.15% 0.211%
49 16.011 1294 1297 1299 rBVY 8410 14047 1.76% 0.172%
50 16.274 1317 1320 1323 rBvV 37701 59663 7.45% 0.732%
51 16.674 1353 1355 1358 rVB2 7333 10498 1.31% 0.129%
52 16.811 1364 1367 1369 rBvV 25925 47227 5.90% 0.579%
53 17.074 1388 1390 1394 rBV3 21955 52985 6.62% 0.650%
54 17.131 1394 1395 1399 rVB 18398 19960 2.49% 0.245%
55 17.200 1399 1401 1404 rBvV 23583 31882 3.98% 0.391%
56 17.268 1404 1407 1412 rBvV 221163 328768 41.08% 4.033%
57 17.886 1459 1461 1463 rBV2 21225 42506 5.31% 0.521%
58 20.457 1684 1686 1691 rVB5 28566 62058 7.75% 0.761%
Sum of corrected areas: 8151643
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO78574.D
700000

600000
500000 6.8140

4.91

400000 7.39
6.88
300000
1.53
200000

1. 2.43 4.28

100000 h

e S L T e L o T e | SR

T
Time--> 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: BFO78574.D

700000

600000 14.23

500000

400000 1139

300000
10.42 12.24
200000 8.27

100000

34 10.14

10.73 11.04444g/L711.63 12.1€.

T
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 14.50
Abundance TIC: BFO78574.D

700000

600000
500000
400000
300000 15.50 17.97

200000

100000 20,46

16.27 :
1 16. 981111&

O T T T e T T T T T T T T

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:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 6

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

4.28 11.25 ng 65971 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 271 (4.284 min): BFO78574.D (-269) (-) m/z 43.10 100.00%
43
59
5000
101 DR R I
29 83 | 4.00 4.20 4.40 4.60
S ) P SNOVPE | NS S m/z 59.10 55.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R I
4.00 4.20 4.40 4.60
59 m/z 101.10 19.63%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 400 420 4.40 4.60
5000 m/z 58.10 15.21%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol A maE e
59 4.00 4.20 4.40 4.60
m/z 41.10 10.49%
5000 31 43 73
25‘\‘ 37‘ ‘\ 11 53\‘ : 67 I 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 400 420 440 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 unknown6.40 Concentration Rank 1

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

6.40 103.49 ng 607084 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 456 (6.399 min): BF078574.D (-454) (-) m/z 132.00 100.00%
5000 68
40 % J 6.00 6.20 640 6.60 6.80
54 : : : : :
qrer lws W m/z 68.10 44.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 RS RS AR RS
6.00 6.20 6.40 6.60 6.80
33 44 o 105 m/z 134.00 30.80%
...‘.,..‘..6;9..‘..,0....‘,.‘.%1.5 |
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 6.20 640 6.60 6.80
5000 gg 116 m/z 66.10 27.88%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e R ART REEEE TR
132 6.00 6.20 6.40 6.60 6.80
o m/z 69.10 17.43%
5000 0
31
|6 | 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M

Quant Title

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

= 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 7 unknown8.34

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.34 2.29 ng 20392 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bicyclo[4.1.0]heptan-3-ol, 4,7,7... 154 C10H180
2 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16
3 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16

