LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 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 1.518 26 29 31 rVB 4891470 6021795 100.00% 20.487%
2 1.655 38 41 44 rVB 186060 330627 5.49% 1.125%
3 1.770 50 51 55 rBv 277728 382189 6.35% 1.300%
4 1.838 55 57 61 rvv 226306 295090 4 _.90% 1.004%
5 1.907 61 63 84 rvvV 1315885 2963192 49.21% 10.081%
6 2.158 84 85 93 rvB 35425 69729 1.16% 0.237%
7 5.164 346 348 355 rVB 184782 250253 4.16% 0.851%
8 5.656 388 391 393 rBVY 1434260 1654931 27.48% 5.630%
9 6.902 498 500 503 rBV 1749467 1624773 26.98% 5.528%
10 7.062 512 514 517 rBVY 1751063 1747588 29.02% 5.946%

11 7.359 537 540 542 rBV 444733 431944 7.17% 1.470%
12 7.542 553 556 559 rvB 1462032 1294872 21.50% 4._.405%
13 8.045 597 600 602 rBV 1262945 1087470 18.06% 3.700%
14 8.582 643 647 649 rBvV 60720 104021 1.73% 0.354%
15 8.936 675 678 680 rBvV 491541 583545 9.69% 1.985%

16 10.273 793 795 798 rBV 1575507 1690629 28.08% 5.752%

17 10.776 837 839 842 rBV 73558 75617 1.26% 0.257%
18 11.108 866 868 871 rBV 724995 675043 11.21% 2.297%
19 11.451 895 898 901 rBvV 65365 81895 1.36% 0.279%

20 12.091 951 954 956 rBV 1115781 1282313 21.29%% 4_.363%

21 12.959 1027 1030 1031 rBV 500701 697858 11.59% 2.374%
22 13.668 1090 1092 1102 rBV 175237 246447 4_.09% 0.838%

23 13.851 1106 1108 1115 rVB 55781 79147 1.31% 0.269%
24 14.537 1166 1168 1172 rVB3 227857 347740 5.77% 1.183%
25 14.651 1176 1178 1184 rBV5 30567 68146 1.13% 0.232%

26 14.811 1190 1192 1195 rBV 632279 725686 12.05% 2.469%
27 14.868 1195 1197 1199 rVvVv 51423 66756 1.11% 0.227%
28 14.948 1201 1204 1207 rVV 2090788 2084982 34.62% 7.094%
29 16.125 1304 1307 1315 rBV 131087 260152 4._.32% 0.885%
30 16.251 1315 1318 1320 rBV 690859 847865 14.08% 2.885%

31 16.937 1376 1378 1383 rBV2 34663 65028 1.08% 0.221%
32 17.726 1445 1447 1451 rBV2 29957 61493 1.02% 0.209%
33 18.000 1468 1471 1474 rBV 656985 840146 13.95% 2.858%
34 18.754 1535 1537 1545 rVB3 47341 114828 1.91% 0.391%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.200 1573 1576 1580 rVB2 57018 103001 1.71% 0.350%

36 20.160 1656 1660 1666 rVB5 48632 135789 2.25% 0.462%

Sum of corrected areas: 29392580
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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\BF050515\

BF078946.D

5 May 2015 17:56

TP/1Z

G2032-06

18 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
4000000
3000000

2000000

1000000
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Time-->
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I [N
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A0S,
4000000
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8.04
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10.27
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12.96
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13.
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11.00 11.50

10.50
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5000000

4000000

3000000

2000000
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TIC: BFO78946.D
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Time-->
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8270-BF043015.M Wed May 06 12:49:23 2015

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 unknownl.52 Concentration Rank 1

