LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119525.D
Aca On : 26 Mar 2020 3:47 Instrument :
Operator : CG/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : 12013-09 10X GHD1-SB-0203-0-11
ALS Vial : 28 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-BF031820.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 5.439 566 570 581 rBV 728720 621110 1.97% 1.234%
2 6.451 739 742 751 rBV 655268 635035 2.02% 1.261%
3 6.839 804 808 812 rBVY 1892995 1573452 5.00% 3.125%
4 6.998 831 835 838 rBV 547001 491927 1.56% 0.977%
5 7.398 893 903 906 rBV 490106 412861 1.31% 0.820%

8.128 1021 1027 1030 rBV 2565354 2043312 6.49% 4._.058%
9.204 1206 1210 1213 rBV 744622 596981 1.90% 1.186%
9.886 1322 1326 1329 rBV 2591753 2152275 6.84% 4._.275%
10.669 1455 1459 1464 rBV 530967 477283 1.52% 0.948%
11.374 1575 1579 1581 rBV 2276373 2187941 6.95% 4._.346%

=
QO ~NO®

11 12.586 1781 1785 1788 rBV 853875 701176 2.23% 1.393%
12 12.815 1816 1824 1826 rBV 576199 666176 2.12% 1.323%
13 12.957 1845 1848 1856 rVB 594234 505475 1.61% 1.004%
14 14.021 2022 2029 2032 rBV 19927886 31481177 100.00% 62.528%
15 14.374 2085 2089 2092 rBV 352312 369498 1.17% 0.734%

16 14.621 2127 2131 2135 rVB 922135 866997 2.75% 1.722%
17 14.986 2190 2193 2200 rVB 411712 497108 1.58% 0.987%
18 15.051 2200 2204 2207 rBV 389478 518329 1.65% 1.030%
19 15.298 2240 2246 2252 rVB 610740 1114022 3.54% 2.213%
20 15.480 2273 2277 2281 rBV 1156492 1402440 4._.45% 2.786%

21 16.139 2384 2389 2395 rBV 454639 710872 2.26% 1.412%
22 17.286 2579 2584 2593 rVB 144134 322050 1.02% 0.640%

Sum of corrected areas: 50347497
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
BF119525.D
26 Mar 2020
CG/Ju
L2013-09 10X

3:47

28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

GHD1-SB-0203-0-11
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119525.D

Aca On : 26 Mar 2020 3:47

Operator : CG/JU

Sample : L2013-09 10X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Didodecyl phthalate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.99 7.09 ng 497108 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Didodecvl phthalate 502 C32H5404 002432-90-8 80

2 Phthalic acid. 2.4-dimethvipent-... 390 C24H3804 1000356-84-8 72
3 Phthalic acid. dodecvl hept-3-vl... 432 C27H4404 1000356-99-6 72
4 Phthalic acid. dodecvl octvl ester 446 C28H4604 1000308-91-7 72
5 Phthalic acid, isobutyl pentadec... 432 C27H4404 1000309-07-3 72
Abundance Scan 2194 (14.992 min): BF119525.D (-2190) (-) m/z 149.00 100.00%
149
5000
3
71 167 293 14.60 14.80 15.00 15.20 15.40
ob— Ll {7 104126 | 7186207 232253 275293 319 350368 | .77 43.00  14.16%
m/z--> 50 100 150 200 250 300 350
Abundance #235531: Didodecy! phthalate
149
5000 R UM SRR BRI B
14.60 14.80 15.00 15.20 15.40
m/z 57.00 13.74%
0 M , 83104123 167 260 31733‘5
m/z--> 50 100 150 200 250 300 350
Abundance
149
14.60 14.80 15.00 15.20 15.40
5000 m/z 150.00 8.96%
oL20 7 83104 197 | 167 275293
m/z--> 50 100 150 200 250 300 350
Abundance #222797: Phthalic acid, dodecy! hept-3-yl ester
149 14.60 14.80 15.00 15.20 15.40
m/z 41.00 8.90%
5000
57 167
oL29, | 76 98 123 265 3170
m/z--> 50 ﬁo 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40

8270-BF031820.M Thu Mar 26 15:28:06 2020
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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\BF032520\
BF119525.D
26 Mar 2020
CG/Ju
L2013-09 10X

