LSC Area Percent Report

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

Data File : BF077983.D

Aca On - 26 Mar 2015 7:51 Instrument :
Operator : TP/1Z BNA_F

Sample - G1643-03 ClientSampleld :
Misc - MW-4-3-23-15
ALS Vial : 29 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.367 38 42 45 rVB 173318 301245 16.72% 0.828%
1.516 53 55 58 rBvV 189155 281283 15.61% 0.773%
75 83 rBvV 55749 87384 4._.85% 0.240%
5.162 372 374 377 rVB 152959 190109 10.55% 0.522%
5.310 384 387 391 rBV 448722 546866 30.35% 1.503%

abrwWNPEF
=
\l
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N
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w

5.379 391 393 396 rBV 345289 413668 22.96% 1.137%
6.510 490 492 494 rVwv 264720 299167 16.60% 0.822%
500 503 rBV 205226 185625 10.30% 0.510%
6.670 504 506 507 rBvV 288003 256388 14.23% 0.705%
6.705 507 509 511 rVB 176088 176421 9.79% 0.485%

(@R {cNec R NNe))
(0}
(o))
o
N
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O
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11 6.808 515 518 520 rBV 874273 860514 47.75% 2.365%
12 6.876 522 524 526 rBV 784274 712377 39.53% 1.958%
13 7.093 541 543 545 rBV 270957 243828 13.53% 0.670%
14 7.162 547 549 551 rVB 445003 372866 20.69% 1.025%
15 7.196 551 552 555 rvB 372375 358188 19.88% 0.984%

16 7.276 557 559 561 rBvV 924021 997243 55.34% 2.741%

17 7.448 572 574 576 rVB 64088 60889 3.38% 0.167%
18 7.505 576 579 582 rVB 98329 142814 7.93% 0.392%
19 7.585 584 586 588 rBV 64131 56192 3.12% 0.154%
20 7.676 592 594 595 rvv 81940 73514 4.08% 0.202%
21 7.710 595 597 599 rvB 74478 76502 4._.25% 0.210%
22 7.790 602 604 606 rvv 787705 736204 40.86% 2.023%
23 7.939 616 617 620 rBvV 53836 75566 4._.19% 0.208%
24 8.053 624 627 628 rvV 74203 63977 3.55% 0.176%

25 8.088 628 630 632 rvv 125325 125498 6.96% 0.345%

26 8.271 644 646 651 rvVB 86937 102106 5.67% 0.281%
27 8.362 651 654 657 rBv2 318356 424556 23.56% 1.167%
28 8.476 661 664 666 rBv2 172164 168884 9.37% 0.464%
29 8.671 679 681 682 rvVv 466381 446128 24.76% 1.226%
30 8.693 682 683 686 rvv 196782 221887 12.31% 0.610%

31 8.739 686 687 690 rvB2 45639 66632 3.70% 0.183%
32 8.899 698 701 702 rBV2 30836 67088 3.72% 0.184%
33 8.968 705 707 710 rBV2 63113 82301 4._.57% 0.226%

34 9.151 721 723 726 rVvV2 141305 151458 8.41% 0.416%
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LSC Area Percent Report

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

Data File : BF077983.D

Aca On - 26 Mar 2015 7:51 Instrument :
Operator : TP/1Z BNA_F

Sample - G1643-03 ClientSampleld :
Misc - MW-4-3-23-15
ALS Vial : 29 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.219 726 729 730 rvV 90712 101519 5.63% 0.279%

36 9.254 730 732 735 rVV 50355 76351 4.24% 0.210%
37 9.334 735 739 740 rvv2 199783 380794 21.13% 1.047%
38 9.368 740 742 745 rVV 246103 512229 28.43% 1.408%
39 9.414 745 746 748 rVvv2 49255 58031 3.22% 0.159%
40 9.482 748 752 756 rvv2 232080 537614 29.83% 1.477%

41 9.551 756 758 760 rVB 279976 345274 19.16% 0.949%
42 9.676 765 769 771 rBV 275930 318136 17.65% 0.874%
43 9.779 776 778 783 rVB 61335 85317 4.73% 0.234%
44 9.871 783 786 789 rVB3 31284 60689 3.37% 0.167%
45 10.019 797 799 801 rBV 1576921 1397474 77.55% 3.841%

