LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator - 1Z / TP

Sample : Gl101-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF011415.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.452 30 32 41 rBV 28558 65542 5.55% 0.691%
2 4.104 261 264 270 rBV 22119 48583 4.11% 0.512%
3 5.030 342 345 355 rBV 224815 413534 35.00% 4.361%
4 7.362 547 549 555 rBV 153927 254659 21.55% 2.686%
5 7.465 555 558 567 rVB 508145 796765 67 .44% 8.403%
6 7.967 599 602 608 rVB 96695 168246 14.24% 1.774%
7 8.299 627 631 634 rBV 431716 743205 62.90% 7.838%
8 8.356 634 636 643 rVB 36612 54590 4.62% 0.576%
9 9.270 712 716 719 rBV 438592 653964 55.35% 6.897%
10 9.796 760 762 765 rVB 14275 19228 1.63% 0.203%
11 10.185 794 796 798 rVB 8644 11942 1.01% 0.126%
12 10.322 806 808 810 rVB 16278 22532 1.91% 0.238%
13 10.882 854 857 860 rBV 165511 249407 21.11% 2.630%
14 10.951 860 863 865 rvv 14077 31642 2.68% 0.334%
15 10.996 865 867 871 rVvv3 9540 18594 1.57% 0.196%
16 11.076 871 874 877 rVB 28282 42022 3.56% 0.443%
17 11.614 915 921 926 rBV3 6998 20128 1.70% 0.212%
18 11.991 950 954 956 rBV 14653 23997 2.03% 0.253%
19 12.059 956 960 962 rvv4 9115 20102 1.70% 0.212%
20 12.139 965 967 972 rVB2 7571 14581 1.23% 0.154%
21 12.299 976 981 983 rBV2 10279 24617 2.08% 0.260%
22 12.345 983 985 990 rVB2 11559 24666 2.09% 0.260%
23 12.459 990 995 997 rBV 21083 42673 3.61% 0.450%
24 12.494 997 998 1002 rVB2 10141 11870 1.00% 0.125%
25 12.802 1018 1025 1030 rBV2 46935 118873 10.06% 1.254%
26 13.008 1041 1043 1048 rVvv4 6256 14692 1.24% 0.155%
27 13.088 1048 1050 1054 rVB3 6531 12321 1.04% 0.130%
28 13.225 1060 1062 1065 rBV3 11119 23258 1.97% 0.245%
29 13.408 1075 1078 1080 rBV3 10181 14467 1.22% 0.153%
30 13.534 1085 1089 1092 rVB 798183 1181506 100.00% 12.460%
31 13.899 1114 1121 1124 rBV5 14070 37064 3.14% 0.391%
32 13.957 1124 1126 1130 rVB3 11401 17123 1.45% 0.181%
33 14.071 1133 1136 1141 rVB5 9210 27192 2.30% 0.287%
34 14.265 1149 1153 1156 rBvV4 12851 41372 3.50% 0.436%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator - 1Z / TP

Sample : Gl101-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF011415.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.368 1160 1162 1164 rVB3 7338 11828 1.00% 0.125%
36 14.517 1171 1175 1180 rBV6 25068 73103 6.19% 0.771%
37 14.597 1180 1182 1185 rVV2 10046 17508 1.48% 0.185%
38 14.711 1188 1192 1195 rVB 21439 41358 3.50% 0.436%
39 15.008 1215 1218 1221 rVB 175486 277118 23.45% 2.922%
40 15.077 1221 1224 1229 rBV5 13009 41544 3.52% 0.438%
41 15.500 1259 1261 1266 rVB4 8843 20432 1.73% 0.215%
42 15.602 1266 1270 1275 rBV7 6518 25006 2.12% 0.264%
43 15.728 1278 1281 1283 rBV3 11484 20298 1.72% 0.214%
44 15.820 1285 1289 1290 rBV4 11399 23489 1.99% 0.248%
45 15.922 1295 1298 1301 rBV4 13333 42614 3.61% 0.449%
46 15.991 1301 1304 1305 rVVv3 12583 28581 2.42% 0.301%
47 16.048 1308 1309 1315 rVB5 15732 41868 3.54% 0.442%
48 16.174 1315 1320 1323 rBV6 10751 30918 2.62% 0.326%
49 16.220 1323 1324 1327 rBV2 7906 14136 1.20% 0.149%
50 16.391 1337 1339 1344 rVB5 9854 16369 1.39% 0.173%
51 16.528 1348 1351 1352 rBV3 6736 13005 1.10% 0.137%
52 16.620 1357 1359 1361 rBV 20521 31844 2.70% 0.336%

