LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079154.D

Aca On : 12 May 2015 11:25

Operator : TP/1Z

Sample : 62176-21

Misc :

ALS Vial : 43 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 1.450 20 23 25 rBv 4417094 5607109 100.00% 21.774%
2 1.575 31 34 47 rVB 171396 342420 6.11% 1.330%
3 1.758 47 50 57 rvv2 190841 421223 7.51% 1.636%
4 1.861 57 59 86 rvB 976371 1683360 30.02% 6.537%
5 5.096 340 342 348 rVB 75830 100401 1.79% 0.390%

5.599 384 386 389 rBV 1417574 1635421 29.17% 6.351%
6.867 494 497 499 rBV 1974206 1783245 31.80% 6.925%
7.016 507 510 512 rBV 1851429 1839881 32.81% 7.145%
7.302 533 535 537 rBvV 334734 327029 5.83% 1.270%
7.485 549 551 554 rVB 1477124 1334814 23.81% 5.183%

=
QO ~NO®

11 7.988 593 595 598 rBV 1002778 1041430 18.57% 4.044%
12 8.879 670 673 675 rBvV 435019 449908 8.02% 1.747%
13 10.228 788 791 793 rBV 1667231 2131168 38.01% 8.276%
14 10.731 833 835 837 rBvV 52860 60760 1.08% 0.236%
15 11.051 861 863 866 rBvV 534103 510673 9.11% 1.983%

16 12.034 946 949 952 rBV 1417089 1470089 26.22% 5.709%
17 12.902 1022 1025 1027 rBV 554724 561432 10.01% 2.180%
18 14.720 1177 1184 1185 rBV5 29899 110837 1.98% 0.430%
19 14.903 1197 1200 1202 rVB 2262942 2588517 46.16% 10.052%
20 16.080 1301 1303 1310 rVB 141968 204919 3.65% 0.796%

21 16.217 1312 1315 1317 rBV 510723 743449 13.26% 2.887%
22 16.251 1317 1318 1320 rVV 83807 80936 1.44% 0.314%
23 18.023 1470 1473 1475 rBV 536266 722805 12.89% 2.807%

Sum of corrected areas: 25751826
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051115\
Data File : BF079154.D

Aca On : 12 May 2015 11:25

Operator : TP/I1Z

Sample : G2176-21

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

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

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079154.D

Aca On : 12 May 2015 11:25

Operator : TP/1Z

Sample : 62176-21

Misc :

ALS Vial : 43 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.45 Concentration Rank 1

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

1.45 342.91 ng 5607110 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 23 (1.450 min): BF079154.D (-20) (-) m/z 73.10 100.00%
73
5000 43
89
. - 140 160 180
N L N P m/z 43.10 48.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 R MR e e
140 1.60 1.80
31 89 m/z 89.10 31.56%
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
43 LA L L N
55 1.40 1.60 1.80
5000 m/z 41.05 9.59%
29
0 15 37 49 61 67 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2103: Propane, 2-methoxy-2-methy!l- e S S
78 1.40 1.60 1.80
m/z 45.10 7.76%
5000
57
29 41
0 15 \‘ \“\ 50 1] | 87
LU SRR SR UL UL FULRLIL IR SO S S B L L L N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079154.D

Aca On : 12 May 2015 11:25

Operator : TP/1Z

Sample : 62176-21

Misc :

ALS Vial : 43 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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.76 25.76 ng 421223 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 37
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 33
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 25
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 50 (1.758 min): BF079154.D (-47) (-) m/z 73.10 100.00%
43 B
5000
55 87
et —
1.40 1.60 1.80 2.00
o 28 S0 L el w/z 43.05  83.28%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00
55 87 m/z 55.05 27.70%
0 ‘?? 35 ‘\W\ 50 ‘ 67 | | 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
43 73
30 58 140 160 1.80 2.00
5000 m/z 87.10 25._35%
15
38 52
L S S LA S S S S SIS W
m/z--> 10 20 30 40 50 60 70 8 90 100 N
Abundance #13286: 2,2,4-Trimethyl-3-pentanol e R
73 1.40 1.60 1.80 2.00
m/z 58.10 15.58%
41 55 87
5000
29
Oy .%?. e ...M b ,.Hl —— .??,.... — .??, T
m/z--> 10 20 30 40 50 60 70 8 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079154.D

Aca On : 12 May 2015 11:25

Operator : TP/1Z

Sample : 62176-21

Misc :

ALS Vial : 43 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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.10 6.14 ng 100401 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 342 (5.096 min): BF079154.D (-340) (-) m/z 43.05 100.00%
43
59
5000
ot 480 500 520 540
83 : : : :
o.”,..”,..”,.EQM:h.?%A.,.”.,”..,m..,”.:i...“ m/z 59.10 57.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrryrrTTrTTT T T T T T