4 1,2,

4-Thiadiazole, 5-chloro- 120 C2HCIN2S

5 Cyclohexene, 1l-methyl-5-(1-methy... 136 C10H16

054750-09-3 35
005794-04-7 35
000586-62-9 35
038362-15-1 25
013898-73-2 25

Abundance

5000

Scan 626 (8.342 min): BF078574.D (-623) (-)
59

93

81 121 136
43

67

m/z-->

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance

5000

#25772: Bicyclo[4.1.0]heptan-3-ol, 4,7,7-trimethyl-, (1.al...
1 55 81 93 121

67

29 107

136

m/z-->

||“| Il “l ‘ ‘HM ‘H\ Ly 1y 154

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance

5000

m/z-->

wmmmmﬂ’mmm
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

93
121

41 79
67 107
53 136

33

Abundance

5000

#15314: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
3 121

136

39

79
27

‘ 65
“ iim H 1IN “ “\‘\ m

53
M\
|
e

m/z 59.00 100.00%

8.00 8.20 8.40 8.60

m/z 93.10 64 .13%

8.00 8.20 8.40 8.60

m/z 121.10 52 .34%

8.00 8.20 8.40 8.60

m/z 136.10 50.34%

8.00 8.20 8.40 8.60

m/z 81.10 47 .37%

m/z-->

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 9 Phenol, 3-(2-phenylethyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.58 ng 33885 Phenanthrene-d10 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-(2-phenylethyl)- 198 C14H140 033675-75-1 72
2 Pyridine, 2,5-dimethyl- 107 C7HON 000589-93-5 43
3 Benzyl mandelate 242 C15H1403 000890-98-2 38
4 3,5-Heptadien-2-ol, 2,6-dimethyl- 140 C9H160 077411-76-8 37
5 1,6-Dimethylhepta-1,3,5-triene 122 C9H14 1000196-61-0 37
Abundance Scan 984 (12.434 min): BF078574.D (-981) (-) m/z 91.10 100.00%
il
107
198
5000
64 77
39 51 | | 128 160 178 224 12.20 12.40 12.60 12.80
e e e e | M/z 107.10 77.60%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54962: Phenol, 3-(2-phenylethyl)-
9
107
5000 L SURIUS UM SRS B
198 12.20 12.40 12.60 12.80
o5 77 m/z 198.10 52 _.50%
27 3950 22 70| g 139152165178 |
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240
Abundance
107
' 12:20 12.40 12.60 12.80
5000 m/z 77.10 16.87%
79

39
27 51 65 92
m/z--> 2IO 4I0 6I0 8I0 l(l)O 120 14I10 160 180 200 250 2210
Abundance #83578: Benzyl mandelate A B B
107 12.20 12.40 12.60 12.80
m/z 64.00 15.07%

5000 9 g9

51 65
39 | “ | 129141153 167179 195 211 225 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 unknownl3.44 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.44 2.46 ng 32314 Phenanthrene-d10 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrazol-4-amine, 1-(3,4-dichloro... 241 C10H9CI2N3 1000273-77-4 37
2 Aniline, N-(1,3-butadienyl)-N-me... 159 C11H13N 135712-27-5 35
3 Benzene, 1-(1-formylethyl)-4-(1-... 188 C13H160 1000161-46-6 27
4 1-Propene-l-amine, N-benzylidene... 159 C11H13N 039575-55-8 25
5 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28 301643-35-6 22
Abundance Scan 1072 (13.440 min): BF078574.D (-1070) (-) m/z 159.10 100.00%
1%9
241
5000 185
91 117129 143 213 256 ----uA---u-- RN I
I| 77 | 105 ” Ih || | 171 | 199 | | 13.20 13.40 13.60 13.80
S| S ....',”!..'.,.'...,...l.ll.l..'.l .'.l.'.l.'...ll....,....,....,. m/z 241.20 67 .44%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82825: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)-
159
241 |
5000 RIS SN SN BN B
13.20 13.40 13.60 13.80
89 125 213 m/z 185.10 37 .59%
41
ST \‘\ \\ \IHI ‘.‘.“. :},(‘?3.. . le " .1,4.3.‘. . ‘HI I1I7?1|8|6|1|98 ‘\ 225 |,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
159
144 *13.20 13.40 13.60 13.80
5000 42 o m/z 117.10 23.52%
g1 104117
27 65 129
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48065: Benzene, 1-(1-formylethyl)-4-(1-buten-3-yl)- T
159 13.20 13.40 13.60 13.80
m/z 129.10 21.20%
5000 55
117129
29 91
77 105
I e 0 . U B W
mz-> 20 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.56 ng 73123 Phenanthrene-d10 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 96
2 3,4"-Diisopropylbiphenyl 238 C18H22 061434-46-6 81
3 3-(N,N-Diethylamino)carbazole 238 C16H18N2 054994-31-9 58
4 4,4"- D||sopropylb|phenyl 238 C18H22 018970-30-4 49
5 Anthracene, 4-dimethoxy- 238 C16H1402 013076-29-4 49
Abundance Scan 1105 (13.817 min): BF078574.D (-1104) (-) m/z 223.15 100.00%
223
238
5000 181
165 195
20 51 g5 77 89 104 1302 210 13.60 13.80 14.00 14.20
> m/z 238.20 59.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
5000 165 R SR SN UL U
195 13.60 13.80 14.00 14.20