53 16.677 1361 1364 1366 rVV 556722 750816 63.55% 7.918%
54 16.711 1366 1367 1376 rVB 53772 100090 8.47% 1.056%

55 16.905 1379 1384 1387 rBV6 21342 53469 4_.53% 0.564%
56 17.168 1404 1407 1413 rVB 39168 58242 4._.93% 0.614%
57 17.271 1413 1416 1418 rBV4 9233 21630 1.83% 0.228%
58 17.328 1419 1421 1422 rBV2 8408 12492 1.06% 0.132%
59 17.500 1434 1436 1439 rVB4 6789 12565 1.06% 0.133%
60 17.774 1457 1460 1463 rBV 250770 311799 26.39% 3.288%
61 17.820 1463 1464 1466 rVB2 18159 15663 1.33% 0.165%
62 17.991 1477 1479 1484 rBV5 11037 24851 2.10% 0.262%
63 18.277 1502 1504 1507 rBvV4 5096 13669 1.16% 0.144%
64 18.460 1517 1520 1523 rBV4 7015 17688 1.50% 0.187%
65 18.517 1523 1525 1527 rBV3 8266 16705 1.41% 0.176%
66 18.769 1544 1547 1549 rBV2 53596 67519 5.71% 0.712%
67 19.020 1566 1569 1571 rBV3 7739 20283 1.72% 0.214%
68 19.786 1633 1636 1639 rBv4 21305 37131 3.14% 0.392%
69 20.003 1652 1655 1658 rBV 1020757 1138260 96.34% 12.004%
70 20.780 1721 1723 1725 rBV 41132 40963 3.47% 0.432%
71 20.883 1730 1732 1735 rVB4 7434 12883 1.09% 0.136%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator - 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 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:\HPCHEMI\BNA F\METHODS\8270-BF011415.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 21.272 1761 1766 1768 rVB 280657 353907 29.95% 3.732%
73 21.660 1798 1800 1802 rBV3 6512 12899 1.09% 0.136%
74 22.472 1869 1871 1875 rVB4 13641 25215 2.13% 0.266%
75 22.917 1907 1910 1913 rBvV 250914 283648 24.01% 2.991%
76 23.135 1926 1929 1932 rBv4 7434 17890 1.51% 0.189%
77 23.443 1952 1956 1957 rBv4 5914 13267 1.12% 0.140%
78 23.489 1958 1960 1962 rBV3 7012 12823 1.09% 0.135%

Sum of corrected areas: 9482343
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011915\
BFO76931.D

19 Jan 2015 15:58

1z / TP

G1101-14

TE-PMW-PCB2

10 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

hod
le

ry C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000

TIC: BFO76931.D

7.46

5.03
7.3
7.97

1.45 4.10 36 9.8

0
Time-->

AN A
LI L L L L L L L L L L L L L L L L L L L L L B L L L ) B

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50

Abundance
1000000

800000

600000

400000

200000

TIC: BFO76931.D

13.53

16.68

10.88

12.80

8 11.61 11 08u2RED 1 13300023.4]

101882

Time-->

Y
=TT

10.00 10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

Abundance
1000000

800000

600000

400000

200000

0

18.77
ﬂ 19.02 19.79;

TIC: BFO76931.D
20,00

21.27
22.92

%d%s

21.66 22.47 23.133340

Time-->

19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 Oxirane, [(1-methylethoxy)m... Concentration Rank 6

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

4.10 5.78 ng 48583 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. I(l1-methvlethoxv)methvl1- 116 C6H1202 004016-14-2 64
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
3 Diacetamide 101 C4H7NO2 000625-77-4 7
4 Guanidine 59 CH5N3 000113-00-8 5
5 5-Hexen-2-one 98 C6H100 000109-49-9 5

