LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082092.D

Aca On : 6 Oct 2015 19:11

Operator : UM/I1Z

Sample : 6G3906-04

Misc :

ALS Vial : 17 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-BF092815.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 5.063 253 256 268 rVB 643408 1038191 46.21% 4._.190%
2 5.486 290 293 295 rBVY 1568515 2057340 91.56% 8.304%
3 6.514 380 383 385 rBVY 1880032 1976945 87.99% 7.979%
4 6.652 392 395 397 rBVY 2043440 2246880 100.00% 9.069%
5 6.880 413 415 419 rBV 553548 485747 21.62% 1.961%
6 7.040 426 429 431 rBV 1644945 1685313 75.01% 6.802%
7 7.452 462 465 467 rBV 1266210 1302541 57.97% 5.257%
8 8.172 525 528 530 rBV 592415 655765 29.19% 2.647%
9 9.246 619 622 624 rBY 2288076 2050189 91.25% 8.275%
10 9.635 655 656 659 rBV 231822 311981 13.89% 1.259%
11 9.920 679 681 683 rBV 658245 725417 32.29% 2.928%
12 9.955 683 684 686 rVB 93827 74811 3.33% 0.302%
13 10.126 697 699 701 rBV2 24650 27209 1.21% 0.110%
14 10.355 715 719 720 rBV 37184 59097 2.63% 0.239%
15 10.469 727 729 732 rBV 64410 63240 2.81% 0.255%
16 10.560 732 737 740 rBV3 21197 45301 2.02% 0.183%

17 10.720 748 751 753 rBV 1136027 1469761 65.41% 5.932%
18 10.823 758 760 765 rVB 79806 101078 4_50% 0.408%

19 11.018 74 777 779 rBVY 17669 28125 1.25% 0.114%
20 11.166 786 790 793 rBV5 10226 25670 1.14% 0.104%
21 11.269 797 799 801 rBV 58366 61002 2.71% 0.246%
22 11.303 801 802 805 rvB2 26571 33179 1.48% 0.134%

23 11.418 809 812 816 rBv2 507458 1237982 55.10% 4._.997%
24 11.486 816 818 824 rVB 147303 186756 8.31% 0.754%
25 11.646 830 832 835 rBv2 23430 42946 1.91% 0.173%

26 11.692 835 836 839 rvB 23303 33081 1.47% 0.134%
27 11.943 853 858 861 rBv2 77042 157111 6.99% 0.634%
28 12.023 863 865 870 rvB2 97577 130419 5.80% 0.526%
29 12.206 880 881 886 rBvV3 17846 30343 1.35% 0.122%
30 12.458 901 903 905 rBV 20523 29806 1.33% 0.120%

31 12.629 915 918 920 rBV 454350 561925 25.01% 2.268%
32 12.858 935 938 940 rBV 370371 562287 25.03% 2.270%
33 12.995 948 950 953 rBV 1379050 1698810 75.61% 6.857%
34 13.064 955 956 959 rvB2 23338 35752 1.59% 0.144%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082092.D

Aca On : 6 Oct 2015 19:11

Operator : UM/I1Z

Sample : 6G3906-04

Misc :

ALS Vial : 17 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-BF092815.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.178 963 966 968 rBV 61377 98470 4._.38% 0.397%
36 13.246 971 972 974 rVV 60257 64228 2.86% 0.259%
37 13.281 974 975 979 rvVB2 34921 59909 2.67% 0.242%
38 13.406 985 986 988 rBV 20995 27698 1.23% 0.112%
39 13.567 998 1000 1002 rBV 33562 43069 1.92% 0.174%
40 13.692 1007 1011 1015 rBVS5 16939 50432 2.24% 0.204%

41 13.898 1027 1029 1034 rVB2 129132 207393 9.23% 0.837%
42 14.058 1038 1043 1050 rBV2 516678 1114680 49.61% 4._.499%

43 14.161 1050 1052 1053 rVB 40965 42061 1.87% 0.170%
44 14.207 1054 1056 1059 rBvV4 30547 48297 2.15% 0.195%
45 14.435 1074 1076 1078 rVB2 19771 32173 1.43% 0.130%
46 14.515 1081 1083 1086 rBV3 45026 83051 3.70% 0.335%
47 14.824 1108 1110 1111 rBV 19826 23956 1.07% 0.097%
48 15.087 1130 1133 1137 rBV 150745 337652 15.03% 1.363%
49 15.190 1140 1142 1144 rBV 29784 27909 1.24% 0.113%

50 15.384 1157 1159 1162 rVB 79021 110063 4_90% 0.444%

51 15.441 1162 1164 1167 rVV 133712 182148 8.11% 0.735%
52 15.510 1167 1170 1176 rVB 346166 622843 27.72% 2.514%