m/z 181.10 47 .33%

o> 6 B \1?4\ 123 137 HM ° L |
Ll \\\ i | - \Hh M 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223
R R ABAEEE s
13.60 13.80 14.00 14.20
5000 238 m/z 165.05 34.23%
43 165
27 104 15, | 181
15 63 7 89 116128140 195207
T T T R T T T T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81179: 3-(N,N-Diethylamino)carbazole
223 13.60 13.80 14.00 14.20
m/z 195.10 31.93%
238
5000
194
167
29
51 63 75 89 111 126 \\ 154‘H 180 || 209 I A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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, 4,4"-(1-methylethyl.._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.11 3.51 ng 54431 Chrysene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 96
2 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 52
3 2-Methylphenothiazine 213 C13H11NS 005828-51-3 45
4 Trimethyl[5-(trimethylsilyl)-2-t... 228 C10H20SSi2 017906-71-7 45
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 42
Abundance Scan 1131 (14.114 min): BF078574.D (-1129) (-) m/z 213.10 100.00%
213
5000
119 .
91 228 RN N SUNU UL
39 g3 65 77 | 107 135 152165 g1 197 | | 13.80 14.00 14.20 14.40
SRR I S [PV VL AR S G s VR M m/z 119.00 27.65%
m/z-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 T Ay
13.80 14.00 14.20 14.40
119 228 m/z 91.00 17.35%

27 39 51 65 77 9‘1 107 | 135 15 165 181 197 | |
S K M e e A N

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

213

13.80 14.00 14.20 14.40
5000 m/z 214.10 15.73%

167 196
51 65 77 98 115128139

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65008: 2-Methylphenothiazine SARSERESIBISMER LS ) SN
213 13.80 14.00 14.20 14.40

m/z 228.10 15.43%

5000 180

152 197 | 108 | A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. 80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.39 7.38 ng 114437 Chrysene-di2 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl-7-(1-meth... 234 C18H18 000483-65-8 98
2 2-1sopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 94
3 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H2202 001620-98-0 53
4 Phenol, 2,6-bis(1,1-dimethylethy... 234 C16H260 004130-42-1 52
5 1-(10-Methylanthracen-9-yl)ethanone 234 C17H140 036778-18-4 50
Abundance Scan 1155 (14.388 min): BF078574.D (-1152) (-) m/z 219.10 100.00%
219
234
5000
204
102 189 14.00 14.20 14.40 14.60 14.80

89 165 - : - - :

39 57 76 117 139152165177 /7 23420 57 69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78744: Phenanthrene, 1-methyl-7-(1-methylethyl)-

VA
LI L B L L L L L

14.00 14.20 14.40 14.60 14.80
m/z 204.10 34.51%

5000

102

15 27 39 51 63 76 89 117 139152165777

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
219 234
A
14.00 14.20 14.40 14.60 14.80
5000 m/z 203.10 26.13%
204
89 102 189
27 39 51 63 76 117 139152165177
T e o e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78586: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde
219 14.00 14.20 14.40 14.60 14.80
m/z 202.10 19.78%
5000 234

191
41 ST 77 91103115 131 147159 175 | 208 | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.27 3.85 ng 59663 Chrysene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 91
3 Octacosane 394 C28H58 000630-02-4 72
4 Tetracosane 338 C24H50 000646-31-1 64
5 10-Methylnonadecane 282 C20H42 056862-62-5 64
Abundance Scan 1320 (16.274 min): BF078574.D (-1317) (-) m/z 57.10 100.00%
57
5000 _JAh,,A~d\~\J\-_A/x~\JA~A
[ e e e
1 1 m/z 71.10 70.53%

m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #91037: Octadecane
57

5000 R e A EEmEmEnm s
16. 00 16. 20 16. 40 16. 60

m/z 43.10 69.73%

T, 284
IIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIII T T T T T T T
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance
57

16.00 16. 20 16. 40 16.60

5000 m/z 85.10 55.18%
125
197 267 350 899 998
ke B i K
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #155177: Octacosane . T L !
57 16. 00 16. 20 16. 40 16. 60

m/z 97.05 36.91%

- M\MN\AWW
127

| 177, 197 281 304

|
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 16. 00 16. 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 Pentacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.07 3.22 ng 52985 Perylene-d12 17.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Pentacosane 352 C25H52 000629-99-2 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Triacontane 422 C30H62 000638-68-6 78
5 Nonacosane 408 C29H60 000630-03-5 78

Abundance Scan 1390 (17.074 min): BF078574.D (-1388) (-) m/z 57.10 100.00%
57
5000 85 A‘j\vwaqVWNgj\vxh,d»ANN/\A
113 L B B B I
l | 5155177 og7 254 16.80 17.00 17.20 17.40
S . X e m/z 43.10 68.56%
mz-> 0 50 100 150 200 250 300 350
Abundance #91034: Octadecane
57
5000 85 LI SUNIR SN I
29 16.80 17.00 17.20 17.40
m/z 71.10 67.68%
Il M‘W | M3 141 169 197 225 2?4
mz-> 0 50 100 150 200 250 300 350 '
Abundance
57
16,80 17.00 17.20 17.40
5000 85 m/z 85.10 48 .27%
113
29 141 169189211 239 267 295 323 352 Nyﬁ\vaNVNJWJ\_ﬂAJV*/xv/\ﬂ
mz-> 0 50 100 150 200 250 300 350 '
Abundance #155177: Octacosane B R B B
57 16.80 17.00 17.20 17.40
m/z 55.10 22.33%
5000 85
29 13 14
[ 1) 717,141 169 197 205 253 281 309 337 365 394
mz-> 0 50 100 150 200 250 300 350 ' 16.80 17.00 17.20 17.40