Abundance Scan 264 (4.104 min): BF076931.D (-261) (-) m/z 43.00 100.00%
43
59
5000
101 R U R U L
| | 3.80 4.00 4.20 4.40
T e & T e e I m/z 59.10 65.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7965: Oxirane, [(1-methylethoxy)methyl]-
43
- 59
5000 T3B0 400 420 4o
- 101 m/z 101.00 21.76%
'”I'”'I'”'i”gﬂh"W'“lW"”IJ'”I'ﬁqI'”'I”"P
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
380 4.00 4.20 440
5000 5 m/z 58.00 20.27%
15 101
25 31 37 53 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3942: Diacetamide e
43 3.80 4.00 4.20 4.40
m/z 41.10 8.21%
5000 59
73
101
28 37 ||| 51 67 79 86 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 380 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 3 unknown7.46 Concentration Rank 1

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

7.46 94.71 ng 796765 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 558 (7.465 min): BF076931.D (-555) (-) m/z 132.00 100.00%
5000
68
0 3 e Pes | Tk 7ho 780 78
el f7 87 L3S m/z 68.10 35.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I N SR I
7.20 7.40 7.60 7.80
31 51 78 m/z 134.00 31.58%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.00 26.14%
33 44 o 105
60 '~ g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.60%
5000 98 116
SN -NM 8 .p®97.hq ol 158 ..,.1§?. SNNNNNND LN & W
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 Indane Concentration Rank 5

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

8.36 6.49 ng 54590 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzeneethanol. .beta.-ethenvl- 148 C10H120 006052-63-7 72
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 59
5 Deltacyclene 118 C9H10 007785-10-6 50

Abundance Scan 636 (8.356 min): BF076931.D (-634) (-) m/z 117.10 100.00%
117

5000

8.00 8.20 8.40 8.60
m/z 118.05 54 _77%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8674: Indane

5000

8.I00 8.20 8.40 8.60
m/z 115.00  31.17%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
e LR mamn R
8.00 8.20 8.40 8.60
5000 m/z 91.00 17 .49%
91
3139 51 65 77 103 128 148
wwwmmmﬁmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 \ I\
Abundance #8689: Benzene, cyclopropyl- e e
1 8.00 8.20 8.40 8.60

m/z 63.00 12._.10%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 Benzene, (1-methyl-1-butenyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.95 2.54 ng 31642 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 86
2 Bicvclol4.2.0locta-1.3.5-triene.... 146 Cl11H14 027087-54-3 86
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 72
4 Benzene. l1-methvl-2-(1-methvl-2-_... 146 C11H14 097664-19-2 64
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 64

Abundance Scan 863 (10.951 min): BF076931.D (-860) (-) m/z 131.05 100.00%
131
5000
146
39 o 81 9|1 11|5 | 10.60 10.80 11.00 11.20
SRS A1 SN NS ESMSM_— - — m/z 146.10 33.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20719: Benzene, (1-methyl-1-butenyl)-
131
91
5000 USRI B SR I
146 10.60 10.80 11.00 11.20
39 51 77 115 m/z 129.00 21.27%
5 L] 63 103 “
”P“W”AP”W””H”WMMP”M””H”WmMP”M”JJ”W”“P”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
10.60 10.80 11.00 11.20
5000 m/z 91.00 21.16%
o1 146
o7 39 51 g 7 103 115

wrwwmmmmﬁmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #20743: 1H-Indene, 2,3-dihydro-1,6-dimethyl- R e L
131 10.60 10.80 11.00 11.20
m/z 115.00 19.20%
5000
146
7 Pou e w Ty q
da 11 | L iy L
e e e e e e e e e R A BAREA S L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 7 Benzene, (3-methyl-2-butenyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.08 3.37 ng 42022 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvIl-2-butenvl)- 146 C11H14 004489-84-3 90
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 Cl11H14 017059-48-2 90
3 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 C11H14 020836-11-7 90
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 87
5 _alpha.,.beta., .beta.-Trimethyls... 146 C11H14 000769-57-3 87

