LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023091.D

Aca On 14 Jul 2016 6:33

Operator : UM/SJ

Sample : H4014-01

Misc :

ALS Vial : 22 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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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

4.617 297 303 313 rBV 1063883 1619200 1.28% 0.675%
5.258 402 412 420 rVB 1373400 2758315 2.18% 1.150%
rBvV 35912573 126731851 100.00% 52.857%
7.526 781 798 803 rBV 17490514 53474490 42.19% 22.303%
8.196 898 912 919 rvB2 3389359 6501303 5.13% 2.712%

ARWN P
o1
N
©
W
N
w
N
N
O
N
N
O
\l

8.519 952 967 976 rBV2 3903124 8737926 6.89% 3.644%
9.330 1097 1105 1118 rVB 1056361 2052646 1.62% 0.856%
9.570 1137 1146 1158 rBV 2521813 4327389 3.41% 1.805%
11.427 1449 1462 1472 rBV 2539911 4625592 3.65% 1.929%
12.555 1647 1654 1666 rVB 3081680 5377865 4.24% 2.243%

=
QO ~NO®

11 13.419 1790 1801 1810 rVB 2783430 4558242 3.60% 1.901%
12 13.877 1873 1879 1886 rBV 962013 1524506 1.20% 0.636%
13 14.800 2026 2036 2044 rVB2 1011474 1796317 1.42% 0.749%
14 17.555 2498 2505 2512 rBV2 1462225 2321755 1.83% 0.968%
15 20.158 2942 2948 2955 rBV 5890925 8099466 6.39% 3.378%

16 21.862 3231 3238 3248 rVB 1569988 2706367 2.14% 1.129%
17 25.240 3803 3813 3828 rBv2 817682 2549472 2.01% 1.063%

Sum of corrected areas: 239762702
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023091.D

Aca On : 14 Jul 2016 6:33

Operator : UM/SJ

Sample : H4014-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023091.D

Aca On : 14 Jul 2016 6:33

Operator : UM/SJ

Sample : H4014-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

4.62 4.98 ng 1619200 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 303 (4.617 min): BG023091.D (-297) (-) m/z 83.10 100.00%
55 83
5000
420 4.40 4.60 4.80 5.00
ol ?%L&, — .‘, 119 157 191 221241 285 317338 389 "m/z 55.10 87.60%
m/z--> 50 100 150 200 250 300 350
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 AL SRR SRR
29 420 4.40 4.60 4.80 5.00
“ m/z 43.05 34 _.51%
0 "k‘ﬁﬂ"' L SR L UL UL WU U
m/z--> 50 100 150 200 250 300 350
Abundance
83
55
420 4.40 4.60 4.80 5.00
5000 m/z 98.10 31.33%
29
RS L [ WL (L WL W
m/z--> 50 100 150 200 250 300 350
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- L ma o
55 83 420 4.40 4.60 4.80 5.00
m/z 39.10 24 .90%
5000, .
0 J'Lkrtk"'l""l' UL UL UL SRR B R S AR
m/z--> 50 100 150 200 250 300 350 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023091.D

Aca On : 14 Jul 2016 6:33

Operator : UM/SJ

Sample : H4014-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.26 8.49 ng 2758320 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 43
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 412 (5.258 min): BG023091.D (-402) (-) m/z 43.10 100.00%
5000
101 IR 5
5.00 5.20 5.40 5.60
Ol 73, {186 173 207 256285 338 A% A0 Tnsz 59.10  73.11%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IIIII""I""Iﬂ'\"lIII

5.00 5.20 540 5.60
m/z 101.00  25.40%

101
0 T S 69 L \‘
—H
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
59
R ARBEEE S
5.00 5.20 5.40 5.60
5000| 18 m/z 58.10 17.62%
o e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone I RRREERES LR AR S
59 5.00 5.20 5.40 5.60
m/z 41.10 11.27%
5000
31
87
ot e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023091.D

Aca On : 14 Jul 2016 6:33

Operator : UM/SJ

Sample : H4014-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown5.49 Concentration Rank 1

