LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 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-BF043015.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 1.313 8 11 13 rVB 3384775 4033874 100.00% 11.779%
2 1.438 19 22 31 rvB 69006 170008 4.21% 0.496%
3 1.598 34 36 40 rVvVv 148070 194570 4.82% 0.568%
4 1.667 40 42 50 rvv 207052 353588 8.77% 1.032%
5 1.781 50 52 77 rVB 1647139 2847563 70.59% 8.315%
6 4.925 325 327 335 rVB 165396 249328 6.18% 0.728%
7 5.450 371 373 376 rBV 833321 1150753 28.53% 3.360%
8 6.742 483 486 490 rBvV2 1282131 1948200 48.30% 5.689%
9 6.879 495 498 501 rBV 1441460 1324108 32.82% 3.866%
10 7.165 521 523 526 rBV 313985 295549 7.33% 0.863%

11 7.348 537 539 542 rBV 756004 971233 24.08% 2.836%
12 7.508 548 553 555 rBv2 109745 229313 5.68% 0.670%

13 7.690 567 569 572 rBV 40389 55849 1.38% 0.163%
14 7.862 581 584 586 rBV 892024 800720 19.85% 2.338%
15 8.342 625 626 629 rBvV 57142 81848 2.03% 0.239%

16 8.445 633 635 638 rBV 2226291 2907725 72.08% 8.491%
17 8.742 659 661 662 rBvY 485994 433650 10.75% 1.266%
18 8.765 662 663 665 rvv 329362 377110 9.35% 1.101%
19 9.245 703 705 709 rBvV 94365 99466 2.47% 0.290%
20 9.485 723 726 728 rBV 707777 733576 18.19% 2.142%

21 9.634 730 739 740 rBV2 55306 144320 3.58% 0.421%
22 9.691 740 744 748 rvV 72024 193182 4._.79% 0.564%

23 9.759 748 750 754 rvB2 32952 64595 1.60% 0.189%
24 9.862 754 759 763 rBV 33152 91643 2.27% 0.268%
25 9.942 763 766 768 rBvV2 26572 44234 1.10% 0.129%

26 10.091 777 779 781 rVB 1866868 1586902 39.34% 4.634%
27 10.216 788 790 792 rVB 317244 387432 9.60% 1.131%
28 10.342 799 801 804 rvB 1114091 1065595 26.42% 3.112%

29 10.594 821 823 826 rBV 82378 92621 2.30% 0.270%
30 10.834 839 844 846 rvv2 46933 69959 1.73% 0.204%
31 10.914 849 851 856 rvB2 485085 679528 16.85% 1.984%
32 11.497 897 902 904 rBV 24112 43750 1.08% 0.128%
33 11.565 906 908 913 rvv3 30017 49701 1.23% 0.145%

34 11.897 934 937 940 rBV 1088063 1094650 27.14% 3.196%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 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-BF043015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.091 952 954 959 rBV 39903 55766 1.38% 0.163%
36 12.754 1010 1012 1017 rBV2 493588 602876 14.95% 1.760%
37 12.845 1017 1020 1023 rBV 44327 60965 1.51% 0.178%
38 13.474 1072 1075 1077 rBV2 28680 55133 1.37% 0.161%
39 13.520 1077 1079 1081 rVv2 34868 47584 1.18% 0.139%

40 13.794 1101 1103 1106 rBV 259292 349649 8.67% 1.021%

41 14.091 1125 1129 1130 rBV2 130361 194924 4.83% 0.569%
42 14.125 1130 1132 1134 rVB 999449 1156657 28.67% 3.377%
43 14.263 1142 1144 1146 rBVY 205002 206410 5.12% 0.603%
44 14.445 1157 1160 1162 rBVY 612184 649295 16.10% 1.896%
45 14.537 1166 1168 1170 rVV 179679 229998 5.70% 0.672%

46 14.708 1181 1183 1184 rBV 82214 125620 3.11% 0.367%
47 14.754 1184 1187 1190 rVB 1855292 1908399 47.31% 5.573%
48 14.971 1203 1206 1209 rVV3 83661 184972 4_59% 0.540%
49 15.017 1209 1210 1215 rVB2 90301 116077 2.88% 0.339%
50 15.234 1228 1229 1231 rBV 43922 46026 1.14% 0.134%