Abundance Scan 874 (11.076 min): BF076931.D (-871) (-) m/z 131.10 100.00%
131
5000
o1 146 AU BN BN B
115
10.80 11.00 11.20 11.40
77
R B e A7 | aos Wl L w/z 146.10  27.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20727: Benzene, (3-methyl-2-butenyl)-
131
o1 146
5000 AU SR BN B
10.80 11.00 11.20 11.40
m/z 133.10 18.44%
o7 A 8L 65 77 103 116 |
..|...‘.‘lu...‘l‘.‘...i.‘.‘..lu‘ﬁ‘.‘l‘lun‘ll....‘ll...l.‘l‘..|..H‘.|...‘lil...|..‘.‘.luun
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
10,80 11.00 11.20 11.40
5000 m/z 91.00 17.63%
146
115

39 51 91
27 64 77 g4 " 08105 | 122 | 138
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #20737: 1H-Indene,2,3-dihydro-2,2-dimethyl- A Ra L R e s
131 10.80 11.00 11.20 11.40
m/z 115.00 16.25%
146
5000
a 115
51 65 77 105 | nl A
L. ul L Ly ul | N 11
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 Benzaldehyde, 2,4,6-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.46 3.42 ng 42673 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 2.4.6-trimethvl- 148 C10H120 000487-68-3 80
2 Benzaldehvde. 2.4.5-trimethvl- 148 C10H120 005779-72-6 80
3 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 80
4 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 53
5 2H-1-Benzopyran-2-one, 3,4-dihydro- 148 C9H802 000119-84-6 43

Abundance Scan 995 (12.459 min): BF076931.D (-990) (-) m/z 147.00 100.00%
14
5000
39 55 77 103 121 12.20 12.40 12.60 12.80
e et e dge Ml Tm/z 14800 94.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21699: Benzaldehyde, 2,4,6-trimethyl-
147
N A
2000 119 1220 12.40 12,60 12.80
7 91 105 m/z 145.10 13.20%
51
W""I”"j}”'Ih'?ﬁ'éé'I”'Ml?ﬂ'IL'?ﬁ'“'W'JJH""%ﬁ%'I'” h"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
147
12.20 12.40 12.60 12.80
5000 119 m/z 149.10 13.19%

77 91 105

mwmmwmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22271: 3-Methylbenzothiophene e B B
147 12.20 12.40 12.60 12.80
m/z 77.00 10.91%

5000

38 45 54 63 74 gypgg 103 115

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 Naphthalene, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.27 2.99 ng 41372 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 72
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 64
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 59
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 59
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 59
Abundance Scan 1153 (14.265 min): BF076931.D (-1149) (-) m/z 141.10 100.00%
141 156
5000
77 115 g
a 53 Y 107
93 | | | | | 14.00 14.20 14.40 14.60
A e m/z 156.10 94 _35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27190: Naphthalene, 1,3-dimethyl-
156
141
5000
14.00 14.20 14.40 14.60
115 128 m/z 115.00 31.92%
27 39 51 63 76
et b 292l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
141 156
14.00 14.20 14.40 14.60
5000 m/z 77.00 31.06%
115
128
5 27 39 51 8 76 g9 0
wmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27183: Naphthalene, 2,6-dimethyl-
141 156 14.00 14.20 14.40 14.60
m/z 155.10 29 .34%
5000
o 27 115 1og
e ® d Logee | o L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 Naphthalene, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14 .52 5.28 ng 73103 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 55
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 53
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 53
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 53
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 52
Abundance Scan 1175 (14.517 min): BF076931.D (-1171) (-) m/z 141.00 100.00%

141 156
115
5000
51 63 77 91 128 64

39 il ||| | 14.20 14.40 14.60 14.80

A Tm/z 156.10 83.36%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27185: Naphthalene, 2,6-dimethyl-

