LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106699.D

Aca On : 22 Jun 2018 10:51

Operator : JU/SJ

Sample : J3603-11

Misc :

ALS Vial : 5 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-BF061918 .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 5.207 484 488 497 rBV 114658 148224 7.34% 0.924%
2 5.607 552 556 560 rBY 1527410 1469903 72.80% 9.165%
3 6.607 721 726 729 rBV 1434096 1520461 75.30% 9.481%
4 6.742 744 749 752 rBV 1464351 1532650 75.91% 9.557%
5 6.778 752 755 761 rVB 46139 36871 1.83% 0.230%
6 6.960 782 786 789 rBV 464487 362791 17.97% 2.262%
7 7.119 808 813 816 rBVY 1349477 1246388 61.73% 7.772%
8 7.525 876 882 885 rBY 1038614 1050456 52.03% 6.550%
9 8.242 1000 1004 1008 rBV 554627 459243 22.74% 2.864%
10 9.319 1182 1187 1190 rBvV 1877491 1839517 91.11% 11.470%

11 9.707 1249 1253 1261 rBV 215961 169323 8.39% 1.056%
12 10.001 1299 1303 1307 rBV 644276 539982 26.74% 3.367%

13 10.413 1371 1373 1376 rVB 36747 25506 1.26% 0.159%
14 10.801 1434 1439 1442 rBV 1200978 1309028 64.83% 8.162%
15 10.883 1450 1453 1458 rBvV 42293 39419 1.95% 0.246%
16 11.336 1523 1530 1532 rBV 21461 20216 1.00% 0.126%
17 11.495 1553 1557 1560 rBV 679905 588836 29.16% 3.672%
18 12.954 1795 1805 1811 rBV3 20985 28057 1.39% 0.175%

19 13.083 1822 1827 1830 rBV 2036105 2019104 100.00% 12.590%
20 13.601 1911 1915 1918 rBV 468472 424281 21.01% 2.646%

21 13.954 1972 1975 1981 rBV2 136752 152543 7.55% 0.951%
22 14.148 2003 2008 2011 rBV 516457 501090 24.82% 3.124%

23 14.601 2081 2085 2093 rBvVS8 23825 38802 1.92% 0.242%

24 15.607 2253 2256 2263 rBV7 13806 22675 1.12% 0.141%

25 15.683 2264 2269 2280 rVB 356879 471359 23.34% 2.939%

26 16.712 2441 2444 2450 rVB 12801 20883 1.03% 0.130%
Sum of corrected areas: 16037608
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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\BF062218\

BF106699.D

22 Jun 2018 10:51

JussJ

J3603-11

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062218\

Data File : BF106699.D

Aca On : 22 Jun 2018 10:51

Operator : JU/SJ

a?ggle ; J3603-11 gyt
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 4

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

5.21 8.17 ng 148224 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 Propane. 2-ethoxv-2-methyl- 102 C6H140 000637-92-3 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (5.207 min): BF106699.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 e T T
83.0 480 5.00 520 5.40 5.60
O et e e e e e e e m/z 59.00 60.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R R R
50.0 480 500 520 540 560
m/z 101.10 20.60%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 280 500 520 540 580
5000 m/z 58.00 16.16%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester S mmaa o e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.87%
5000 41.0
o Wl 730 1260 1450
RS Ra B e AR aame R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062218\

Data File : BF106699.D

Aca On : 22 Jun 2018 10:51

Operator : JU/SJ

a?ggle ; J3603-11 gyt
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 2 unknown6.74 Concentration Rank 1

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

6.74 84.49 ng 1532650 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.742 min): BF106699.D (-744) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 PUAARBESRARE SARRA RARRE
40.0 54.0 6.40 6.60 6.80 7.00
0 gL0 e — m/z 68.10 37.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " P TIR T
410 o . m/z 134.00  33.54%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk ok ok 7o
5000 ggo 1160 m/z 66.00 22.99%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene B R
132.0 6.40 6.60 6.80 7.00
m/z 96.10 14.71%
5000
63.0 810
0 31.0 SQ'O\ m‘ Ly | ‘\ | 99'\0 11%0 |
mz-> 40 60 80 100 120 140 160 180 640 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062218\

Data File : BF106699.D

Aca On : 22 Jun 2018 10:51

Operator : JU/SJ

a?ggle ; J3603-11 gyt
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6

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

6.78 2.03 ng 36871 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 45
3 Butanoic acid. 4-methoxv- 118 C5H1003 029006-02-8 38
4 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 23
5 2-Hydroxyethyl vinyl sulfide 104 C4H80S 003090-56-0 9