480 5.00 5.20 5.40
59 m/z 101.10 19.69%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 7 83 91 |
T B e B B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e
57 4.80 500 520 5.40
5000 m/z 58.10 16.26%
29 101
o 15 37 51 73 8 95
R B e e R B e e R aaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e
43 4.80 5.00 5.20 5.40
m/z 41.05 8.55%
5000
101
o 15 253137 [ 5 %8 6 86
I oA o L B e N B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079154.D

Aca On : 12 May 2015 11:25

Operator : TP/1Z

Sample : 62176-21

Misc :

ALS Vial : 43 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 unknown7.02 Concentration Rank 2

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

7.02 112.52 ng 1839880 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 510 (7.016 min): BF079154.D (-507) (-) m/z 132.00 100.00%
5000 68
T T ok 650 70 750 745
O L e e e N SR R m/z 68.10 35.53%
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 N
5000 I N IR I
6.60 6.80 7.00 7.20 7.40
2 78 m/z 134.00 33.36%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 680 7.00 7.20 7.40
5000 67 m/z 66.10 22.64%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e A RAmas RmmmE TR
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 13.90%
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 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079154.D

Aca On : 12 May 2015 11:25

Operator : TP/1Z

Sample : 62176-21

Misc :

ALS Vial : 43 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 wunknownl4.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.98 ng 110837 Chrysene-di12 16.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. 4-he... 382 C23H30N203 133856-88-9 27
2 Bicvclol3.1.0lhexan-2-one. 4-met... 152 C10H160 002506-61-8 18
3 6-Tridecene. 2.2.4.10.12.12-hexa... 392 C28H56 055255-73-7 16
4 3-Methvl-2-(2-oxopropvD)furan 138 C8H1002 087773-62-4 15
5 Cyclohexanecarboxylic acid, 4-he... 424 C26H36N203 075941-53-6 14
Abundance Scan 1184 (14.720 min): BF079154.D (-1177) (-) m/z 57.10 100.00%
. W
14.40 14.60 14.80 15.00
0 m/z 43.10 58.66%
m/z--> 50 100 150 200 250 300 350
Abundance #151972: Cyclohexanecarboxylic acid, 4-hexyl-, 2,3-dicyano...
97
55
5000 160 U LI B BULLE UL
29 125 195 14.40 14.60 14.80 15.00
‘ m/z 69.10 54 _.96Y%
o IIIII|IIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350
Abundance
41 69 95
14.40 14.60 14.80 15.00
5000 152 m/z 97.10 54 _.22%
123
L L W WL L DAL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #154722: 6-Tridecene, 2,2,4,10,12,12-hexamethyl-7-(3,5,5-t... L L B
57 14.40 14.60 14.80 15.00
m/z 95.10 52.97%
5000 L\mN\FFJVdAfJJﬂk/\VW}MNNA//fv
112
0 8,8 139 168 193 224 251 280 305 333 392
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&1;0 ' 14'40 14. 60 14. 80 15'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079154.D

Aca On : 12 May 2015 11:25

Operator : TP/1Z

Sample : 62176-21

Misc :

ALS Vial : 43 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 9 1-Eicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.08 5.51 ng 204919 Chrysene-di12 16.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
4 1-Nonadecanol 284 C19H400 001454-84-8 87
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
Abundance Scan 1303 (16.080 min): BF079154.D (-1301) (-) m/z 57.10 100.00%
B WN\J{
5000
139 168 15.80 16.00 16.20 16.40
o 196 229249 283 309 351 7 E5-10 88 520
m/z--> 50 100 150 200 250 300 350
Abundance #116747: 1-Eicosanol
43
83
5000 L SRR BN UM B
111 15.80 16.00 16.20 16.40
m/z 83.10 83.98%
o 18J‘\L\M6‘ M JL | 139 167 196 252
m/z--> éo 160 1éo 260 2éo 360 3éo
Abundance
43
' 15.80 16.00 16.20 16.40
5000 83 m/z 43.10 76.76%
111
o 140 168 196 224243 266 294 322
m/z--> éo 160 1éo 260 2éo 360 3éo
Abundance #145521: Bromoacetic acid, hexadecy! ester B A RRREE R
43 15.80 16.00 16.20 16.40
69 m/z 97.10 75.99%
97
5000
123
Lo e 2 g
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051115\
Data File : BF079154.D

Acq On : 12 May 2015 11:25

Operator : TP/1Z

Sample : G2176-21

Misc :

ALS Vial : 43 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 .45 1.45 342.9 ng 5607110 1 7.30 327029 20.0
Butane, 2-methoxy... 1.76 25.8 ng 421223 1 7.30 327029 20.0
2-Pentanone, 4-hy... 5.10 6.1 ng 100401 1 7.30 327029 20.0
unknown? .02 7.02 112.5 ng 1839880 1 7.30 327029 20.0
unknownl14 .72 14.72 3.0 ng 110837 5 16.22 743449 20.0
1-Eicosanol 16.08 5.5 ng 204919 5 16.22 743449 20.0
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