156

5000 141
14.20 14.40 14.60 14.80
m/z 115.00 63.57%
| N

15 27 39 51 63 77 g 102 15 128

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

156

141 14.20 14.40 14.60 14.80
5000 m/z 145.00 44 _39Y%

27 41 51 63 7 89 102 115 128

Wmmﬁwwﬁwﬁwwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156 14.20 14.40 14.60 14.80
m/z 117.10 35.72%
5000
76 115 128
SR . I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 Naphthalene, 2,7-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.98 ng 41358 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 94
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 93
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 93
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 93
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 90
Abundance Scan 1192 (14.711 min): BF076931.D (-1188) (-) m/z 141.10 100.00%
141
156
5000 /\
115 At
41 51 63 17 o5 128 14.40 14.60 14.80 15.00
S sl Y PRSI ] 1 m/z 156.10 57.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27178: Naphthalene, 2,7-dimethyl-

156 A
141
/

5000 e
14.40 14.60 14.80 15.00

m/z 155.00 16.17%
27 41 51 6 T g9 ggp M° T ‘H“\
T T e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance [\

115 128

156

SN B SR |
141 14.40 14.60 14.80 15.00

5000 m/z 115.00 16.09%

115
28 39 51 63 77 g9 4 128

Wmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #27184: Naphthalene, 2,6-dimethyl-
156 14.40 14.60 14.80 15.00
141 m/z 128.00 15.77%
5000
77 115
A OO 0 O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 unknownl15.08 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.08 3.00 ng 41544 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-ethenvl- 154 C12H10 000827-54-3 43
2 1.4-Ethenonaphthalene. 1.4-dihvdro- 154 C12H10 007322-47-6 38
3 Acenaphthene 154 C12H10 000083-32-9 32
4 Thienol2.3-blthiophene.2-methvl- 154 C7H6S2 013393-75-4 27
5 1,2-Benzenediamine, 4-nitro- 153 C6H7N302 000099-56-9 18
Abundance Scan 1224 (15.077 min): BF076931.D (-1221) (-) m/z 153.00 100.00%
153
5000
' 14.80 15.00 15.20 15.40
m/z 154.00 70.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25903: Naphthalene, 2-ethenyl-
153
5000 AR SRR B I
14.80 15.00 15.20 15.40
63 76 m/z 152.10 30.63%
27 3 50 77 | 87 102 115120 139 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
153
14.80 15.00 15.20 15.40
5000 m/z 147 .00 30.18%
63 76 128
39 52 g7 102 115 139
miz-> 20 40 60 8 100 120 140 160 180
Abundance #25897: Acenaphthene
153 14.80 15.00 15.20 15.40
m/z 149.00 26.30%
5000
76
5 63
14 27 39 °L " | 87 98 113 126 139 ||,
m/z--> 25 Jo 65 85 160 150 150 1é0 1éo 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 unknownl16.05 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.05 3.02 ng 41868 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.3.01nonan-2-one. 8-iso... 178 C12H180 1000159-42-7 38
2 2.3.4.5-Tetramethvlbenzoic acid 178 C11H1402 002529-39-7 30
3 1H-Benzimidazole. 5-nitro- 163 C7H5N302 000094-52-0 14
4 4-Methoxvbenzvlidene.-N.N"-ethvl... 296 C18H20N202 1000221-94-2 14
5 1H-Inden-1-one, 2,3-dihydro-4,7-... 160 C11H120 005037-60-5 10
Abundance Scan 1309 (16.048 min): BF076931.D (-1308) (-) m/z 163.00 100.00%
163 178
17 4,
5000 57 91 192
67

15.80 16.00 16.20 16.40
m/z 178.10 84.36%

39 79 103 149 “

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41259: Bicyclo[4.3.0]nonan-2-one, 8-isopropylidene-
163 178
107
41 135
5000 79 91
15.80 16.00 16.20 16.40
27 ‘ % 67 ‘ 121 145 m/z 117.05 66.18%
e e T M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
178
133 160 15.80 16.00 16.20 16.40
5000 m/z 132.10 60.04%
o1 117
17 27 4151 65 80 ~ 105 145
i L e B B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31349: 1H-Benzimidazole, 5-nitro-
163 15.80 16.00 16.20 16.40
m/z 160.05 55.70%
90 117
5000
63 133
105
w2 ® 2 | w1
e e e o e
m/z--> 20 40 60 80 100 120 140 160 180 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 unknownl6.91 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.91 3.43 ng 53469 Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenol. 1.2.3.4-tetrahvd... 190 C12H1402 021503-12-8 35
2 2-Methvlindene 130 C10H10 002177-47-1 22
3 l1l.4-Methanonaphthalen-9-one. 1.2... 158 C11H100 006165-88-4 22
4 1H-Indene. l-methvl- 130 C10H10 000767-59-9 22
5 Benzene, 1,3-diethenyl- 130 C10H10 000108-57-6 22