46 10.145 805 810 814 rBv4 96701 236766 13.14% 0.651%
47 10.248 816 819 822 rVB 29479 52701 2.92% 0.145%
48 10.339 822 827 832 rBV3 67755 224853 12.48% 0.618%
49 10.419 832 834 836 rBvV 99339 172370 9.57% 0.474%

50 10.454 836 837 839 rvv 87600 80246 4._.45% 0.221%
51 10.568 845 847 851 rVB 49032 77479 4_30% 0.213%
52 10.682 851 857 863 rVvB 99464 212558 11.80% 0.584%
53 10.785 863 866 868 rBv2 30527 50432 2.80% 0.139%
54 10.842 868 871 873 rBvV 353065 470458 26.11% 1.293%
55 11.037 885 888 891 rvv2 46817 93317 5.18% 0.256%

56 11.814 954 956 960 rBV 984676 1107911 61.48% 3.045%
57 12.019 972 974 977 rBV 287522 277073 15.38% 0.761%
58 12.088 977 980 982 rvVv 817078 1376908 76.41% 3.784%
59 12.134 982 984 985 rvv2 954790 1393717 77.34% 3.830%
60 12.168 985 987 991 rvv2 745618 1801986 100.00% 4_.952%

61 12.248 991 994 997 rvVv 581572 842681 46.76% 2.316%
62 12.305 997 999 1001 rvv2 583179 886769 49.21% 2.437%
63 12.351 1001 1003 1006 rVV 1213757 1430610 79.39% 3.932%
64 12.397 1006 1007 1009 rvVv 500453 500572 27.78% 1.376%
65 12.671 1029 1031 1033 rBV 431008 438588 24.34% 1.205%

66 12.842 1044 1046 1049 rBvV 491413 539288 29.93% 1.482%
67 13.231 1077 1080 1082 rBV 34135 52023 2.89% 0.143%
68 13.391 1092 1094 1097 rBV 200859 240921 13.37% 0.662%
69 13.460 1097 1100 1101 rVvVv 317921 448103 24.87% 1.231%
70 13.494 1101 1103 1107 rVV2 466780 1051614 58.36% 2.890%

71 13.551 1107 1108 1111 rVV 456562 524367 29.10% 1.441%
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LSC Area Percent Report

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

Data File : BF077983.D

Aca On - 26 Mar 2015 7:51 Instrument :
Operator : TP/1Z BNA_F

Sample - G1643-03 ClientSampleld :
Misc - MW-4-3-23-15
ALS Vial : 29 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
Title

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.620 1111 1114 1115 rVV3 369673 616150 34.19% 1.693%
73 13.643 1115 1116 1118 rVV2 464506 539267 29.93% 1.482%
74 13.677 1118 1119 1120 rVV 263143 245248 13.61% 0.674%
75 13.711 1120 1122 1125 rVV 478102 686018 38.07% 1.885%

76 13.768 1125 1127 1130 rVB 265952 369480 20.50% 1.015%
77 13.894 1135 1138 1141 rBV 96423 118815 6.59% 0.327%
78 14.145 1157 1160 1162 rVV 44320 81062 4_50% 0.223%
79 14.237 1164 1168 1169 rVV3 40705 108500 6.02% 0.298%
80 14.294 1169 1173 1174 rVV2 109367 252255 14.00% 0.693%

81 14.317 1174 1175 1178 rVV 53929 102060 5.66% 0.280%

82 14.397 1180 1182 1185 rVB 53893 73612 4._.09% 0.202%
83 14.671 1203 1206 1208 rVV 1604814 1641375 91.09% 4.511%
84 14.751 1210 1213 1217 rBV 46714 64799 3.60% 0.178%

85 14.843 1217 1221 1223 rVV2 148317 407129 22.59% 1.119%

86 14.888 1223 1225 1226 rVV2 134028 202395 11.23% 0.556%
87 14.911 1226 1227 1229 rVV2 86455 126186 7.00% 0.347%
88 14.980 1229 1233 1237 rVV3 148996 477811 26.52% 1.313%
89 15.048 1237 1239 1242 rVV 233198 331327 18.39% 0.911%
90 15.105 1242 1244 1250 rVV 84119 142914 7.93% 0.393%

91 15.848 1306 1309 1315 rBV2 29837 52171 2.90% 0.143%
92 15.951 1315 1318 1321 rVV 547456 585345 32.48% 1.609%
93 16.031 1323 1325 1328 rVV2 28832 55692 3.09% 0.153%
94 16.077 1328 1329 1331 rVV 39344 70295 3.90% 0.193%
95 16.111 1331 1332 1334 rVV2 45185 72224 4._.01% 0.198%