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

1.52 278.82 ng 6021800 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 29 (1.518 min): BF078946.D (-26) (-) m/z 73.10 100.00%
7B
5000 43
89
. - 140 160 180
o N R I N m/z 43.10 48.94%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L AL A AT*T7ﬂ|
140 1.60 1.80
a1 89 m/z 89.10 31.20%
UnmanRans I'?§M“"'??M"”'“I '“??l' "'ll T ""M T T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
R AL R L
140 1.60 1.80
5000 m/z 41.05 9.93%
45
29
o 39 S a7 101
LRI IR S UL SR SURLELL AR SUR L IURL S S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #719: N-Ethylformamide N L Sl Emane
30 73 140 1.60 1.80
m/z 45.10 7.70%
5000
58
44
o Pl 88yl 51 L
LR IR S UL SR SURLELL S SURLLEL S SUR S S I AL N L
m/z--> 10 20 30 40 50 60 70 8 90 100 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.84 13.66 ng 295090 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 57 (1.838 min): BF078946.D (-55) (-) m/z 73.10 100.00%
7B
5000
43 55 87
36 1.60 1.80 2.00 2.20
b2t L Tm/z 43.10  27.71%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.60 1.80 2.00 2.20
55 87 m/z 55.05 27.48%
0 ‘?? 35 | ‘ 67 ||, 80
LRELS IR S S SULIL SURILIL SURI SURLEL I SULIL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
160 1.80 200 2.20
5000 m/z 87.10 26.31%
43
0 2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol Pt f¥, i
73 1.60 1.80 2.00 2.20
m/z 41.10 12._.75%
41 55 87
5000
29
0 ...,....,.%?.,....,....,....,....,..??,....,....,..??,...
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 unknown2.16 Concentration Rank 14

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

2.16 3.23 ng 69729 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 39
2 1.3-Propanediamine. N-methvl- 88 C4H12N2 006291-84-5 9
3 Butanal. 3-methvl- 86 C5H100 000590-86-3 7
4 Ethene. methoxv- 58 C3H60 000107-25-5 5
5 Butanal, 3-hydroxy- 88 C4H802 000107-89-1 5

Abundance Scan 85 (2.158 min): BF078946.D (-84) (-) m/z 44.05 100.00%
44
5000
T o JLJ\W
AR L U R
:Is . | |47 51 5|5‘ 86 1.80 2.00 2.20 2.40 '
Otprrrrprrrr e b T e m/z 41.05 41.80%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1678: Pentanal
44
5000 29 58
a1 1.80 2.00 2.20 2.40
m/z 58.00 34.57%
‘ >® ern 8
Ot T T T T T T T T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
44
1.80 2.00 2.20 2.40
5000 2 71 m/z 57.10 33.10%
57
1518 27 36 41 54 68 88
Lo AN RAAR RARAN RARRN ALY SRR ARAN RAAL) LARAD ARRD LANRI RRALY RRRRN RRAR) LANEN RAAEN LELEN IRALY AN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 A
Abundance #1714: Butanal, 3—methy|— LA L L LB L LB L N B
4144 1.80 2.00 2.20 2.40
0 m/z 43.05 26.73%
5000 58
15 71
0 18 283 3|/ 2953 |61 68 8388

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.16 11.59 ng 250253 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 348 (5.164 min): BF078946.D (-346) (-) m/z 43.05 100.00%
43
59
5000
101
51 | 83 | 480 5.00 5.20 5.40
S M S m/z 59.10 54.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN L L UL
59 480 500 520 540
m/z 101.10 19.10%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540
5000 m/z 58.10 17.00%
101
15 a 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester LA R R
59 480 5.00 5.20 5.40
m/z 41.10 8.70%
5000 41
68
0 150 . 126 142 AW
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 unknown7.06 Concentration Rank 3

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

7.06 80.92 ng 1747590 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 514 (7.062 min): BF078946.D (-512) (-) m/z 132.00 100.00%
32
5000 68
05 || g Proe TTko 70 720 740
e i || N m/z 68.10 44.47%
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 U UL LU UL IR
6.80 7.00 7.20 7.40
2 78 m/z 134.00 32.18%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 28.73%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-  EEmma o AR Emae
132 6.80 7.00 7.20 7.40
m/z 69.10 17.49%
117
5000
39 91
51
S i 700 - BN N Ny | B | I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Pentadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.67 7.06 ng 246447 Phenanthrene-d10 12.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 74
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 5-Acetoxvpentadecane 270 C17H3402 1000245-62-3 14
5 Tetradecane 198 C14H30 000629-59-4 11
Abundance Scan 1092 (13.668 min): BF078946.D (-1090) (-) m/z 73.05 100.00%
60 73
5000 129 L
97
213 Trryrrrryrrrrrr T T rTT
LS 143157171 4g5 199 | 207 256 1340 13.60 13.80 14.00
01 m/z 43.05 94 _.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid

