LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109100.D

Aca On : 18 Sep 2018 17:20

Operator : JU/SJ

Sample : J4936-35 5X

Misc :

ALS Vial : 10 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091418 .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 5.325 504 508 514 rVB 340913 328623 34.89% 3.823%
2 6.348 679 682 689 rVB 415390 332534 35.31% 3.869%
3 6.489 702 706 709 rBV 430046 352919 37.47% 4.106%
4 6.725 742 746 749 rBV 882957 712134 75.61% 8.285%
5 6.878 769 772 776 rBV 356317 281915 29.93% 3.280%

6 7.278 835 840 843 rBV 264269 216201 22.95% 2.515%
7 8.007 960 964 966 rBV 1022641 846966 89.92% 9.854%
8 8.348 1018 1022 1027 rBV 38680 44859 4.76% 0.522%
9 8.719 1083 1085 1089 rVB 164151 130200 13.82% 1.515%
10 8.760 1089 1092 1099 rBV 137094 149419 15.86% 1.738%
11 9.078 1143 1146 1150 rBV 450394 334056 35.47% 3.886%
12 9.419 1201 1204 1206 rBV2 58203 55059 5.85% 0.641%
13 9.754 1256 1261 1265 rBV 944814 832287 88.37% 9.683%
14 9.783 1265 1266 1270 rVB2 65299 56175 5.96% 0.654%
15 9.960 1293 1296 1299 rBV 62343 66080 7.02% 0.769%
16 10.101 1318 1320 1323 rBV3 49906 49254 5.23% 0.573%

17 10.301 1351 1354 1356 rBV2 107543 113033 12.00% 1.315%
18 10.536 1392 1394 1398 rBvV2 220531 247759 26.31% 2.882%
19 11.236 1511 1513 1515 rBV 558779 421526 44.75% 4.904%
20 11.260 1515 1517 1520 rVB 780740 618426 65.66% 7.195%

21 12.313 1693 1696 1699 rVB 1053371 941861 100.00% 10.957%
22 12.454 1717 1720 1723 rBV 971355 878319 93.25% 10.218%
23 15.277 2198 2200 2204 rVB 565973 585979 62.22% 6.817%

Sum of corrected areas: 8595584
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

BF109100.D

18 Sep 2018 17:20

JussJ

J4936-35 5X

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091418_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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109100.D

Aca On : 18 Sep 2018 17:20

Operator : JU/SJ

Sample : J4936-35 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.49 Concentration Rank 2

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

6.49 9.91 ng 352919 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 706 (6.489 min): BF109100.D (-702) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || gy %° 620 640 6.60 6.80
Obrrprrrr e bbb e bt e e e m/z 68.10 39.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o e S e
4o o m/z 134.00 32.51%
‘ 79.0 :
0'W'”'P'”I”'WJ“'w'”fmhh'muﬁ'”l”hl”'ﬂ'””P'”I"W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
9.0 1000 "ok k0 b0 60
5000 ' m/z 66.00 24 .06%
31.0 51.0
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LELELE LI N L B e |
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.47%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109100.D

Aca On : 18 Sep 2018 17:20

Operator : JU/SJ

Sample : J4936-35 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Benzene, 1,2-dichloro-4-iso... Concentration Rank 5

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

8.72 3.07 ng 130200 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-dichloro-4-isocvanato- 187 C7H3CI2NO 000102-36-3 97
2 Benzene. 1.2-dichloro-3-isocvanato- 187 C7H3CI2NO 041195-90-8 96
3 Benzene. 1.4-dichloro-2-isocvanato- 187 C7H3CI2NO 005392-82-5 96
4 Benzene. 1.3-dichloro-2-isocvanato- 187 C7H3CI2NO 039920-37-1 95
5 3,5-Dichlorophenyl isocyanate 187 C7H3CI2NO 034893-92-0 95