96 16.146 1334 1335 1336 rVV 95026 111668 6.20% 0.307%
97 16.191 1336 1339 1342 rVV3 119846 318480 17.67% 0.875%
98 16.237 1342 1343 1347 rVV3 34028 84766 4._.70% 0.233%
99 16.294 1347 1348 1353 rVB 40627 57963 3.22% 0.159%
100 17.677 1466 1469 1472 rBV 435229 509143 28.25% 1.399%

Sum of corrected areas: 36387257
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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\BF032515\

BF0O77983.D

26 Mar 2015 7:51

TP/1Z

G1643-03

29 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO77983.D
1500000
1000000
6.81 7.28
.88
500000 5.31 7.14
.38 20
6.59.6 7.
1.31.52 5.1 6. ;
[y W
ot AW AN
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO77983.D
10.02
1500000
12.35
1000000 11.81 31313
7.79 1299,
500000

0 Al \ . o oo
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
Abundance TIC: BFO77983.D
14.67
1500000
1000000
15.95
500000 17.68
15.05
1 8
4. 11 15. 29
A
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

8270-BF031115.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Benzene, l-ethyl-3-methyl- Concentration Rank 19

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

6.51 24 .54 ng 299167 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 492 (6.510 min): BF077983.D (-490) (- m/z 105.10 100.00%
105
5000
120
39 51 gg 65 7|7| 9|1 i 6.20 6.40 6.60 6.80
O R L e B B B m/z 120.10 34.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9128: Benzene, 1-ethyl-3-methyl-
105
5000
120 6.20 6.40 6.60 6.80
. oL m/z 91.10 11.54%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.20 6.40 6.60 6.80
5000 m/z 77.10 11.42%
120
15 27 3 sl 65 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-

6.20 6.40 6.60 6.80
m/z 79.10 9.11%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown6.81 Concentration Rank 3

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

6.81 70.58 ng 860514 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 518 (6.808 min): BFO77983.D (-515) (-) m/z 132.00 100.00%
5000
68
R . v 60 550 680 700 750
O R e e 1 A e m/z 68.10 34 .84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL AL R UL
6.40 6.60 6.80 7.00 7.20
3 78 m/z 134.00 32.65%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 21.67%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁ#ﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A Pt
132 6.40 6.60 6.80 7.00 7.20

m/z 69.10 13.58%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20

o

8270-BF031115.M Thu Mar 26 13:53:48 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 1-Hexanol, 2-ethyl- Concentration Rank 14

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

7.20 29.38 ng 358188 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 Carbonic acid. butvl ester octvl... 230 C13H2603 1000190-11-5 42
3 Heptane. 1.17-oxvbis- 214 C14H300 000629-64-1 42
4 dl1-2-Ethvlhexvl chloroformate 192 C9H17CI02 024468-13-1 42
5 Propanoic acid, 2,2-dimethyl-, 2... 214 C13H2602 016387-18-1 40

Abundance Scan 552 (7.196 min): BF077983.D (-551) (-) m/z 57.10 100.00%
g7
5000 a1
70 g3 UNLELELI NLLELELE LR LRI L
98 119 ;5, 6.80 7.00 7.20 7.40 7.60
0 m/z 41.10 37.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13220: 1-Hexanol, 2-ethyl-
57
5000
43 6.80 7.00 7.20 7.40 7.60
29 ‘ 70 g3 m/z 43.10 31.81%
98
0 -}?u-Uﬁ-H“--HH--M '|l"'|'%%% I S B B SRREY SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
6.80 7.00 7.20 7.40 7.60
5000 m/z 55.10 23.80%
41 71
29 84 119
o 97 131 159 175 231
R SULILLS IURILS SURIS SULIL S BN B B B SR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65767: Heptane, 1,1'-oxybis- e TR T
57 6.80 7.00 7.20 7.40 7.60
m/z 56.10 19.03%
5000
70
98
m/z--> ' ' éo éo 100 120 140 160 180 200 220 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 20

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

9.48 24.10 ng 537614 Naphthalene-d8 8.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-T1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 64
2 2-Propanol., 1.1"-T(1-methvl-1.2-.._. 192 C9H2004 001638-16-0 64
3 Dipropvlene alvcol 134 C6H1403 025265-71-8 59
4 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 59
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59