8270-BF040115.M

Fri Apr 17 13:42:36 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.89 2.59 ng 42506 Perylene-di12 17.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 62
2 Docosane 310 C22H46 000629-97-0 50
3 Nonacosane 408 C29H60 000630-03-5 50
4 Eicosane 282 C20H42 000112-95-8 47
5 Hexadecane 226 Cl16H34 000544-76-3 47
Abundance Scan 1461 (17.886 min): BFO78574.D (-1459) (-) m/z 57.10 100.00%
sl
85 W
5000
113 A L B
| 34157 1?1 o0g 239 267 17.60 17.80 18.00 18.20
_— e . Tm/z 71.10 90.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107666: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 LI SR UL BN SURA
85 17.60 17.80 18.00 18.20
29 m/z 43.10 70.56%
113 183
L) H b T 225 258 282
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
17.60 17.80 18.00 18.20
5000 85 m/z 85.10 53.60%
29 113 141 169 197 225 253 281 310 NJA\MV,fwrwJA/N\w\’ﬂfj”“J\\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane Al Emma s B
57 17.60 17.80 18.00 18.20
m/z 55.10 38.04%
5000 85
29| || M3 141 160 197 225 253 281 309 337 365 408
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample : G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 17 unknown20.46 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.46 3.78 ng 62058 Perylene-d12 17.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decyne 138 C10H18 002384-70-5 16
2 Cyclodecene 138 C10H18 003618-12-0 16
3 9-Oxabicyclo[6.1.0]non-6-en-2-0ne 138 C8H1002 1000211-01-6 16
4 3-Octyn-2-one 124 C8H120 001119-58-0 16
5 4-Amino-n-prop-2-ynyloxy-furazan. .. 181 C6H7N502 1000274-75-6 15
Abundance Scan 1686 (20.457 min): BFO78574.D (-1684) (-) m/z 55.10 100.00%
95
123
164 218
5000 20 273
J39 %50 20,20 20.40 20.60 20.80
7 m/z 95.10 86 .95%
m/z--> 50 100 150 200 250 300 350
Abundance #16240: 2-Decyne
95
41 &7
5000 HRRA UL BN SURSA B
20.20 20.40 20.60 20.80
\ m/z 83.10 84 _55%
‘ Al llﬁﬁll e
m/z--> 50 100 150 200 250 300 350
Abundance
67
o 20,20 20.40 20.60 20.80
5000 o5 m/z 109.10 79.63%
138
14
m/z--> 50 100 150 200 250 300 350
Abundance #16739: 9-Oxabicyclo[6.1.0]non-6-en-2-one I
81 109 20.20 20.40 20.60 20.80
39 m/z 39.10 71.77%
5000
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078574.D

Acq On : 16 Apr 2015 19:20

Operator : TP/1Z

Sample - G1855-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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]
2-Pentanone, 4-hy... 4.28 11.3 ng 65971 1 6.68 117325 20.0
unknown6 .40 6.40 103.5 ng 607084 1 6.68 117325 20.0
unknown8 .34 8.34 2.3 ng 20392 2 8.27 178140 20.0
Phenol, 3-(2-phen... 12.43 2.6 ng 33885 4 12.24 263004 20.0
unknownl13.44 13.44 2.5 ng 32314 4 12.24 263004 20.0
10,18-Bisnorabiet. .. 13.82 5.6 ng 73123 4 12.24 263004 20.0
Phenol, 4,4"-(1-m... 14.11 3.5 ng 54431 5 15.50 309928 20.0
Phenanthrene, 1-m... 14.39 7.4 ng 114437 5 15.50 309928 20.0
Octadecane 16.27 3.9 ng 59663 5 15.50 309928 20.0
Pentacosane 17.07 3.2 ng 52985 6 17.27 328768 20.0
Hexadecane, 2,6,1... 17.89 2.6 ng 42506 6 17.27 328768 20.0
unknown20.46 20.46 3.8 ng 62058 6 17.27 328768 20.0
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