Abundance Scan 755 (6.778 min): BF106699.D (-752) (-) m/z 45.00 100.00%
43.0
5000 50.0
72.0 A ARARASRARASRARRS AR
| || 104.1 6.40 6.60 6.80 7.00 7.20
o | O | PRSI | m/z 59.00 36.11%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 SR AR N R
310 200 6.40 6.60 6.80 7.00 7.20
' m/z 72.00 21.32%
0 \‘ | | || go.o 1040 4469
'W'"'P'"I”"I”"I'”'I"”I"'W""P"'I”"I'”
m/z--> 20 50 60 70 8 90 100 110 120
Abundance
45.0
6.40 6.60 6.80 7.00 7.20
5000 59.0 m/z 73.10 14 .14%
31.0 73.0
88.0  103.0
S L U S U UL UL I B S B
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8692: Butanoic acid, 4-methoxy-
45.0 6.40 6.60 6.80 7.00 7.20
m/z 43.00 13.42%
5000 59.0
85.0
68.0
0"w"'w"'w"'w'"w"'w"'w"'w'}P?q"w"'w"
m/z--> 20 30 40 50 60 70 8 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\

BF106699.D

22 Jun 2018 10:51

Jus/sJ

J3603-11 D6KV-CSM
5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Adipic acid, 2-ethylhexyl o... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.60 16.93 ng 424281 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adipic acid. 2-ethvlhexvl octvl ... 370 C22H4204 1000324-48-6 91
2 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 87
3 Diisooctvl adipate 370 C22H4204 001330-86-5 78
4 Adipic acid. 2-ethvlhexvl isobut... 314 C18H3404 1000324-48-0 72
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 68

Abundance Scan 1915 (13.601 min): BF106699.D (-1911) (-) m/z 129.10 100.00%
129.1
5000 57.0
101, 13.20 13.40 13.60 13.80 14.00
241.2
- .u,‘. ” L, f]“ Jgeor 222 . Tw/z 57.05  43.83%
m/z--> 0 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester
129.0
5000
241.0 13.20 13.40 13.60 13.80 14.00
57.0 m/z 70.10 31.18%
87.0
ol 220 | |10 | | 570 1990 | 290
m/z--> 0 50 100 150 200 250 300 350
Abundance
129.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 71.10 30.23%
57.0
ol 290 87.0 1600  212.02410 3130 3710
m/z--> 0 50 100 150 200 250 300 350
Abundance #196853: Diisooctyl adipate
129.0 13.20 13.40 13.60 13.80 14.00
m/z 55.00 28.97%
57.0
5000
29.0
241.0
o Ll ]?OM Jsm 1990 " | p72.0 3130 370.0
m/z--> 0 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062218\

Data File : BF106699.D

Aca On : 22 Jun 2018 10:51

Operator : JU/SJ

a?ggle ; J3603-11 gyt
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.09 ng 152543 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93

Abundance Scan 1974 (13.948 min): BF106699.D (-1972) (-) m/z 57.05 100.00%

5000

13.60 13.80 14.00 14.20
m/z 55.00 99.41%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55.0 83.0

)

13.60 13.80 14.00 14.20
m/z 43.00 89.32%
290 139.0
0 Il "~ 168.0196.0 238.0 266.0
s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0

13.60 13.80 14.00 14.20
5000 111.0 m/z 83.05 84 _.89%

29.0 139.0
o 167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol

550 83.0 13.60 13.80 14.00 14.20
m/z 69.00 76.65%
5000 '
29.0 139.0
ol ‘ 167.0 196.0 224.0 252.0 280.0 308.0
———T e Sl Lt adah
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\

Data File : BF106699.D

Acq On : 22 Jun 2018 10:51

Operator : JU/SJ

a?ggle ; J3603-11 gyt
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.21 8.2 ng 148224 1 6.96 362791 20.0
unknown6 .74 6.74 84.5 ng 1532650 1 6.96 362791 20.0
Ethanol, 2-(2-eth... 6.78 2.0 ng 36871 1 6.96 362791 20.0
Adipic acid, 2-et... 13.60 16.9 ng 424281 5 14.15 501090 20.0
n-Nonadecanol-1 13.95 6.1 ng 152543 5 14.15 501090 20.0
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