Abundance Scan 752 (9.482 min): BF077983.D (-748) (-) m/z 59.05 100.00%
50
5000
45 ]3 103
117 131 9.20 9.40 9.60 9.80
0 ...,....-,hl.|...--;..!.?2?.9.1.,|....',..'..,1.‘“‘.3..1‘,3°...., m/z 73.05 24.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39173: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59
5000 4l
103 9.20 9.40 9.60 9.80
31 m/z 103.10 21.45%
o 15 ‘J\ Lol 8 s 117 129 143 159 174
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
9.20 9.40 9.60 9.80
5000 m/z 45.10 16.65%
81 45 103
0 18 73 87 117 130 142 161
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14578: Dipropylene glycol
50 9.20 9.40 9.60 9.80
m/z 41.10 13.30%
5000
31 45 103
15 ) \m L, 75 89
L S L B UL B SR IR LRSS SN
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.09 62.79 ng 1376910 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 64
3 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
4 Butane. 1.3-dibromo- 214 CA4H8Br2 000107-80-2 64
5 1-n-Hexyladamantane 220 C16H28 022458-75-9 64
Abundance Scan 980 (12.088 min): BF077983.D (-977) (-) m/z 135.10 100.00%
135
5000
Mo o 1?7 61177 205220 11.80 12.00 12.20 12.40
Orrprorefrrprrtpe it e A e R e e e m/z 107.10 13.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
11.80 12.00 12.20 12.40
o7 m/z 136.10 9.77%
ol 18 41 57 75 917 17 296
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
135
11.80 12.00 12.20 12.40
5000 m/z 121.05 5.51%
91
. 39 &5 17 45
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #158927: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135 11.80 12.00 12.20 12.40
m/z 41.10 4.51%
5000
107
0 41 57 74 917 161 188206 231247 281300
m/z--> 20 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 300 11/80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 4-tert-Butylphenyl acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.13 63.55 ng 1393720 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 53
2 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 53
3 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 50
4 1-n-Hexvladamantane 220 C16H28 022458-75-9 50
5 p-Methoxyheptanophenone 220 C14H2002 069287-13-4 50
Abundance Scan 984 (12.134 min): BF077983.D (-982) (-) m/z 135.10 100.00%
35
5000
107 149
121
41 77 91 191 11.80 12.00 12.20 12.40
Oy o0 88 1 OL L L |61 175 BT 205 220 s ot07.10 23 300
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
11.80 12.00 12.20 12.40
m/z 149.10 14.27%
18 29 4 77 95777119 | 149 175 191 206
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
135
11.80 12.00 12.20 12.40
5000 m/z 121.10 12.18%
150
ol 15 29 8,65 77 91 17 177 192
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
135 11.80 12.00 12.20 12.40
m/z 136.10 10.20%
5000
107
1527 s gs7r % |g | w1
m/z--> 20 40 60 80 100 150 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF031115.M Thu Mar 26 13:53:51 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.17 82.17 ng 1801990 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 53
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 52
3 Hexestrol 270 C18H2202 005635-50-7 50
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 40
5 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 40
Abundance Scan 987 (12.168 min): BF077983.D (-985) (-) m/z 135.10 100.00%
135
121
5000 107 149
41
55 77 91 191, 990 11.80 12.00 12.20 12.40
O prrrr et bbbt e A S E 20S ey || M/Z 121.10  53.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107
11.80 12.00 12.20 12.40
164 m/z 149.10 47 .61%
0 27 41 55 \ 7\7 9\1‘ 121 ‘ 1‘\19
s % 4 &b 80 180 13 130 150 1% 2% 3% 2% ok
Abundance
135
11.80 12.00 12.20 12.40
5000 m/z 107.10 44 .64%
107
150
41
0 27 63 [ 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestrol
135 11.80 12.00 12.20 12.40
m/z 41.10 13.65%
5000 107

