LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100314.D

Aca On > 9 Nov 2017 1:27

Operator : SJ/JU

Sample : 16346-03

Misc :

ALS Vial : 25 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-BF110817.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 2.240 22 26 30 rvB 73376 101692 1.99% 0.248%
2 5.140 515 519 531 rVB 730661 1032314 20.24% 2.522%
3 5.528 578 585 588 rBY 4254525 4945982 96.97% 12.082%
4 6.528 748 755 758 rBVY 4219152 5100514 100.00% 12.460%
5 6.675 774 780 783 rBVY 4327486 4888500 95.84% 11.942%

6.898 815 818 822 rVB 1269433 1136286 22.28% 2.776%
7.057 841 845 848 rBV 3743523 3421561 67.08% 8.358%
7.463 908 914 917 rBV 2927868 3142776 61.62% 7.677%
8.181 1031 1036 1040 rBV 1715719 1460611 28.64% 3.568%
8.734 1127 1130 1133 rBV 126320 94800 1.86% 0.232%

=
QO ~NO®

11 9.257 1213 1219 1222 rBV 4695813 4469672 87.63% 10.919%
12 9.645 1282 1285 1288 rBV 97015 70731 1.39% 0.173%
13 9.934 1330 1334 1338 rBV 1487920 1429279 28.02% 3.491%
14 10.651 1452 1456 1459 rBV 344127 287416 5.64% 0.702%
15 10.728 1463 1469 1472 rBV 2547582 2625359 51.47% 6.413%

16 11.422 1583 1587 1590 rBV 1526006 1206645 23.66% 2.948%

17 11.939 1671 1675 1679 rBV 78997 77552 1.52% 0.189%
18 13.010 1852 1857 1860 rBV 3235348 3108221 60.94% 7.593%
19 13.892 2004 2007 2014 rBV2 49762 57119 1.12% 0.140%

20 14.057 2028 2035 2039 rBV 1136975 1027553 20.15% 2.510%

21 14.686 2138 2142 2145 rVB 207126 191425 3.75% 0.468%
22 15.539 2282 2287 2296 rBV 769866 952075 18.67% 2.326%
23 18.468 2778 2785 2792 rBV9 44590 108148 2.12% 0.264%

Sum of corrected areas: 40936231

8270-BF110817.M Thu Nov 09 15:17:35 2017 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110817\

BF100314.D

9 Nov 2017 1:27

SJ/Ju

16346-03

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100314.D

Aca On > 9 Nov 2017 1:27

Operator : SJ/JU

Sample : 16346-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

5.14 18.17 ng 1032310 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 519 (5.140 min): BF100314.D (-515) (-) m/z 43.00 100.00%
43.0
5000 59.0
| 710 s 1°|“ 480 500 520 540
o N M m/z 59.00 51.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL I L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 16.25%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.19%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LI L L B L N LR |
43.0 480 5.00 5.20 5.40
m/z 41.05 8.48%
5000
58.0
15‘.0 27\.0 | ‘\ L 72‘.0 109.0
R R R SRS RN ARAR RRARA RARSA RARAN LARAN AALA RALRS RS RARRY B SN SRR RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100314.D

Aca On > 9 Nov 2017 1:27

Operator : SJ/JU

Sample : 16346-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 2 unknown6.67

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

6.67 86.04 ng 4888500 1,4-Dichlorobenzene-d4 6.90
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 779 (6.669 min): BF100314.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBE ARSI S
401 540 | 6.40 6.60 6.80 7.00
I TR i 1 (/= S N (X 1 . BN | N B oy 2~ 0 TO MK 7.1
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IREBE AR R UL S
6.40 6.60 6.80 7.00
210 510 m/z 134.00 32.73%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.22%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene T e e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.65%
5000
63.0 81.0
mz-> "'3'0' S 'ic')c')' 'iic')' 120 130 140 " 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100314.D