Abundance Scan 1384 (16.905 min): BF076931.D (-1379) (-) m/z 130.10 100.00%

0

5000

16.60 16.80 17.00 17.20
m/z 131.05 54.08%

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

Abundance #49150: 1-Naphthalenol, 1,2,3,4-tetrahydro-, acetate
130
5000 LA I L L L L L L LB |
16.60 16.80 17.00 17.20
o1 115 m/z 115.00 47 .82%
X ANV S A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
130
e EEman B R
115 16.60 16.80 17.00 17.20
5000 m/z 140.10 43.80%

39 51 64 77 g9 102

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

Abundance #28308: 1,4-Methanonaphthalen-9-one, 1,2,3,4-tetrahydro- e
130 16.60 16.80 17.00 17.20
m/z 129.00 43.76%
5000
115
51 64
27 39 ‘ | 77 gg 102 i
| | wil |
e e R o ARRE R
m/z--> 20 40 60 80 100 120 140 160 180 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 4-Amino-2,6-dihydroxypyrimi... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.17 3.74 ng 58242 Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Amino-2.6-dihvdroxvpvrimidine 127 C4H5N302 000873-83-6 53
2 4-Methvl-2-nitroimidazole 127 C4H5N302 005213-35-4 47
3 2(1H)-Pvrimidinethione. 4-amino- 127 C4H5N3S 000333-49-3 47
4 1-Methvl-3-nitropvrazole 127 C4H5N302 054210-32-1 47
5 Pyrazole, 1-methyl-4-nitro- 127 C4H5N302 003994-50-1 47

Abundance Scan 1407 (17.168 min): BF076931.D (-1404) (-) m/z 127.00 100.00%
37
5000
84 110
55 70 | e 16.80 17.00 17,20 17.40
98 139 : : : :
e el T R L L 1900 Tn/z 84,00 29.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11317: 4-Amino-2,6-dihydroxypyrimidine
127
5000 43
27 68 16.80 17.00 17.20 17.40
84 m/z 110.00 26.91%
‘ 55 99
..:.I-L}lu‘l‘..“lHl..‘ll.H...|.‘...‘lu:lu-lululuuuuluuuulu...|....|
m/z--> 20 40 80 100 120 140 160 180
Abundance
127
16.80 17.00 17.20 17.40
5000 m/z 153.00 18.31%
4 O 97
67 81 111
mz-> 20 40 60 8 100 120 140 160 180 |
Abundance #11339: 2(1H)-Pyrimidinethione, 4-amino-
69 127 16.80 17.00 17.20 17.40
m/z 42.00 17.62%
5000
- 41
52 99
m/z--> 20 40 60 80 100 120 140 160 180 16.80 17.00 17.20 17.40

8270-BF011415.M Tue Jan 20 11:48:17 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

: Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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

Concentration Rank 8

Peak Number 19 Tridecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
18.77 4.33 ng 67519 Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 81
2 Undecanoic acid 186 C11H2202 000112-37-8 76
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 D-Glucose, 4-0-_.alpha.-D-glucopy... 342 C12H22011 000069-79-4 35