27455 7791 | 121 | 151165181 199212 241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Phenol, 2-methyl-5-(1-methy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.25 38.43 ng 842681 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
3 Phenol. 4-(l.l1-dimethvipropvl)- 164 C11H160 000080-46-6 64
4 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 56
Abundance Scan 994 (12.248 min): BF077983.D (-991) (-) m/z 135.10 100.00%
135
5000
41 107 12.00 12.20 12.40 12.60
77 95 121 : : : :
Ol e S5 8677 35 | 121 ) 147 163177 203 220 | 16705 16.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22730: Phenol, 2-methyl-5-(1-methylethyl)-
135
5000 A et A
150 12.00 12.20 12.40 12.60
91 m/z 136.10 10.05%
27 3‘9 51 65 7‘7 ‘ 0 l‘]‘.7
[o) S .‘... ‘..‘.‘. .‘...‘ B |
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance
135
12.00 12.20 12.40 12.60
5000 m/z 41.10 5.95%
182041 57 77 95107599 149 175 191 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)- A B o R
135 12.00 12.20 12.40 12.60
m/z 95.10 3.98%
5000
107
m/z--> 2'0 40 6|0 80 100 12'0 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF031115.M Thu Mar 26 13:53:53 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.31 40.44 ng 886769 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(6-Methvl-2-pvridvD)propan-2-one 149 C9H11NO 065702-08-1 59
2 3-Ethoxvbenzhvdrazide 180 C9H12N202 027830-16-6 35
3 Diethvl Phthalate 222 C12H1404 000084-66-2 35
4 2H-1ndol-2-one. 1.3-dihvdro-5-hy... 149 C8H7NO2 003416-18-0 35
5 p-Propionotoluidide 163 C10H13NO 002759-55-9 35
Abundance Scan 999 (12.305 min): BF077983.D (-997) (-) m/z 149.10 100.00%
149
107
5000 121
55 163 12.00 12.20 12.40 12.60
41 77 91 133 177 . . . )
O b b et L g 291 220 Ty27107.05  76.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22590: 1-(6-Methyl-2-pyridyl)propan-2-one
107
5000
43 12.00 12.20 12.40 12.60
m/z 121.10 49 _.56%
0 8 79 92 | 1513
m/z--> 20 40 éo 80 160 120 140 160 180 200 220
Abundance
149
12.00 12.20 12.40 12.60
5000 121 m/z 163.10 19.04%
65
20 o 7T @3 180
o <Y R YT N R .-
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70482: Diethyl Phthalate
149 12.00 12.20 12.40 12.60
m/z 150.10 11.48%
5000
177
oL 15 29 50 6576 93105121 100 | 453 | 194 222
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF031115.M Thu Mar 26 13:53:54 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Pentanoic acid, 5-hydroxy-,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.35 65.24 ng 1430610 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
3 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 64
4 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 56
5 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 56

Abundance Scan 1003 (12.351 min): BF077983.D (-1001) (-) m/z 135.10 100.00%

135
5000
107

41 12.00 12.20 12.40 12.60
55 77 91 121
0 ...,....,'....,....,....,.|...,... Laolealrr 205220 | “m/z 107.10  16.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135
5000 L LN L L L LB L LN B
150 12.00 12.20 12.40 12.60

m/z 136.10 10.35%

4
ob 27| 55 77 91 \ 121 | | 163177 192206219 235 250
s B Ll
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135

12.00 12.20 12.40 12.60

5000 m/z 41.10 6.90%
41 57 107
oL 2 77 91 7121 | 149163 191206
R A BN aaaaana s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50307: 4-tert-Butylpheny! acetate i e RN e
135 12. OO 12 20 12. 40 12. 60

m/z 95.05 4.62%

5000
150
43 77 91 192
o156 20 " 63 77 9L \ 7101 | 177

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. OO 12 20 12. 40 12. 60

8270-BF031115.M Thu Mar 26 13:53:55 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Phenol, 3-(2-phenylethyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.84 24 .59 ng 539288 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-(2-phenvlethvl)- 198 C14H140 033675-75-1 97
2 Benzvl mandelate 242 C15H1403 000890-98-2 47
3 Benzene. 1-methvl-2-(phenvimetho... 198 C14H140 019578-70-2 43
4 Pvridine. 2.3-dimethvl- 107 C7HON 000583-61-9 43
5 Benzeneethanol, 4-hydroxy- 138 C8H1002 000501-94-0 38
Abundance Scan 1046 (12.842 min): BF077983.D (-1044) (-) m/z 91.05 100.00%
g1
107
5000
198
65 77
39 51 | 12.60 12.80 13.00 13.20

b b 120 130182165178 | h777107.10  72.32%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54962: Phenol, 3-(2-phenylethyl)-
91
107
5000 ||_|/F|||||||||||||||
198 12. 60 12. 80 13. 00 13. 20
65 77 m/z 198.10 35.38%
o 27 3951 7 120 139152165178 |
T T T T e T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
107
T T
12.60 12.80 13.00 13.20
5000 9 91 m/z 77.05 17.45%
51 65
0 39 129141153 167179 195 211 225 242
T T T T e T [ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54986: Benzene, 1-methyl-2-(phenylmethoxy)-
91 12.60 12.80 13.00 13.20
m/z 65.10 13.69%
5000
65 198
273951 77 | 107 129 152165179 |
e R T e T e e T T T T [ e T T R e R EEREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20