SN

w

D

o

~

w
%

5000 129 L e  FLLE i
13. 40 13 60 13. 80 14. OO

m/z 60.00 89.05%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R LN BB e e
13.40 13.60 13.80 14.00
5000 12 m/z 57.10 76.53%
29 185 228
87 99 115
0 143 157 171 199 213
IR o B B o o R o o o R ARBEAREERES S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
43 60 73 13.40 13.60 13.80 14.00
m/z 55.10 74 .90%
5000
29
129
7 115 17 214
O S P
0,.u.wﬂm”m”H.”.“.”,”.w.”.“.” N B S AEEREEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Mercaptobenzothiazole Concentration Rank 18

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

13.85 2.27 ng 79147 Phenanthrene-d10 12.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 Thioauanine 167 C5H5N5S 000154-42-7 59
3 5-Fluoro-2-methvl-benzothiazole 167 C8HG6FNS 000399-75-7 53
4 3-Methoxvthiobenzamide 167 C8HINOS 064559-06-4 53

5 5-Fluoro-2-methylphenyl isothioc... 167 C8H6FNS 175205-39-7 40

Abundance Scan 1108 (13.851 min): BF078946.D (-1106) (-) m/z 167.00 100.00%
167
5000
108 135 LA L L L L B
45 | €1 " 123 | 207 13.60 13.80 14.00 14.20
o) S -'"' - --' bl R0 Tm/z 135.00 0 18.11%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #34081. 2-Mercaptobenzothiazole
167
A
5000 LI B L B L L L LB
13.60 13.80 14.00 14.20
m/z 108.00 16.78%
123
32,5 %8 H 140
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
167
e e
13.60 13.80 14.00 14.20
5000 m/z 109.00 16.49%
134
43
54 68 g5 107 123 150
R B e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 i
Abundance #34115: 5-Fluoro-2-methyl-benzothiazole T H- e A
167 13.60 13.80 14.00 14.20
m/z 69.00 13.94%
5000 126
B B o o B B o B LALALI I o i o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1,4-Benzenediamine, N-(1-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.54 9.97 ng 347740 Phenanthrene-d10 12.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediamine. N-(l-methvle... 226 C15H18N2 000101-72-4 99
2 5(10H)-Pvridol3.4-blauinolone. 7... 226 C13H10N202 1000256-99-5 81
3 Beta-carboline. 6-methoxv-1.2-di... 226 C14H14N20 154505-42-7 58
4 1.1"-Biphenvl. 3-(1.1-dimethvlet... 226 C16H180 055059-21-7 49
5 9H-Purine, 6-chloro-9-(trimethyl... 226 C8H11CIN4Si 032865-86-4 49
Abundance Scan 1168 (14.537 min): BF078946.D (-1166) (-) m/z 211.10 100.00%
211
226
5000

14.20 14.40 14.60 14.80
m/z 226.20  70.65%

256
o!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73892: 1,4-Benzenediamine, N-(1-methylethyl)-N'-phenyl-
2

5000 LA LI L B LN L LB B
14.20 14.40 14.60 14.80
m/z 183.10 46.32%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
226
e
211 14.20 14.40 14.60 14.80
5000 m/z 167.10 21.53%
183
. 50 63 77 100113128141 %169 = 197
e AL AR AR man e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73709: Beta-carboline, 6-methoxy-1,2-dimethyl- e
211 296 14.20 14.40 14.60 14.80
m/z 169.10 19.48%
5000
183
. 42 63 77 91 11317140154168 | 4q;
R B e R S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.81 17.12 ng 725686 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 53
3 Carbamic acid. I1.1"-biphenvl1-3... 213 C13H11NO2 055030-29-0 49
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 49
5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO 1000128-72-9 40