Abundance Scan 1547 (18.769 min): BF076931.D (-1544) (-) m/z 73.00 100.00%
43 60 7B
5000
1o | 143 157 174185 199 18.40 18.60 18.80 19.00
m/z 60.00 98.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 AR AR B
29 171 18. 40 18. 60 18 80 19.00
115 214 m/z 43.05 87.07%
H 143 157 ‘ 185
||||‘l||‘|‘|‘||“l“|‘|h ‘ H“ ‘\H ‘\\II\ | |‘||=‘|‘||||| |‘||1|97|||“|||
m/z--> 200 40 6 100 120 140 160 180 200 220
Abundance
60 73
18.40 18,60 18.80 19.00
5000 43 m/z 55.10 77.50%
29 85 129 143
186
18 97 115 157 160
m/z--> ﬁo 45 65 éo 160 150 150 160 180 260 220
Abundance #56043: Dodecanoic acid L o o S e R
60 73 18.40 18.60 18.80 19.00
43 m/z 57.05 73.29%
5000
29 129
‘ ‘ 101 1 157 200
143 171
||‘l||‘|‘|‘||“l“|‘ﬁ“: h“ H\ |‘|| |‘||‘i‘||||‘|||‘||18|3||||‘|||||| R B A B
m/z--> 20 40 60 100 120 140 160 180 200 220 18. 40 18. 60 18 80 19.00

8270-BF011415.M Tue Jan 20 11:48:18 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076931.D

Aca On : 19 Jan 2015 15:58

Operator =: 1Z / TP

Sample : Gl101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 20 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.78 2.31 ng 40963 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 72
2 Phenvlethan-1.2-diol. 2-fluoro-4... 202 C9H11F04 141523-14-0 33
3 2-Naphthalenemethanol. _alpha.-m... 226 C16H180 085312-69-2 32
4 Quinoline. 2.3.4-trimethvl- 171 C12H13N 002437-72-1 23
5 2,4-Difluorophenyl isothiocyanate 171 C7H3F2NS 141106-52-7 23
Abundance Scan 1723 (20.780 min): BF076931.D (-1721) (-) m/z 171.10 100.00%
171
5000
44 71 83 128

20.40 20.60 20.80 21.00 21.20

|| P12 | 140 159 | 180
— "--.~."-.,.."..,.'...' b -'|..,..:.,.. o e | M/z 83.00  23.23%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89317: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(d...
171
5000 [Trir[irrr[frrriprroror|o1
20.40 20.60 20.80 21.00 21.20
7183 128 m/z 71.10 21.39%
5 7 %115 140155 | 200 237 252
e e e e L
mz—-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
171
20.40 20.60 20.80 21.00 21.20
5000 m m/z 128.10 18.84%
202
83
51 79 99 128 143155 = 185
R e B R
mz—-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73961: 2-Naphthalenemethanol, .alpha.-methyl-.alpha.-(1-m... A RRmEamEa S
43 7 20.40 20.60 20.80 21.00 21.20
m/z 44.10 14 .92%
5000
127
29 | 55 77 89101115 141155 | 193 208 226 A il |
e e e B e
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\

Data File : BF076931.D

Acq On : 19 Jan 2015 15:58

Operator - 1Z / TP

Sample : G1101-14 s
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Oxirane, [(1-meth... 4.10 5.8 ng 48583 1 7.98 168246 20.0
unknown? .46 7.46 94.7 ng 796765 1 7.98 168246 20.0
Indane 8.36 6.5 ng 54590 1 7.98 168246 20.0
Benzene, (1-methy... 10.95 2.5 ng 31642 2 10.88 249407 20.0
Benzene, (3-methy... 11.08 3.4 ng 42022 2 10.88 249407 20.0
Benzaldehyde, 2,4... 12.46 3.4 ng 42673 2 10.88 249407 20.0
Naphthalene, 1,3-... 14.27 3.0 ng 41372 3 15.01 277118 20.0
Naphthalene, 2,6-... 14.52 5.3 ng 73103 3 15.01 277118 20.0
Naphthalene, 2,7-... 14.71 3.0 ng 41358 3 15.01 277118 20.0
unknownl15.08 15.08 3.0 ng 41544 3 15.01 277118 20.0
unknownl16 .05 16.05 3.0 ng 41868 3 15.01 277118 20.0
unknownl16.91 16.91 3.4 ng 53469 4 17.77 311799 20.0
4-Amino-2,6-dihyd... 17.17 3.7 ng 58242 4 17.77 311799 20.0
Tridecanoic acid 18.77 4.3 ng 67519 4 17.77 311799 20.0
1,3,5-Triazine-2,... 20.78 2.3 ng 40963 5 21.27 353907 20.0
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