Aca On > 9 Nov 2017 1:27

Operator : SJ/JU

Sample : 16346-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 4.02 ng 287416 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 47
3 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 47
4 Ethanone. 2-bromo-1-phenvl- 198 C8H7BroO 000070-11-1 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
Abundance Scan 1456 (10.651 min): BF100314.D (-1452) (-) m/z 105.00 100.00%
106.0
77.0 182.1
5000
51.0 RN | S
152.1 10.40 10.60 10.80 11.00
Y Y RN R : 01 D N2 B i m/z 77.00 58.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LR UL BN UL B
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 55.98%
o 27.0 | A 910 | 126.0 1520 1
miz--> 20 40 60 8 100 120 140 160 180
Abundance
105.0
'~ 10.40 10.60 10,80 11.00
5000 77.0 m/z 51.00 24 .39%
51.0
ol 270 910 | 11901330 1610 1780
miz--> 20 40 60 8 100 120 140 160 180
Abundance #21531: Benzenepropanenitrile, .beta.-oxo- e b R pma
105.0 10.40 10.60 10.80 11.00
m/z 181.10 8.90%
77.0
5000
51.0
0 27.0 ‘ o910 | 145.0
m/z--> 20 40 60 8|0 100 120 14'10 160 180 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100314.D

Aca On > 9 Nov 2017 1:27

Operator : SJ/JU

Sample : 16346-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1,4-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.69 3.73 ng 191425 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 53
2 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 52
3 Isophthalic acid. 3-methvlbut-2-... 348 C21H3204 1000344-72-4 50
4 Terephthalic acid. 3-methvlbut-2... 348 C21H3204 1000356-27-6 47
5 Terephthalic acid, monochloride,... 296 C16H21CI03 1000324-22-9 38
Abundance Scan 2143 (14.692 min): BF100314.D (-2138) (-) m/z 70.10 100.00%
79.1
149.0 2612
5000 112.1
41.0 I J e o L TUAE UMMV
14.40 14.60 14.80 15.00
o ,~|." L .~~,I-.|.|' Loh A7692081 | | Tm/z 261.20 72.93%
m/z--> 50 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261.0
149.0
70.0
5000 112.0 L AL L B B
14.40 14.60 14.80 15.00
410 L m/z 149.00 64 .64%
0 \}\JMMJ\ L\L | 180.0 215.0 91.0 361.0389.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
70.0
112.0
149.0 261.0 14.40 14.60 14.80 15.00
5000 m/z 112.10 38.47%
41.0
0 179.0  232.0 304.0 361.0
LN L UL SR UL LR UL B
m/z--> 50 100 150 200 250 300 350
Abundance #182849: Isophthalic acid, 3-methylbut-2-yl octyl ester e P
261.0 14.40 14.60 14.80 15.00
m/z 57.10 35.48%
5000
70.0 167.0
o a0 | 10401330 | 2190 | 3040
m/z--> 50 100 150 200 250 300 350 ' 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100314.D

Aca On > 9 Nov 2017 1:27

Operator : SJ/JU

Sample : 16346-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl18.47 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.47 2.27 ng 108148 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 38
2 1.3-Cvclopentadiene. 2.3.4.5-tet... 190 C14H22 1000161-28-7 38
3 Methvl (5-hvdroxv-1H-benzimidazo... 207 C9H9N303 022769-68-2 27
4 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 25
5 _alpha.-Bulnesene 204 C15H24 1000374-19-9 25

Abundance Scan 2785 (18.468 min): BF100314.D (-2778) (-) m/z 207.00 100.00%
107.1 201.0
55.1 135.1
81.0
5000 1751
265.0 341.0 e
| | 18.20 18.40 18.60 18.80
0 —— m/z 107.10 81.48%
miz--> 50 100 150 200 250 300
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0
107.0
5000 410 810 133.0161.0 18.20 18.40 18.60 18.80
m/z 55.10 74 .58%
ol 8 N
miz--> 50 100 150 200 250 300
Abundance
135.0
18.20 18.40 18.60 18.80
s000l 410 107.0 m/z 135.05 70.07%
175.0
79.0
G L e L WL L S
miz--> 50 100 150 200 250 300
Abundance #67154: Methyl (5-hydroxy-1H-benzimidazol-2-yl)carbamate
207.0 18.20 18.40 18.60 18.80
150 m/z 121.10  69.31%
175.0
5000 148.0
121.0
59.0 g0 ‘
N T -”-.-‘-‘-- e
miz--> 50 100 150 200 250 300 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110817\
Data File : BF100314.D

Acq On > 9 Nov 2017 1:27

Operator : SJ/JU

Sample - 16346-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.14 18.2 ng 1032310 1 6.90 1136290 20.0
unknown6 .67 6.67 86.0 ng 4888500 1 6.90 1136290 20.0
Benzophenone 10.65 4.0 ng 287416 3 9.93 1429280 20.0
1,4-Benzenedicarb... 14.69 3.7 ng 191425 5 14.06 1027550 20.0
unknownl18.47 18.47 2.3 ng 108148 6 15.54 952075 20.0
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