Abundance Scan 1192 (14.811 min): BF078946.D (-1190) (-) m/z 213.10 100.00%

213

Z::====_

5000
119
91 208 B i e
39 51 6|5 77 107 135 152 165 181 197 | | 14.40 14.60 14.80 15.00 15.20
Ot pbp by it 5 e b Tm/z 119.05 26.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000

14.40 14.60 14.80 15.00 15.20
119 228 m/z 214.10 16.45%

27 39 51 65 77 %1 107 | 135 152165 181 97 |
SR oG~V S ST Bt P M Gl e~ M

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

%

Abundance
213
14.40 14.60 14.80 15.00 15.20
5000 m/z 228.10 15.69%
185
228
51 63 77 gg 101 128 199
O o R i e o L e e e e e e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64994: Carbamic acid, [1,1"-biphenyl]-3-yl-
213 14.40 14.60 14.80 15.00 15.20
m/z 91.05 14.82%
5000
168
ST uspgm | g
B o o o o B e e e e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Pentafluoropropionic acid, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

'16.13  6.14ng 260152  Chrysene-di2 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta...
2 Ethanol. 2-(tetradecvloxv)-

3 17-Pentatriacontene

4 2- Chloropropionic acid. hexadec...

402 C20H35F502
258 C16H3402
491 C35H70

332 C19H37CI02

1000283-04-2 91
002136-70-1 91
006971-40-0 91
086711-81-1 90

5 2- Chloropropionic acid, octadec... 360 C21H41Cl02

088104-31-8 90

Abundance Scan 1307 (16.125 min): BF078946.D (-1304) (-) m/z 57.10 100.00%
57
83
5000
R REEEEEEEEEmE e
139 168 209 15.80 16.00 16.20 16.40
04 m/z 43.10 88.58%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
5000 LA L L L L LB LN |
111 15.80 16.00 16.20 16.40
m/z 55.10 81.36%
21 e 21028 o
Ot ‘”‘“‘m.. A LA B I B e o o o |
m/z--> 0 50 O 250 300 350 400 450
Abundance
57
R e A REEEEmEEEE
83 15.80 16.00 16.20 16.40
5000 m/z 83.10 75.65%
29 111
139 168196 257 258
O o LA o e e S B o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene B
43 15.80 16.00 16.20 16.40
m/z 97.05 65.66%
5000 83
111
0 | 139167196224 267292 321 462 490
e LA e B LA LA e o o e R e REEEEREEEE R
m/z--> 0 50 100 150 200 250 300 350 400 450 15. 80 16. OO 16.20 16.40

8270-BF043015.M Wed May 06 12:49:32 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownl8.75 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.75 2.73 ng 114828 Perylene-di12 18.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
2 5-(1-1sopropenvl-4_ 5-dimethvlbic... 332 C22H3602 1000195-69-8 38
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 27
4 3.7-Diisopropvl-5-methvl-1.2(4H)... 192 C12H20N2 088829-71-4 25
5 2-Propenamide, N-(4-methoxyphenyl)- 177 C1OH11NO2 007766-37-2 18
Abundance Scan 1537 (18.754 min): BF078946.D (-1535) (-) m/z 191.15 100.00%
191
5000
55
163 AR SRR BN UL B
9 17 o7 355 18.40 18.60 18.80 19.00
0 S .. — m/z 81.10 60.00%
m/z--> 50 100 150 200 250 300 350
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 AR SRR BN UL B
18.40 18.60 18.80 19.00
43 oL 123 149 m/z 177.15 55.73%
o) M— \I“ IHI6\\I9HI\ I\Mlml ‘:“ I\‘wl \‘k I\\lzpl ‘ |" —— ——— T
m/z--> 50 100 150 200 250 300 350
Abundance
191
45 % a5 18.40 18.60 18.80 19.00
5000 m/z 95.10 55.13%
69
161
. 117 220 257 o0 332
m/z--> 50 100 150 200 250 300 350
Abundance #60237: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R e R
191 18.40 18.60 18.80 19.00
m/z 123.10 53.37%
- 1 W
29
‘ 93 121 149
OII\I\I‘\IK\‘IH‘?Q\ IH\IL‘\I\IMIUMI!‘lez?l\I\IIII ——— T s
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownl19.20 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