8270-BF031115.M Thu Mar 26 13:53:56 2015

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl3.49 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.49 47 .95 ng 1051610 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-9-phenanthrenvl- 235 C16H13NO 004235-09-0 47
2 1-Acetvl-5-methvl-3-(5-nitro-2-f. .. 235 C10H9N304 016239-91-1 43
3 Quinolin-2(1H)-one. 3-butvl-6-fl._.. 235 C13H14FNO2 279691-75-7 43
4 DESOXY-MINOXIDYL 193 C9H15N5 1000246-13-2 41
5 1-(4-Ethoxyphenyl)-2-propanone o... 193 C11H15NO2 319913-93-4 38
Abundance Scan 1103 (13.494 min): BF077983.D (-1101) (-) m/z 193.10 100.00%
193
5000 107
1214 165" 235
1 5|5 7 % ;e | 064 13.20 13.40 13.60 13.80
Obrrr e bttt Wl L b L Tm/z 107.10 0 51.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79211: Acetamide, N-9-phenanthrenyl-
193
235
5000
- 13.20 13.40 13.60 13.80
1 m/z 179.10 31.96%
015 43 63 82 102 120 139152 L 178 219
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
193
13.20 13.40 13.60 13.80
5000 m/z 235.20 29.29%
235
43 119 163
ol 15 28 63 89 106 135148 177 | 206219
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79079: Quinolin-2(1H)-one, 3-butyl-6-fluoro-4-hydroxy- R Eaam AR EEE
193 13.20 13.40 13.60 13.80
m/z 165.10 25.51%
5000
55 158 206 535
R Xl %% il Wl N B 11, Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80

8270-BF031115.M Thu Mar 26 13:53:57 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl3.62 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.62 28.10 ng 616150 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T4-(1.1-dimethvlpropy... 208 C13H2002 006382-07-6 41
2 9-Fluorenone-4-carbonvl chloride 242 C14H7CI102 007071-83-2 35
3 N-Methvl-1-adamantaneacetamide 207 C13H21NO 031897-93-5 27
4 1.3-Benzenedicarboxvlic acid. 5-... 222 C12H1404 002359-09-3 22
5 9-Borabicyclo[3.3.1]nonane, 9-[3... 207 C13H26BN 1000160-35-2 18
Abundance Scan 1114 (13.620 min): BF077983.D (-1111) (-) m/z 207.15 100.00%
179 207
107
5000
13.20 13.40 13.60 13.80 14.00
0 192 | 221 264 m/z 179.10 98.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61481: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]-
179
135
5000 107
13.20 13.40 13.60 13.80 14.00
a1 g1 208 m/z 107.10 53.57%
Lo T 1956 |
m/z--> ﬁo 45 éo 85 160 150 110 1éo 180 200 220 250 2éo
Abundance
207
13.20 13.40 13.60 13.80 14.00
5000 179 m/z 121.10 42 .31%
151 242
o 36 62 /° 89103 125 224
m/z--> ﬁo 45 éo 85 160 150 110 160 180 200 220 250 2éo
Abundance #60896: N-Methyl-1-adamantaneacetamide
207 13.20 13.40 13.60 13.80 14.00
135 m/z 165.10 39.39%
5000
41 58 17
150
oL e bl ‘\‘m ,\M, Dz hesttere | L7 TN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13. 40 13. 60 13.80 14.00