51 15.280 1231 1233 1238 rVV3 23242 66099 1.64% 0.193%
52 15.920 1286 1289 1293 rBV2 210686 328160 8.14% 0.958%
53 16.046 1296 1300 1301 rVV2 471612 751383 18.63% 2.194%
54 16.091 1301 1304 1306 rVB 580630 838152 20.78% 2.447%
55 16.331 1323 1325 1330 rBV6 22204 41665 1.03% 0.122%

56 16.686 1354 1356 1357 rBV2 26456 41515 1.03% 0.121%
57 16.720 1357 1359 1363 rVV3 37724 108345 2.69% 0.316%
58 17.303 1408 1410 1416 rBV 122195 270196 6.70% 0.789%
59 17.611 1435 1437 1440 rBV 89625 124718 3.09% 0.364%
60 17.669 1440 1442 1445 rVV 119205 176014 4_36% 0.514%

61 17.737 1445 1448 1455 rVB 469906 643597 15.95% 1.879%

Sum of corrected areas: 34246338
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051815\

BF079326.D

19 May 2015 2:02

TP/1Z

G2271-15

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1 unknownl.31 Concentration Rank 1

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

1.31 272.98 ng 4033870 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 11 (1.313 min): BF079326.D (-8) (-) m/z 73.10 100.00%
73
5000 43
89
55 1.30 1.40 1.50 1.60 1.70
0 LTINS | m/z 43.10 46.77%
LU SR SR UL UL FELRLEL ILELEL L SO S UL B - -
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.30 1.40 1.50 1.60 1.70
a1 89 m/z 89.10 30.93%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
1.30 1.40 1.50 1.60 1.70
5000 m/z 41.05 9.09%
57
- 41
15 50 87
e S I SIS SULIURS SUSILILS IS IULILS SULIRS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
78 1.30 1.40 1.50 1.60 1.70
43 m/z 45.10 7 .39%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 1 \‘ 6\1 67 ol 82 8\9 100
m/z--> fo 25 35 Jo éo eb 75 éo do 160 1io 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 12

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

1.60 13.17 ng 194570 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 36 (1.598 min): BF079326.D (-34) (-) m/z 73.10 100.00%
3
5000 43
55 87
37| o7 140 160 180 2.00
Ot O e m/Z 43.10 40.09%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 RS ISR L
43 140 1.60 1.80 2.00
55 87 m/z 55.10 28.10%
0 ‘?9 35 ‘M‘\ 67 || 80
UNELI UL AU SRR SURELL SO SURLL L SURELI S BRI S
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
55 73
140 1.60 1.80 2.00
5000 m/z 87.10 24 .08%
43
S AR T 20 N SOt - 2
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #2022: 1,3-Dioxolane, 2-methyl- e P S
7B 140 1.60 1.80 2.00
m/z 41.05 12.93%
5000 43
58
0'I"Hﬂﬁ"'IH"I"”I"'W'*"I”'MI"”I"'W""I”
m/z--> 20 30 40 50 60 70 8 90 100 110 120 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.92 16.87 ng 249328 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 327 (4.925 min): BF079326.D (-325) (-) m/z 43.05 100.00%
43
59
5000
101 4.60 4.80 5.00 5.20
o Bt S8 | 73 86.10 54400
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRR AN AR
4.60 4.80 5.00 5.20
59 m/z 101.10 16.57%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
4.60 480 500 520
5000 m/z 58.10 15.72%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R A Bamaamms B
59 4.60 4.80 5.00 5.20
m/z 41.10 9.19%
5000
a1 101
S oY RN L. SN R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown6.88 Concentration Rank 4

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

6.88 89.60 ng 1324110 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 498 (6.879 min): BF079326.D (-495) (-) m/z 132.00 100.00%
5000 68
40 | 75 % 660 6.80 7.00 7.20
54 103 - - - -
Obrrprrrrprrrrrrr ek ??...' SRS M S N m/z 68.10 39.66%
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 ISR L L
6.60 6.80 7.00 7.20
3 78 m/z 134.00 33.01%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
660 6.80 7.00 7.20
5000 67 m/z 66.10 25.45%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R E S Rmman ny
132 6.60 6.80 7.00 7.20
m/z 69.10 15.85%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 4H-1,3-Benzodioxin Concentration Rank 3