19.20 2.45ng 103001 Perylene-diz 18.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 46
-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
nthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 38
,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 35

abrwNPE
NIZ>FRPEN

Abundance Scan 1576 (19.200 min): BF078946.D (-1573) (-) m/z 191.15 100.00%
1

5000

IF3

18.80 19.00 19.20 19.40 19.60
m/z 95.10  48.46%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49991: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191
109
5000 82 L e
36 18. 80 19. OO 19. 20 19. 40 19 60
57 1 m/z 81.10 40.27%
o 162
SN A | U S N N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
e
18.80 19.00 19.20 19.40 19.60
5000 5 m/z 69.10 37 .59%
29 93 149
oL15 43 77 931071211357, 60177 | 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... I RREEEEEES T
191 18.80 19.00 19.20 19.40 19.60
m/z 123.10 29.96%
5000 43
123
9 107 ‘ 149 o 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 80 19. OO 19. 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078946.D

Aca On : 5 May 2015 17:56

Operator : TP/1Z

Sample : 62032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown20.16 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.16 3.23 ng 135789 Perylene-di12 18.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 46
2 Stiamastan-3-en-6-o0l 414 C29H500 1000214-19-7 12
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 10
4 3-Hvdroxvpvridine monoacetate 137 C7H7NO2 017747-43-2 9
5 2-Hepten-6-one, 5-phenyl-, (2)- 188 C13H160 040931-42-8 9
Abundance Scan 1660 (20.160 min): BF078946.D (-1656) (-) m/z 43.10 100.00%
48
5000 105 145
173 213 255 303329 414 ARBARRABRARASAR SRR &
19.80 20.00 20.20 20.40
0 m/z 145.10 49 .92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 USRNSSR SRR
81 368 19.80 20.00 20.20 20.40
107 :ﬂg 214 m/z 57.10 48 .03%
KRN M HM HM bi \h 3, 28 AT ms | 1N u—
m/z--> 50 15 200 250 300 350 400 450
Abundance
43
19.80 20.00 20.20 20.40
5000 m/z 105.00 45 _57%
69 95 .o 359 399
0 161 191213 255 200 331
m/z--> §0 160 1%0 260 250 360 3%0 460 4éo
Abundance #165053: .beta.-Sitosterol acetate R RER RS A
43 19.80 20.00 20.20 20.40
m/z 95.10 43.91%
5000
107 147 396
o “ I \L m A M 8,20 P MBa1s 34 | 428 456
m/z--> 150 200 25'30 3(')0 351;0 4(')0 4&'30 19. 80 20. oo 20 20 20. 40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
Data File : BF078946.D

Acq On : 5 May 2015 17:56

Operator : TP/1Z

Sample - G2032-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
unknownl.52 1.52 278.8 ng 6021800 1 7.36 431944 20.0
Butane, 2-methoxy... 1.84 13.7 ng 295090 1 7.36 431944 20.0
unknown2 .16 2.16 3.2 ng 69729 1 7.36 431944 20.0
2-Pentanone, 4-hy... 5.16 11.6 ng 250253 1 7.36 431944 20.0
unknown7 .06 7.06 80.9 ng 1747590 1 7.36 431944 20.0
Pentadecanoic acid 13.67 7.1 ng 246447 4 12.96 697858 20.0
2-Mercaptobenzoth... 13.85 2.3 ng 79147 4 12.96 697858 20.0
1,4-Benzenediamin... 14.54 10.0 ng 347740 4 12.96 697858 20.0
Phenol, 4,4"-(1-m... 14.81 17.1 ng 725686 5 16.25 847865 20.0
Pentafluoropropio... 16.13 6.1 ng 260152 5 16.25 847865 20.0
unknownl18.75 18.75 2.7 ng 114828 6 18.00 840146 20.0
unknown19 .20 19.20 2.5 ng 103001 6 18.00 840146 20.0
unknown20.16 20.16 3.2 ng 135789 6 18.00 840146 20.0
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