Abundance Scan 1085 (8.719 min): BF109100.D (-1083) (-) m/z 187.00 100.00%
181.0
142.1
124.0
5000
‘840 8.60 8.80 9.00
0! m/z 142.10 80.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51133: Benzene, 1,2-dichloro-4-isocyanato-
187.0
124.0
5000 ISR SRR LR S
159.0 8.40 8.60 8.80 9.00
62.0 88.0 m/z 141.10 76.31%
m/z--> 20 40 60 80 160 150 150 1é0 1éo
Abundance #51127: Benzene, 1,2-dichloro-3-isocyanato-
187.0
124.0 ‘840 8.60 8.80 9.00
5000 m/z 124.00 66.42%
159.0
OI | —t |37‘|0| IMI Ieﬁ\lol I‘HI ‘I ?gl(il‘\l:l;olglol | \I T |]|-4|5.|0| "|" — | r l\‘l r |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51132: Benzene, 1,4-dichloro-2-isocyanato- E RamEE e e
124.0 187.0 8.40 8.60 8.80 9.00
m/z 189.00 62.98%
5000
159.0
73.0 88.0
OIIIIIIII\\HI\HMI‘H\ \H‘ ||]|-0|9|0| ||‘|]|-4|5.|0|||‘|||||||“||| R
m/z--> 20 40 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109100.D

Aca On : 18 Sep 2018 17:20

Operator : JU/SJ

Sample : J4936-35 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phthalic anhydride Concentration Rank 4

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

8.76 3.53 ng 149419 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 90
3 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 86
4 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
5 N-[2-Acetamidoethylthio]phthalimide 264 C12H12N203S 025158-14-9 78

Abundance Scan 1092 (8.760 min): BF109100.D (-1089) (-) m/z 104.00 100.00%
104.0
76.0
5000 50.0 [k
1480 Tho b0 50 of
0....,...3‘?“?..'-:.,-...'h.',...., L A0 | | m/z 76.00 79.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104.0
76.0
5000 . USRI S A SRR
50.0 148.0 840 8.60 8.80 960 '
m/z 50.00 38.53%
0 12.0 28.0 .
miz--> 20 40 60 80 100 120 140 160 180
Abundance #55736: Phthalic acid, monoethy! ester
104.0 % @
76.0
8.40 8.60 8.80 9.00
5000 50.0 m/z 74.00 18.10%
148.0
o Jde i | 1220 | 1760
m/z--> 20 Jo 60 80 100 120 140 160 180
Abundance #14488: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione
76.0 104.0 8.40 8.60 8.80 9.00
' m/z 148.00 12.07%
50.0
5000
132.0
- N WY | S B NS — S L N —
m/z--> 20 40 60 80 100 120 140 160 180 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109100.D

Aca On : 18 Sep 2018 17:20

Operator : JU/SJ

Sample : J4936-35 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.31 44 .69 ng 941861 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Pentacosane 352 C25H52 000629-99-2 80
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 1696 (12.313 min): BF109100.D (-1693) (-) m/z 57.10 100.00%
51.1
5000 NNwJ\__N,\ﬂVMJt»»--A»ﬂw-v
99.1 e
41.2 12.00 12.20 12.40 12.60
183.2 238.3
o...l,..-..-|'|‘1 PSS 25 70— m/z 71.10 85.56%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 AR AR SRR AR
12. oo 12 20 12. 40 12.60
99.0 m/z 43.10 52.13%
0 26.0 bl II || ‘141 0 183 0 226 0
m/z--> §0 100 1%0 200 2éo 300 3éo '
Abundance #209565: Octacosane
57.0
12,00 12.20 12.40 12.60
5000 m/z 85.10 51.89%
99.0
o 270 J‘ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
m/z--> §0 100 1%0 260 2éo 360 3éo '
Abundance #185533: Pentacosane R R BEE S
57.0 12.00 12.20 12.40 12.60
m/z 99.10 23.17%
5000
99.0
o270l Ly i | | 0 1830 2250 2670 3090 3520
m/z--> 50 @ J& 2& 250 3& 3% ' nmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091818\
Data File : BF109100.D

Acq On : 18 Sep 2018 17:20

Operator : JU/SJ

Sample : J4936-35 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_M
Quant Title : 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]
unknown6 .49 6.49 9.9 ng 352919 1 6.72 712134 20.0
Benzene, 1,2-dich... 8.72 3.1 ng 130200 2 8.01 846966 20.0
Phthalic anhydride 8.76 3.5 ng 149419 2 8.01 846966 20.0
Hexadecane 12.31 44.7 ng 941861 4 11.24 421526 20.0
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