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

8.44 134.11 ng 2907730 Naphthalene-d8 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1.3-Benzodioxin 136 C8H802 000254-27-3 86
2 2-Coumaranone 134 C8H602 000553-86-6 72
3 Benzene 78 C6H6 000071-43-2 68
4 2-Nitrobenzvl bromide 215 C7H6BrNO2 003958-60-9 56
5 Ethanone, 1-(3-pyridinyl)- 121 C7H7NO 000350-03-8 56

Abundance Scan 635 (8.445 min): BF079326.D (-633) (-) m/z 78.05 100.00%
7B
106
5000 136
Y o5 50 550 8k
63 : : : :
0 ...,....,....,...:',....H'...,.-...,.:: | 8592 W Mstal L m/z 106.10 59.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15706: 4H-1,3-Benzodioxin
78
5000 RN LR L L
51 106 8.20 8.40 8.60 8.80
136 m/z 136.10 43 .53%
63
G L R R AR RS R RAN AR AR RSN LALAS LR BARSN SARR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
78
134 R L L R
8.20 8.40 8.60 8.80
5000 106 m/z 51.10 21.98%
51
ol 14 27 63 89
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1003: Benzene I e
78 8.20 8.40 8.60 8.80
m/z 77.10 19.26%
5000
52
0 27 %9 1 63 ||
IR AR NS R SR NN RN INALRA RSN SRR RS BARES AR B R U L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknown9.24 Concentration Rank 20

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

9.24 4_.59 ng 99466 Naphthalene-d8 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pvridinecarboxaldehvde 107 C6H5NO 000872-85-5 47
2 Pvridine. 4-ethvl- 107 C7HON 000536-75-4 35
3 Pvridine. 3.4-dimethvl- 107 C7HON 000583-58-4 25
4 2-Butenedinitrile. (E)- 78 C4H2N2 000764-42-1 18
5 Ethanedione, (4-methoxyphenyl)ph... 240 C15H1203 022711-21-3 12

Abundance Scan 705 (9.245 min): BF079326.D (-703) (-) m/z 107.00 100.00%
107
28 135
5000
|| 63 | o 118 | 9.00 9.20 9.40 9.60
0...,....,....,....',':...I.'...,.'...,....,....,....,..!!,...:,....,..!.,... m/z 135.10 67.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5020: 4-Pyridinecarboxaldehyde
107
5000 51 8 BN RS L R
9.00 9.20 9.40 9.60
m/z 78.10 60.11%
0 18 2 P | g 93 ‘
mz-> 10 20 9 4 50 80 70 80 9 100 110 130 130 140
Abundance
107
9.00 9.20 9.40 9.60
5000 92 m/z 77.10 37.79%
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5072: Pyridine, 3,4-dimethyl-
107 9.00 9.20 9.40 9.60
m/z 51.00 21.82%
5000 79
39 92
27 51
0...,....,....,.......58 7,2\ R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Phenol, p-tert-butyl- Concentration Rank 7

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

9.48 33.83 ng 733576 Naphthalene-d8 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 96
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 95
3 Thvmol 150 C10H140 000089-83-8 72
4 Phenol. 2.3.5.6-tetramethvl- 150 C10H140 000527-35-5 59
5 Ethanone, 1-(3-methoxyphenyl)- 150 C9H1002 000586-37-8 43