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

5.49 389.87 ng 126732000 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvridinecarbonitrile. 6-chloro- 138 C6H3CIN2 033252-29-8 43
2 1-Propene. 2.3-dichloro- 110 C3HA4CI2 000078-88-6 38
3 1.5-Hexadivne 78 C6H6 000628-16-0 32
4 Pvridine., 4-chloro- 113 C5HA4CIN 000626-61-9 18
5 Propane, 3-chloro-1,1,1-trifluoro- 132 C3H4CIF3 000460-35-5 16

Abundance Scan 452 (5.493 min): BG023091.D (-434) (-) m/z 112.10 100.00%
77 142
50
5000
— e ——
5.20 5.40 5.60 5.80
Olprrrh .l.L, o2 203235 270300328 361 404 449478 930 ' m/z 77.10 90.38%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16512: 2-Pyridinecarbonitrile, 6-chloro-
51
103 138
5000 URRE U R LN U
5.20 540 5.60 5.80
‘ m/z 114.10  81.55%
ol — Ww.p..M..” ——
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
75
s 520 540 560 580
5000 m/z 50.10 72 .95%
110
L S B S S B B L I B WAL
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1008: 1,5-Hexadiyne s e
39 77 5.20 540 5.60 5.80
m/z 51.05 71.71%
5000 J/\
L S B S S B B L I AL WAL URRE UL R LN U
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023091.D

Aca On : 14 Jul 2016 6:33

Operator : UM/SJ

Sample : H4014-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Ethanone, 1-phenyl-, o-(4-c... Concentration Rank 4

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

9.57 18.71 ng 4327390 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. l1-phenvl-. o-(4-coumar... 279 C17H13NO3 034605-11-3 78
2 2-Methvlindoline 133 C9H11N 006872-06-6 43
3 Methanamine. N-(l-phenvlethvlide... 133 C9H11N 006907-71-7 40
4 2-Pvridvlacetonitrile 118 C7HG6N2 002739-97-1 35
5 1H-Indazole 118 C7HG6N2 000271-44-3 27

Abundance Scan 1146 (9.570 min): BG023091.D (-1137) (-) m/z 118.10 100.00%
77 118
5000
51 \ SRR S
9.20 9.40 9.60 9.80
Ol L 165 210237 S04 342 413 464 807 | Tmyz  77.05  92.36%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105664: Ethanone, 1-phenyl-, o-(4-coumarinyl)oxime
118
77
5000 RN U AN

9.20 9.40 9.60 9.80
51 m/z 133.10 31.87%

ol L, 1162 202 238 279

o B NN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
118
T
9.20 9.40 9.60 9.80
5000 m/z 51.10 25.45%
91
13 39 65
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14290: Methanamine, N-(1-phenylethylidene)- R e e
118 9.20 9.40 9.60 9.80
m/z 119.10 10.09%
5000
77
5
0 26
- IIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023091.D

Aca On : 14 Jul 2016 6:33

Operator : UM/SJ

Sample : H4014-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Benzenamine, 2-chloro-6-met... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.43 20.00 ng 4625590 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2-chloro-6-methvl- 141 C7H8CIN 000087-63-8 97
2 Benzenamine. 3-chloro-2-methvl- 141 C7H8CIN 000087-60-5 94
3 Benzenamine. 5-chloro-2-methvl- 141 C7H8CIN 000095-79-4 93
4 2-Chloro-5-methvlaniline 141 C7HS8CIN 000095-81-8 93
5 Benzenamine, 4-chloro-2-methyl- 141 C7HS8CIN 000095-69-2 93
Abundance Scan 1462 (11.427 min): BG023091.D (-1449) (-) m/z 106.10 100.00%
106
141
5000 77
3t } "' 1120 11.40 1160 11.80
b ,h L ,|. b9t 230 272297 340365 A4S467 1 "m/z 141.00 60.50%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #18284: Benzenamine, 2-chloro-6-methyl-
106
141
5000 77 L UL UL U S
11.20 11.40 11.60 11.80
m/z 77.05 38.25%
0 ||2‘?‘|l‘“‘|‘““|“h“ﬁ‘u|L|‘|||”||||||||||||||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
106 141
"' 11.20 11140 11,60 11.80
5000 m/z 140.00 34.04%
77
51
27
O S U L W UL WL UL BRI B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #18294: Benzenamine, 5-chloro-2-methyl- R o
106 141 11.20 11.40 11.60 11.80
m/z 143.00 19.44%
5000 77
0"'t!”J'l”'”l""w"'l'”'l"'w""""l'” UL SUNILE B BN SUM
miz--> 0 100 150 200 250 300 350 400 450 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023091.D