8270-BF031115.M Thu Mar 26 13:53:57 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl3.64 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.64 24 .59 ng 539267 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-(3-nitrophen... 193 C9H7NO4 001772-76-5 49
2 T1.1"-Biphenvll1-4-acetonitrile 193 C14H11N 031603-77-7 47
3 Adamantane-1l-carboxvlic acid. 3-... 272 C12H17Br02 027983-08-0 40
4 Benzoic acid. 4-hvdroxv-2-methox... 224 C12H1604 034874-83-4 38
5 Thiourea, 1-(2-cyclohexylidenocy... 236 C13H20N2S 005991-49-1 38
Abundance Scan 1116 (13.643 min): BF077983.D (-1115) (-) m/z 193.10 100.00%
193
5000
107
149 221
4155 77 91 | 12143, 19 165 13.40 13.60 13.80 14.00
Obrrr b e e b i b e S 2o 204 | Tm/Z 107.05  26.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51388: 2-Propenoic acid, 3-(3-nitrophenyl)-, (E)-
9 193
176
5000 65 146
51 13.40 13.60 13.80 14.00
i m/z 194.10 12.74%
ok-15 m ‘ \‘ MM o7 h | L 163 SN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
193
" 13.40 13.60 13.80 14.00
5000 m/z 149.10 11.59%
82
27 51 69 % s 1391%2165,7g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #101414: Adamantane-1-carboxylic acid, 3-bromo-, methyl ester
193 13.40 13.60 13.80 14.00
m/z 221.20 10.96%
5000 133
105 161
o 41 59 77 \ °119 | 146 | 175 | 213228241
m/z--> 20 Jo 60 éo 100 150 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00

8270-BF031115.M Thu Mar 26 13:53:58 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077983.D

Aca On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : 61643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
1371 31.28 ng 686018  Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 53

2 1.3-Dioxolane.

3 2-(4-Formvl-phenoxv)-
4 6H-Purin-6-one.

2-(4-methoxvphenv. ..
acetamide
2-(dimethvlamino...

5 Benzothiazole-6-carboxylic acid

194 C11H1403
179 C9HONO3
179 C7HON50
179 C8H5N02S

036881-00-2 43
135857-20-4 40
001445-15-4 9
003622-35-3 9

m/z 179.10 100.00%

13.40 13.60 13.80 14.00

m/z 135.10 40.40%

13.40 13.60 13.80 14.00

m/z 180.10 12 _.15%

13.40 13.60 13.80 14.00

m/z 107 .05 10.72%

13.40 13.60 13.80 14.00

m/z 41.10 6.40%

Abundance Scan 1122 (13.711 min): BF077983.D (-1120) (-)
179
5000 135
107
o 4l 55 77 91 7"150 | 148161 | 193 264
R e o N R RAAN EEEES s s e a s e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179
135
5000
194
41 9 107
oL 21 % 57 791 | 120 | 149163 |
T T e [ T [ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
179
135
5000
43 g7
oL 15 28 64 107121 150163 | 194
R R o e o e N RASERREERN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #42143: 2-(4-Formyl-phenoxy)-acetamide
179
5000
135
i
44 58 105 121
AN Y 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

13. 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032515\
Data File : BF077983.D

Acq On : 26 Mar 2015 7:51

Operator : TP/1Z

Sample : G1643-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
Benzene, l-ethyl-_.. 6.51 24.5 ng 299167 1 7.09 243828 20.0
unknown6 .81 6.81 70.6 ng 860514 1 7.09 243828 20.0
1-Hexanol, 2-ethyl- 7.20 29.4 ng 358188 1 7.09 243828 20.0
2-Propanol, 1-[1-... 9.48 24_.1 ng 537614 2 8.67 446128 20.0
Phenol, 4-(1,1,3,... 12.09 62.8 ng 1376910 4 12.67 438588 20.0
4-tert-Butylpheny... 12.13 63.5 ng 1393720 4 12.67 438588 20.0
Phenol, 4-(1,1-di... 12.17 82.2 ng 1801990 4 12.67 438588 20.0
Phenol, 2-methyl-_.. 12.25 38.4 ng 842681 4 12.67 438588 20.0
1-(6-Methyl-2-pyr... 12.31 40.4 ng 886769 4 12.67 438588 20.0
Pentanoic acid, 5... 12.35 65.2 ng 1430610 4 12.67 438588 20.0
Phenol, 3-(2-phen... 12.84 24 .6 ng 539288 4 12.67 438588 20.0
unknownl13.49 13.49 48.0 ng 1051610 4 12.67 438588 20.0
unknownl13.62 13.62 28.1 ng 616150 4 12.67 438588 20.0
unknownl13.64 13.64 24_.6 ng 539267 4 12.67 438588 20.0

4

Ethanol, 2-[4-(1,... 13.71 31.3 ng 686018 12.67 438588 20.0
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