Abundance Scan 726 (9.485 min): BF079326.D (-723) (-) m/z 135.10 100.00%
5000
107
a1 77 9 190 920 940 9.60 980
. 51 8 | 87| me || 107 05 a3t
A AN SRR RN RS RAR NN SRARS LA NSRS RARAS AR AARA RARRY m/z 107.05 35.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22637: Phenol, p-tert-butyl-
135
5000
107 9.20 9.40 9.60 9.80
a1 150 m/z 150.10 18.16%
65 77 95
15 20 ] St e |19
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
135
A e
9.20 9.40 9.60 9.80
5000 m/z 95.10 11.88%
107 150
41 95
o 27 51 65 17 g 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22608: Thymol A Ea T s
135 9.20 9.40 9.60 9.80
m/z 136.10 9.42%
5000 150
18 27 39 51 65 77 ot 197 121
Ot \”” TP, ””\”” PSSRSO SIS M S FESESNST | SE—  —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Phenol, 2-[(4-hydroxyphenyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.79 11.60 ng 349649 Phenanthrene-d10 12.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-T(4-hvdroxvphenvl)meth... 200 C13H1202 002467-03-0 97
2 Phenol. 2.2"-methvlenebis- 200 C13H1202 002467-02-9 90
3 Benzene. 1.1"-Imethvlenebis(oxv)... 200 C13H1202 004442-41-5 47
4 4-(2-Methoxvethv ) phenol 152 C9H1202 056718-71-9 43
5 Benzeneacetic acid, 4-hydroxy- 152 C8H803 000156-38-7 43
Abundance Scan 1103 (13.794 min): BF079326.D (-1101) (-) m/z 107.05 100.00%
107
5000 94 200 C
77
39 51 65 13.40 13.60 13.80 14.00 14.20
0 m/z 200.10 46 .30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56188: Phenol, 2-[(4-hydroxyphenyl)methyl]-
107
200
5000
94 13.40 13.60 13.80 14.00 14.20
m/z 94.10 39.85%
o el | 1m1a'Paes
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
107
200 13.40 13.60 13.80 14.00 14.20
5000 m/z 77.05 19.40%
94
181
18 % 5163 7 128 1411%2 165
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #56190: Benzene, 1,1'-[methylenebis(oxy)]bis-
107 13.40 13.60 13.80 14.00 14.20
- m/z 152.10 14 .60%
5000 200 /Ak
51
27 39 | 65 | %4 | 128141152 169181
m/z--> 20 40 60 80 100 120 140 160 180 200 ' 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Phenol, 4,4%-methylenebis- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.13 38.37 ng 1156660 Phenanthrene-d10 12.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-methvlenebis- 200 C13H1202 000620-92-8 98
2 1.3-Benzenediol. 4-(phenvimethvl)- 200 C13H1202 002284-30-2 83
3 Phenol. 2-I(4-hvdroxvphenv)meth... 200 C13H1202 002467-03-0 81
4 Phenol. 2.2"-methvlenebis- 200 C13H1202 002467-02-9 81
5 Thiazolo[5,4-F]quinoline, 7-methyl- 200 C11H8N2S 003119-56-0 43
Abundance Scan 1132 (14.125 min): BF079326.D (-1130) (-) m/z 200.10 100.00%
107 200
5000
77 94 183
39 6 | | 128 141 165 || 13.80 14.00 14.20 14.40
N ol ,?.. L W it el ,.'.--.. bl "m/z 107.10  90.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56171: Phenol, 4,4-methylenebis-
107
200
5000
77 13.80 14.00 14.20 14.40
94 m/z 199.10 43 _47%
39 51 65 ‘ | 128 141192 1o 183
0 Illllwlll‘lllwh“l I\lelul‘\lllh\lli I\l |‘i||‘l‘| |‘|‘i|‘|‘|‘||‘|”|||H|||||‘||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
200
13.80 14.00 14.20 14.40
5000 m/z 183.10 21.25%
o1 123
181
15 27 39 51 65 77 o3 141192 165
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56188: Phenol, 2-[(4-hydroxyphenyl)methyI]- R EEEAR R H
107 13.80 14.00 14.20 14.40

m/z 181.10 17.31%

200
5000

77 152 181

27 39 55 g I |, 128 11t | 165 7| l

A AR MRS st (WS [N

m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 18 unknownl4.45 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .45 17.28 ng 649295 Chrysene-di12 16.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediamine. N-(4-methoxv... 214 C13H14N20 000101-64-4 49
2 Imidazole. 2.4-diethvl-1-methvl-... 214 C14H18N2 062576-17-4 47
3 9-Borabicvclol3.3.11nonane. 9-T(... 214 C13H19BN2 1000158-11-2 43
4 4.47-Ethvlidenediphenol 214 C14H1402 002081-08-5 43
5 3,4,5,6-Tetramethoxyphenol 214 C10H1405 030225-99-1 38

Abundance Scan 1160 (14.445 min): BF079326.D (-1157) (-) m/z 214.10 100.00%

4

51 | 92 og 192 | 202 14.20 14.40 14.60 14.80
S W RSIOU W AP B o 0 O 0 U P AS—-_ m/z 199.10 59.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65543: 1,4-Benzenediamine, N-(4-methoxyphenyl)-
199214
5000