Aca On : 14 Jul 2016 6:33

Operator : UM/SJ

Sample : H4014-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Benzenamine, 4-chloro-2-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.56 23.25 ng 5377870 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 4-chloro-2-methvl- 141 C7H8CIN 000095-69-2 97
2 Benzenamine. 3-chloro-2-methvl- 141 C7H8CIN 000087-60-5 97
3 2-Chloro-5-methvlaniline 141 C7H8CIN 000095-81-8 97
4 Benzenamine. 5-chloro-2-methvl- 141 C7HS8CIN 000095-79-4 95
5 Benzenamine, 2-chloro-4-methyl- 141 C7HS8CIN 000615-65-6 87
Abundance Scan 1655 (12.561 min): BG023091.D (-1647) (-) m/z 106.10 100.00%
106
141
5000 77
39 12.20 12.40 12.60 12.80
0 171 207 257 329 381 m/z 141.00 77 36%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18297: Benzenamine, 4-chloro-2-methyl-
106 141
5000 RSN U UL
77 12.20 12.40 12.60 12.80
m/z 77.05 38.24%
0||||||||||||||||||||||||||||||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
106 141
12.20 12.40 12.60 12.80
5000 m/z 140.00 31.54%
77
39
L R B S B L B B SR SR RS
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18276: 2-Chloro-5-methylaniline T e
106 141 12.20 12.40 12.60 12.80
m/z 142 .95 25.83%
5000
77
39 J
O e e e e e USSR UL LS
miz--> 0 50 100 150 200 250 300 350 400 450 500 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023091.D

Aca On : 14 Jul 2016 6:33

Operator : UM/SJ

Sample : H4014-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 1H-l1soindole, 3-methoxy-4,7... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.88 16.97 ng 1524510  Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-1soindole. 3-methoxv-4.7-dime... 175 C11H13NO 100813-60-3 90
2 3H-Indole. 3-methoxv-2.3-dimethvl- 175 C11H13NO 037914-61-7 58
3 2H-Indol-2-one. 1.3-dihvdro-1.3.... 175 C11H13NO 020200-86-6 58
4 1H-l1soindole-1.3(2H)-dione. N-et... 175 C10H9NO2 005022-29-7 53
5 Chromium, pentacarbonyl-(.eta.-1... 367 C16H13CrNO6 1000157-48-7 47

Abundance Scan 1879 (13.877 min): BG023091.D (-1873) (-) m/z 160.10 100.00%
160
5000
132
o T | e s oo || 19601380 1000 1020
A MM S m/z 175.10 62.91%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #39376: 1H-1soindole, 3-methoxy-4,7-dimethyl-
160
5000 |||||||||||||||||||||f\|\
13.60 13.80 14.00 14.20
117 m/z 132.10 35.12%
I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
160
/\IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 117.10 26.37%
O T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #39389: 2H-Indol-2-one, 1,3-dihydro-1,3,3-trimethyl- AP e
160 13.60 13.80 14.00 14.20
m/z 77.05 14_.13%
5000
77 115
O e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071316\
Data File : BG023091.D

Acq On 14 Jul 2016 6:33

Operator : UM/SJ

Sample : H4014-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
3-Penten-2-one, 4... 4.62 5.0 ng 1619200 1 8.15 6501300 20.0
2-Pentanone, 4-hy... 5.26 8.5 ng 2758320 1 8.15 6501300 20.0
unknown5 .49 5.49 389.9 ng 126732000 1 8.15 6501300 20.0
Ethanone, 1-pheny... 9.57 18.7 ng 4327390 2 10.98 4625590 20.0
Benzenamine, 2-ch... 11.43 20.0 ng 4625590 2 10.98 4625590 20.0
Benzenamine, 4-ch... 12.56 23.3 ng 5377870 2 10.98 4625590 20.0
1H-Isoindole, 3-m... 13.88 17.0 ng 1524510 3 14.80 1796320 20.0
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