3:47

GHD1-SB-0203-0-11

28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 Phthalic acid, heptyl hept-... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.30 15.89 ng 1114020 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. heptvl hept-4-vl ... 362 C22H3404 1000356-78-8 72
2 Phthalic acid. 3-fluorophenvl oc... 372 C22H25F04 1000356-72-8 72
3 Phthalic acid. heptvl hept-3-vl ... 362 C22H3404 1000356-99-1 72
4 Phthalic acid. 2.4.5-trichloroph... 498 C25H29CI1304 1000357-05-1 72
5 Phthalic acid, pent-4-enyl tetra... 430 C27H4204 1000360-47-3 72
Abundance Scan 2246 (15.298 min): BF119525.D (-2240) (-) m/z 149.00 100.00%
149
5000
5]7 83 104126 176 203226 265 293 321 354374 12.00 15.20 1540 15,60
ol 3 i (83200126 | 176 203226 B> 293 321 354374 412\ h77 57.00  15.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #191990: Phthalic acid, heptyl hept-4-yl ester
149
5000 R A BRI B B
15.00 15.20 15.40 15.60
m/z 43.10 11.85%
’ 265
0 29 j) u‘ 77 98 123 1 L |
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
15.00 15.20 15.40 15.60
5000 m/z 150.00 9.93%
oL2 o7 g3 112 261
m/z--> 50 100 150 200 250 300 350 400
Abundance #191991: Phthalic acid, heptyl hept-3-yl ester R EmE s A
149 15.00 15.20 15.40 15.60
m/z 41.00 8.56%
5000
57
oL22, | 7798 123 ! ‘ 265
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF031820.
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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\BF032520\
BF119525.D
26 Mar 2020
CG/Ju
L2013-09 10X

3:47

GHD1-SB-0203-0-11

28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 acid, hept-3-yl no... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.14 10.14 ng 710872 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-3-vl nonvl e... 390 C24H3804 1000356-99-3 72
2 Phthalic acid. dodecvl 2-methvlp... 418 C26H4204 1000356-91-7 72
3 Phthalic acid. 2-methvlpent-3-vl._.. 432 C27H4404 1000356-91-8 72
4 Phthalic acid. hexvl 6-methvlhep... 362 C22H3404 1000377-96-0 72
5 Phthalic acid, isobutyl 2-pentyl... 292 C17H2404 1000315-48-6 72
Abundance Scan 2389 (16.139 min): BF119525.D (-2384) (-) m/z 149.00 100.00%
149
5000
43 15.80 16.00 16.20 16.40
71 : : : :
ol 47t 104126 | 176 203 231254 293 S21313 370 415 0T 43 05 15.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207683: Phthalic acid, hept-3-yl nonyl ester
149
5000 U BN B
15.80 16.00 16.20 16.40
m/z 57.10 10.24%
o 20,5 7798123 | | e
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
15.80 16.00 16.20 16.40
5000 m/z 149.95 9.11%
43
o 65 0 13 169 335
m/z--> 50 100 150 200 250 300 350 400
Abundance #222866: Phthalic acid, 2-methylpent-3-yl tridecyl ester
149 15.80 16.00 16.20 16.40
m/z 55.00 8.21%
5000
0 13 1165 1l 123 ‘ 183 349
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032520\

Data File : BF119525.D

Aca On - 26 Mar 2020 3:47

Operator : CG/JU

ﬁ?ggle i L2013-09 10X GHD1-SB-0203-0-11
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Phthalic acid, hept-3-yl pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.29 4.59 ng 322050 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-3-vl pentade... 474 C30H5004 1000356-99-9 72
2 Phthalic acid. hept-3-vl undecvl... 418 C26H4204 1000356-99-5 72
3 Didodecvl phthalate 502 C32H5404 002432-90-8 72
4 Phthalic acid. decvl undecvl ester 460 C29H4804 1000308-91-9 72
5 Phthalic acid, dodecyl 2,4,5-tri... 512 C26H31CI1304 1000357-05-2 64
Abundance Scan 2585 (17.292 min): BF119525.D (-2579) (-) m/z 149.00 100.00%
149
5000
3 5( 83 103122 | 167 191 224 248 280300 321 344 369 17001720 17.40 17.60__
oL S8yt 10352 | 07 D224 248 260300 %4 344 369 m/z 57.00 14.52%
m/z--> 50 100 150 200 250 300 350
Abundance #231768: Phthalic acid, hept-3-yl pentadecy! ester
149
5000 LI ISR BUSILL UL B
17.00 17.20 17.40 17.60
m/z 43.00 11.65%
57 167
o278 98 123 || 211 265 359377
m/z--> 50 160 150 200 250 300 350
Abundance
149
17.00 17.20 17.40 17.60
5000 m/z 150.00 9.90%
oL.20 5 76 98 123 1 265 821
m/z--> 50 100 150 200 250 300 350
Abundance #235531: Didodecyl phthalate
149 17.00 17.20 17.40 17.60
m/z 55.00 6.87%
5000
0 H , 83104123 | 167 260 3173?5
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032520\

Data File : BF119525.D

Acq On : 26 Mar 2020 3:47

Operator : CG/JU

3?22'6 i 12013-09 10X GHD1-SB-0203-0-11
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
Didodecyl phthalate 14.99 7.1 ng 497108 6 15.48 1402440 20.0
Phthalic acid, he... 15.30 15.9 ng 1114020 6 15.48 1402440 20.0
Phthalic acid, he... 16.14 10.1 ng 710872 6 15.48 1402440 20.0
Phthalic acid, he... 17.29 4.6 ng 322050 6 15.48 1402440 20.0
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