14.20 14.40 14.60 14.80
m/z 107.10  42.89%

o

21
199
5000 107
& L 181
L
N

118133 154169184

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
199214
e R An By
14.20 14.40 14.60 14.80
5000 m/z 121.10 40.59%
144
42 103
o 62 77 128 168183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65559: 9-Borabicyclo[3.3.1]Jnonane, 9-[(4-pyridyl)amino]-
214 14.20 14.40 14.60 14.80
m/z 213.10 33.82%
107
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 19 Naphthalene, 1-(phenylthio)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.97 4.92ng 184972  Chrysene-d12 16.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene. 1-(phenvithio)- 236 C16H12S 007570-98-1 64

030779-85-2 64
097813-94-0 46

2 4H-1-Bebzopvran-4-one. 3-(phenvl... 236 C16H1202
3 4I5-(4-Methviphenv)-2-oxazolvll... 236 C15H12N20

161466-00-8 46

4 Pvridol2.3-dlpvrimidin-5(8H)-one. ..

237 C14H11N30

5 1H-Pyrazole,

4,5-dihydro-1-(4-me... 236 C16H16N2

000959-08-0 42

Abundance Scan 1206 (14.971 min): BF079326.D (-1203) (-) . m/z 236.10 100.00%
236
5000
51 65 77 91408 117 14.60 14.80 15.00 15.20
39 103 135 153165 179190 208 22 : : : :
0! m/z 235.10 41 .12%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #79929: Naphthalene, 1-(phenylthio)-
236
5000 LI L L L L L L LB L L B
115 14.60 14.80 15.00 15.20
51 77 1 202 m/z 237.10 32.65%
o 22 | 88 89t ) U asean s | 21
L L
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
236
121
14.60 14.80 15.00 15.20
5000 m/z 117.60 15.01%
178 219
39 51 65 77 92 105 1MM%1%W
R B L B L L AL R Bt B
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #79786: 4[5-(4-Methylphenyl)-2-oxazolyl]pyridine S RAR AN mama S
236 14.60 14.80 15.00 15.20
m/z 227.10 9.43%
5000 91
181
118 208
ol 5183 77 M H |
i B B B B e B B i
m/z--> 40 60 80 100 120 140 160 180 200 220 240 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079326.D

Aca On : 19 May 2015 2:02

Operator : TP/1Z

Sample : 62271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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-Nonadecanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.92 8.73 ng 328160 Chrysene-di12 16.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1289 (15.920 min): BF079326.D (-1286) (-) m/z 57.10 100.00%

5000

=

125 LA L L L L L LB |
178
o 139 196211 234 260 15.60 15.80 16.00 16.20

e m/z 55.10 97.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #108955: 1-Nonadecanol
43 57 83

97

=

5000 e N R
29 15.60 15.80 16.00 16.20
125 m/z 43.10 93.72%
ol.14 \‘ il 139154168 182196210224238 252266
“.“.”,”.w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
83 e
97 15.60 15.80 16.00 16.20
5000 m/z 83.10 93.52%
- 111
125

139153167181 196 224

=

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester T
43 57 15.60 15.80 16.00 16.20

m/z 69.10 87.91%

5000

111

. 125140154169 195 210224239252
e prerr b R
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1560 15.80 16.00 16,20

3
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051815\
Data File : BF079326.D

Acq On : 19 May 2015 2:02

Operator : TP/1Z

Sample : G2271-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl.31 1.31 273.0 ng 4033870 1 7.16 295549 20.0
Butane, 2-methoxy... 1.60 13.2 ng 194570 1 7.16 295549 20.0
2-Pentanone, 4-hy... 4.92 16.9 ng 249328 1 7.16 295549 20.0
unknown6 .88 6.88 89.6 ng 1324110 1 7.16 295549 20.0
4H-1,3-Benzodioxin 8.44 134.1 ng 2907730 2 8.74 433650 20.0
unknown9 .24 9.24 4.6 ng 99466 2 8.74 433650 20.0
Phenol, p-tert-bu... 9.48 33.8 ng 733576 2 8.74 433650 20.0
Phenol, 2-[(4-hyd... 13.79 11.6 ng 349649 4 12.75 602876 20.0
Phenol, 4,4 -meth... 14.13 38.4 ng 1156660 4 12.75 602876 20.0
unknownl14 .45 14 .45 17.3 ng 649295 5 16.05 751383 20.0
Naphthalene, 1-(p-.. 14.97 4.9 ng 184972 5 16.05 751383 20.0
1-Nonadecanol 15.92 8.7 ng 328160 5 16.05 751383 20.0
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