LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM122315\

Data File : BMO03708.D

Aca On - 22 Dec 2015 15:09 Instrument :

Operator : UM/SJ EFAﬁg el
- _ lentosampleld :

a?zgle : G4888-01 C.SON.011

ALS Vial : 3 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 M\METHODS\8270-BM120915.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 4.810 284 293 307 rBV 193481 270907 5.18% 1.604%
2 5.281 366 373 386 rBB 648549 916807 17.53% 5.427%
3 6.869 636 643 658 rBV 575996 871086 16.65% 5.157%
4 7.228 697 704 714 rBB 614872 960879 18.37% 5.688%
5 7.693 777 783 789 rBB 137912 204782 3.92% 1.212%

8.010 831 837 844 rBV 545491 891487 17.04% 5.277%
8.851 973 980 988 rBV 402181 637018 12.18% 3.771%
9.834 1128 1147 1158 rBV 125372 477035 9.12% 2.824%
136302 251801 4.81% 1.491%
10.539 1261 1267 1275 rVB 2803681 5230437 100.00% 30.962%
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11 10.651 1280 1286 1293 rVB 100557 162134 3.10% 0.960%
12 12.151 1535 1541 1547 rBB 88400 133214 2.55% 0.789%
13 12.269 1555 1561 1571 rBV 40189 66689 1.28% 0.395%
14 12.375 1573 1579 1584 rVB 43236 64205 1.23% 0.380%
15 12.963 1673 1679 1687 rVB 1048080 1517437 29.01% 8.983%

16 14.345 1908 1914 1920 rBvV2 211581 319636 6.11% 1.892%
17 14.410 1920 1925 1930 rVB 72122 96846 1.85% 0.573%
18 15.839 2162 2168 2178 rBB 664730 910212 17.40% 5.388%
19 17.092 2376 2381 2386 rBV 220768 314524 6.01% 1.862%
20 17.380 2425 2430 2435 rBB 107294 123423 2.36% 0.731%

21 19.733 2824 2830 2835 rBV 1475350 1805293 34.52% 10.687%
22 21.298 3090 3096 3104 rVB 286546 358647 6.86% 2.123%
23 23.539 3470 3477 3488 rVB2 167128 308452 5.90% 1.826%

Sum of corrected areas: 16892951
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM0O03708.D

Aca On : 22 Dec 2015 15:09

Operator : UM/SJ

Sample : 64888-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM003708.D
10154

2500000
2000000
1500000

1000000

5.28
6.87 7.23 8.01

500000 8.85
4.81 7.69 9.83 10/@@ 65

e IR | 1N | W

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM003708.D

2500000

2000000

1500000 19.73

12.96
1000000

15.84

500000

, 14.35 17,09
1 .
14287 gt \

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM003708.D

2500000

2000000

1500000

1000000

500000
21.30
23.54

e R B i, L A A I A P PP

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM0O03708.D

Aca On : 22 Dec 2015 15:09

Operator : UM/SJ

Sample : 64888-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.81 26.46 ng 270907 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 293 (4.810 min): BM003708.D (-284) (-) m/z 43.05 100.00%
a3
59
5000
101
51 | 13 83 440 4.60 4.80 5.00 5.20
Obrrrprrrrprrr eyl o e e m/z 59.10 63.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS SN LR
440 4.60 4.80 5.00 5.20
m/z 101.10 27 .00%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 500 520
5000 m/z 58.10 16.82%
101
15 58
0 28 69 84
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 A REEEE B
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.26%
5000 41
68
0 150 . 126 147
I 0 5'0 60 70 80 8 100 110 150 130 140 || | 440 460 40 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM0O03708.D

Aca On : 22 Dec 2015 15:09

Operator : UM/SJ

Sample : 64888-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 unknown7.23 Concentration Rank 1

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

7.23 93.84 ng 960879 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 704 (7.228 min): BM003708.D (-697) (-) m/z 132.10 100.00%
132
5000 68
40 | 6.80 7.00 7.20 7.40 7.60
I | I 44 ?.7.!,]1?“?..,.. b v m/z 68.10 37.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS DS RS A
6.80 7.00 7.20 7.40 7.60
2 78 m/z 134.10 32 .55%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 24.95%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R B AAsman
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 16.27%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | A U | U
m/z--> 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM0O03708.D