53 16.184 1226 1229 1232 rVB2 33580 73179 3.26% 0.295%

54 16.595 1263 1265 1274 rVB5 27989 74819 3.33% 0.302%

55 16.927 1291 1294 1299 rBV2 47334 98385 4_.38% 0.397%

56 17.167 1312 1315 1317 rBV3 21237 45050 2.01% 0.182%

57 17.361 1329 1332 1336 rBvV 36416 76198 3.39% 0.308%
Sum of corrected areas: 24775663
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082092.D

Aca On : 6 Oct 2015 19:11

Operator : UM/I1Z

Sample = 6G3906-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082092.D
6.65
2000000 6.51
7.04
5.49
1500000
7.45
1000000
5.06 6.8 8.17
500000
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082092.D
9|25
2000000
1500000 13.00
10.72
1000000
5% 11.42 14.06
500000 (
9.63 49 15.
. I '9?0.131@6.754 1082, qaliy b 1118601 8% 2112.46 ! .
AT S AN e e o AR e e R e ——— T T T
Time--> 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: BF082092.D
2000000
1500000
1000000
500000 15.51
518534
- 16.18  16.60 16.9317.177.36
O LA e e e e e LA A A e e L B e e T T T T T T e e T T e T e T T T
Time--> 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\BF100615\
Data File : BF082092.D

Aca On : 6 Oct 2015 19:11

Operator : UM/I1Z

Sample = 6G3906-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 42.75 ng 1038190 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 256 (5.063 min): BF082092.D (-253) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 R UL L R
4.80 500 5.20 5.40
83.1
o...,....,....,....I,'::..,..~!I,...6?-,°....,.'...,...:,....,. m/z 59.10 62.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL L I
59.0 480 500 520 5.40
m/z 101.10 19.58%
31.0 83.0 101.0
Ol e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.10 16.28%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- AR EEman E
59.0 4.80 500 5.20 5.40
m/z 41.10 9.00%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ SOQH‘ . “ 98.0 A
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082092.D

Aca On : 6 Oct 2015 19:11

Operator : UM/I1Z

Sample = 6G3906-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.65 Concentration Rank 1

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

6.65 92.51 ng 2246880 1,4-Dichlorobenzene-d4 6.88
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 395 (6.652 min): BF082092.D (-392) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 PSSP SRR SRR R
401 541 6.40 6.60 6.80 7.00
Obrr ey bt 880 L 1180 m/z 68.10 35.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S A LN
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.89%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.54%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R B Eamme
132.0 6.40 6.60 6.80 7.00
m/z 69.05 14 .20%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082092.D

Aca On : 6 Oct 2015 19:11

Operator : UM/I1Z

Sample = 6G3906-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 4 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.54 ng 157111 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 95
Abundance Scan 858 (11.943 min): BF082092.D (-853) (-) m/z 192.10 100.00%
19p.1
5000 PAAN\&‘A
21 O g1 15 sisp | 1160 1180 1200 1220

Of m/z 191.10 54 .54%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50626: Phenanthrene, 2-methyl-
192.0

5000 e ....,
11,60 11.80 12,00 12.20

m/z 189.10 26.08%

165.0
0 39.0 630 96.0 1150 1390 7 |
R R RS ISR RS ERRRRES
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0

11.60 11.80 12.00 12.20

5000 m/z 193.10 18.05%
165.0
o 39.0 63.0 96.0 1150 139.0
e T L L s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50611: Anthracene, 2-methyl- N | S S e a8
192.0 11. 60 11. 80 12. OO 12. 20

m/z 190.10 15.19%

5000
96.0 165.0
o 630 , | w50 1390 "] |

m/z--> 20 40 60 80 100 120 140 160 180 200 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082092.D

Aca On : 6 Oct 2015 19:11

Operator : UM/I1Z

Sample = 6G3906-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.02 2.11 ng 130419 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 Methvl diselenide 190 C2H6Se?2 007101-31-7 55
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 52
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45

Abundance Scan 865 (12.023 min): BF082092.D (-863) (-) m/z 190.10 100.00%
19p.1
5000 NA\\
94.6 ”........” NEENO
63.1 163.1 nmnmnmnm
ol £ | 4100 190 Al wsz 189.10 91.07%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190.0

5000 LANLINL B L L L LB L L L
11. 80 12. OO 12 20 12. 40
95.0 m/z 191.10 30.93%
o 270 430 830 g9 | 110 1370 1630 |
T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
93.0 190.0
175.0 11.80 12. 00 12 20 12. 40
5000 m/z 192.10 27 .51%
109.0
7810 160.0
o) RSN ] FAE————— 1 YR 1)1 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl S EEammamE LSRR S
450 190.0 11. 80 12. 00 12 20 12. 40
: 146.0 m/z 94.60 22 .05%
5000 82.0
117.0
62.0
o0l ez oo ||
oo a2l o2 fsao N Ly M| | = o
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 80 12. 00 12 20 12. 40

8270-BF092815.M Wed Oct 07 15:38:43 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082092.D