Aca On : 22 Dec 2015 15:09

Operator : UM/SJ

Sample : 64888-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 2-Benzothiophene # Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 12.88 ng 162134 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Benzothiophene # 134 C8H6S 000270-82-6 97
2 Benzolblthiophene 134 C8H6S 000095-15-8 95
3 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 94
4 Cvclopentalblthiapvran 134 C8H6S 000271-17-0 87
5 [1]Benzothieno[2",3":3,4]cyclobu... 246 C13H1003S 034002-19-2 74
Abundance Scan 1286 (10.651 min): BM003708.D (-1280) (-) m/z 134.00 100.00%
134
5000
89 10140 10.60 10.80 11.00
5 63 108 10.40 10.60 10.80 11.00
Obr S8t et Db 2 el e | m/Zz 89.10  11.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14747: 2-Benzothiophene #
134
5000 U BRI BRI SN SR
10.40 10.60 10.80 11.00
m/z 135.10 9.74%
m/z--> 20 30 40 50 eb 70 80 90 100 110 120 130 140
Abundance
134
10,40 10.60 10,80 11.00
5000 m/z 90.10 9.40%
67 89
ol 27 3845 58 74 82 98 108 197
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 n
Abundance #14748: Cyclopenta[c]thiapyran e E e Rmamsm
134 10.40 10.60 10.80 11.00
m/z 63.00 6.43%
5000
0 45 54 6\3 il 74 82 M ! 10\8 \‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM0O03708.D

Aca On : 22 Dec 2015 15:09

Operator : UM/SJ

Sample : 64888-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Phthalic anhydride Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.27 5.30 ng 66689 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 94
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 90
3 1H-Isoindole-1.3(2H)-dione. 2-(Ch... 177 C9H7NO3 000118-29-6 72
4 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 72
5 Phthalamic acid 165 C8H7NO3 000088-97-1 64
Abundance Scan 1561 (12.269 min): SMOO3708.D (-1555) (-) m/z 104.00 100.00%
104
76
5000
50
148 USSR SUNN BN B
38 12.00 12.20 12.40 12.60
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #22147: Phthalic anhydride
76 104
50 R .
5000 SRR SUNRER BN B
12.00 12.20 12.40 12.60
38 148 m/z 50.10 30.04%
0 2? I, 1, St JH 91 | 115 131
m/z--> 20 30 45 §0 eb 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
104
& HSRUNLSR SUNRR BN B
12.00 12.20 12.40 12.60
5000 50 m/z 74.00 18.86%
148
o 26 3 61 85
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 \
Abundance #40800: 1H-Isoindole-1,3(2H)-dione, 2-(hydroxymethyl)- e
76 12.00 12.20 12.40 12.60
147 m/z 148.00 16.69%
104
5000 50
0 26 3\\8 Ll 6\6 \M 99 ‘\ 113 | 176
m/z--> 20 30 40 50 eb 70 80 90 100 110 120 130 140 150 160 170 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM0O03708.D

Aca On : 22 Dec 2015 15:09

Operator : UM/SJ

Sample : 64888-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 1,2-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.38 7.85 ng 123423 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 78
2 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 78
3 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 72
4 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-19-0 72
5 Dibutyl phthalate 278 C16H2204 000084-74-2 64
Abundance Scan 2430 (17.380 min): BM003708.D (-2425) (-) m/z 149.00 100.00%
149
5000
A
a1 %" 76 104 - 17.00 17.20 17.40 17.60
167 : : : :
Otk b b 2o e || M7z 57.10  15.28%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145664: 1,2-Benzenedicarboxylic acid, butyl 8-methylnonyl...
149
5000 AR A BARAR AR RS R
17.00 17.20 17.40 17.60
a1 57 023 m/z 150.00 9.45%
O it 20, 204021 | 167 205 307
miz-> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 300
Abundance
149
17.00 17.20 17.40 17.60
5000 m/z 104.00 8.07%
29 57
o 76 104121 167 189205 2% 263278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119727: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester P L T
149 17.00 17.20 17.40 17.60

m/z 41.10 7.74%

5000

41

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17.20 17.40 17.60

, 67 83 104121 167 205 223

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122315\
Data File : BM0O03708.D

Acq On : 22 Dec 2015 15:09

Operator : UM/SJ

Sample - G4888-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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]
2-Pentanone, 4-hy... 4.81 26.5 ng 270907 1 7.69 204782 20.0
unknown7 .23 7.23 93.8 ng 960879 1 7.69 204782 20.0
2-Benzothiophene # 10.65 12.9 ng 162134 2 10.49 251801 20.0
Phthalic anhydride 12.27 5.3 ng 66689 2 10.49 251801 20.0
1,2-Benzenedicarb... 17.38 7.8 ng 123423 4 17.09 314524 20.0
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