Aca On : 6 Oct 2015 19:11

Operator : UM/I1Z

Sample = 6G3906-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1-Pentadecanethiol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 3.72 ng 207393 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 90
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 81
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 70
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 68
Abundance Scan 1029 (13.898 min): BF082092.D (-1027) (-) m/z 57.10 100.00%

517.1

5000

-

111.1

13.60 13.80 14.00 14.20
m/z 43.10 70.13%

230.1

152.1 176.0 200.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84854: 1-Pentadecanethiol
55.0 , 83.0

5

5000 R T
13. 60 13. 80 14.00 14.20
0
210.0 m/z 55.10 66.69%
139.0 182.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R R REERE R
83.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 56.01%
29.0 111.0

139.0 168.0 196.0 2270 258.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester I o e e S ELBLE I e
57.0 13.60 13.80 14.00 14.20
0
83.0 m/z 71.10 53.38%
h J\_/\,M
29.0
e e e R E e e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082092.D

Aca On : 6 Oct 2015 19:11

Operator : UM/I1Z

Sample = 6G3906-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 8 unknownl6.18 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.35 ng 73179 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvlamino-5.6(4H)dihvdro-1.3... 192 C10H12N2S 1000147-35-4 45
2 2H-1.2.3-Triazole-4-carboxaldehv... 191 C9H6FN30 051306-43-5 35
3 Propanamide. N-(2.3-dihvdro-3-me... 220 C11H12N20S 332413-15-7 27
4 (7a-Isopropenvl-4.5-dimethvlocta... 222 C15H260 1000187-02-9 27
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 27
Abundance Scan 1229 (16.184 min): BF082092.D (-1226) (-) m/z 191.15 100.00%
194.2
5000
B1 1931
411 671 163.1 264.1 AR AR AR
3 211.1233.1 15.80 16.00 16.20 16.40
0 m/z 177.10 41.48%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50071: 2-Phenylamino-5,6(4H)dihydro-1,3-thiazine
191.0
5000 NSRS UL DU
77.0 136.0 1580 16.00 16.20 16.40
" 163.0 m/z 95.10 37.75%
1060‘
S | T O s e —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191.0
109.0 N ——
15.80 16.00 16.20 16.40
5000 82.0 m/z 81.10 35.97%
570 136.0
162.0
O B o R o R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69031: Propanamide, N-(2,3-dihydro-3-methyl-2-benzothiazo... A REaRE RS
191.0 15.80 16.00 16.20 16.40

m/z 123.10 31.20%
5000

57.0 Lo 1000 1900 220.0
370 | 780 1290 |

L A R e

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082092.D

Aca On : 6 Oct 2015 19:11

Operator : UM/I1Z

Sample = 6G3906-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
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 (7a-Ilsopropenyl-4,5-dimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.60 2.40 ng 74819 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (7a-1sopropenvl-4.5-dimethvlocta... 222 C15H260 1000187-02-9 50
2 2-Phenvlamino-5.6(4H)dihvdro-1.3... 192 C10H12N2S 1000147-35-4 50
3 2H-1.2.3-Triazole-4-carboxaldehyv... 191 C9H6FN30 051306-43-5 47
4 2-Phenvliminoperhvdro-1.3-thiazine 192 C10H12N2S 1000138-91-3 43
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 37
Abundance Scan 1265 (16.595 min): BF082092.D (-1263) (-) m/z 191.15 100.00%
191.2

95.1

5000

F

2192 263128411 | 150 16.40 16.60 16.80 17.00
(o} m/z 95.10 50.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71014: (7a-1sopropenyl-4,5-dimethyloctahydroinden-4-yl)me...
191.0
95.0

5000

16.20 16.40 16.60 16.80 17.00
m/z 81.10 40.87%

04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A/\A”“A¢“\wf\vww»4mxdew
Abundance
191.0
R B LN B
16.20 16.40 16.60 16.80 17.00
5000 m/z 192.10 34.85%
77.0
136.0 163.0
106.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49991: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191.0 16.20 16.40 16.60 16.80 17.00
109.0 m/z 69.10 32.82%
5000 82.0
136.0
57.0
| ‘ | ‘ 162.0
0 NN /S AN | R s T N S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 20 16 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100615\
Data File : BF082092.D

Acq On : 6 Oct 2015 19:11

Operator : UM/1Z

Sample - G3906-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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]
2-Pentanone, 4-hy... 5.06 42.8 ng 1038190 1 6.88 485747 20.0
unknown6 .65 6.65 92.5 ng 2246880 1 6.88 485747 20.0
Phenanthrene, 2-m... 11.94 2.5 ng 157111 4 11.42 1237980 20.0
4H-Cyclopenta[def... 12.02 2.1 ng 130419 4 11.42 1237980 20.0
1-Pentadecanethiol 13.90 3.7 ng 207393 5 14.06 1114680 20.0
unknownl16.18 16.18 2.4 ng 73179 6 15.51 622843 20.0
(7a-l1sopropenyl-4_.. 16.60 2.4 ng 74819 6 15.51 622843 20.0
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