LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34 Instrument :

Operator : CG/JU ?:'l\:gﬁ(t;Sam ol

3§mple : L3597-01 zmomm&chEQ
isc :

ALS Vial : 11 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 G\METHODS\8270-BG073020.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 3.158 7 12 29 rvB 496095 756422 13.59% 1.358%
2 5.537 410 417 433 rBVY 1289722 2092494 37.61% 3.757%
3 7.118 676 686 695 rBY 1286533 2142412 38.50% 3.846%
4 7.547 754 759 770 rBV 28986 59136 1.06% 0.106%
5 7.952 821 828 835 rVB 340614 571537 10.27% 1.026%

9.104 1014 1024 1034 rBV 798727 1426502 25.64% 2.561%
10.749 1294 1304 1312 rBV 453082 814572 14.64% 1.462%
1714 1721 1729 rBV 2180393 3343723 60.09% 6.003%
14.027 1856 1862 1873 rVB 354783 520039 9.35% 0.934%
14.574 1946 1955 1964 rBV 751994 1186727 21.33% 2.131%

QOO ~NO®
=
w
=
o]
©

11 16.060 2201 2208 2226 rBV 1898161 3232537 58.10% 5.803%
12 17.318 2415 2422 2428 rBV 1048270 1572748 28.27% 2.824%
13 18.992 2701 2707 2711 rBV 306461 404975 7.28% 0.727%

14 19.080 2718 2722 2725 rBV 58610 71702 1.29% 0.129%
15 19.621 2810 2814 2818 rVB 68064 84729 1.52% 0.152%
16 19.721 2829 2831 2838 rVB 41740 56372 1.01% 0.101%
17 19.932 2861 2867 2873 rBV 4174855 5564138 100.00% 9.989%
18 20.067 2886 2890 2898 rVB3 38315 59186 1.06% 0.106%

19 20.631 2982 2986 2992 rVB 97055 121476 2.18% 0.218%
20 20.837 3017 3021 3027 rBvV 571830 732496 13.16% 1.315%

21 20.890 3027 3030 3033 rVB 98512 114192 2.05% 0.205%
22 20.955 3038 3041 3048 rVB3 48366 74398 1.34% 0.134%
23 21.231 3084 3088 3097 rBV 461318 628482 11.30% 1.128%
24 21.560 3138 3144 3151 rBV 1191657 1959387 35.21% 3.518%
25 22.212 3251 3255 3259 rBV2 52423 87302 1.57% 0.157%

26 22.259 3259 3263 3265 rBV3 55336 89450 1.61% 0.161%
27 22.459 3292 3297 3305 rBV 275836 590343 10.61% 1.060%
28 22.529 3306 3309 3314 rVB 67338 108176 1.94% 0.194%
29 22.582 3314 3318 3321 rBV2 58833 80680 1.45% 0.145%
30 22.664 3322 3332 3336 rBvV 570569 1312756 23.59% 2.357%

31 22.729 3339 3343 3354 rVB 576728 1173884 21.10% 2.107%
32 22.846 3355 3363 3371 rBV 830663 1869223 33.59% 3.356%
33 22.929 3371 3377 3386 rVB 837181 1816488 32.65% 3.261%
34 23.052 3386 3398 3405 rBV 1147570 3213496 57.75% 5.769%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34

Operator : CG/JU

3?22'6 i L3597-01 20200446-CORE-2
ALS Vial : 11 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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.152 3410 3415 3420 rVB 541619 998862 17.95% 1.793%

36 23.264 3426 3434 3441 rBV 1018475 2468021 44.36% 4.431%
37 23.346 3441 3448 3456 rVB 1096917 2551997 45.87% 4._.582%
38 23.475 3458 3470 3477 rBV 1355496 3644966 65.51% 6.544%
39 23.575 3479 3487 3499 rVB 982879 2165353 38.92% 3.888%
40 23.692 3500 3507 3517 rVB 951926 1965491 35.32% 3.529%

41 23.792 3517 3524 3536 rVB 354690 839782 15.09% 1.508%
42 23.922 3539 3546 3557 rVB 406103 863080 15.51% 1.550%
43 24.157 3582 3586 3596 rVB 79747 154436 2.78% 0.277%
44 24.668 3664 3673 3683 rBV2 727751 1991852 35.80% 3.576%
45 25.937 3886 3889 3900 rVB9 46253 124293 2.23% 0.223%

Sum of corrected areas: 55700313
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG080720\

BG046197.D

7 Aug 2020 17:34

CG/Ju

L3597-01 20200446-CORE-2
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
4000000

3000000

2000000

1000000
8.16

TIC: BG046197.D

5.54 7.12

9.10

7.95 10.75

7.55

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance
4000000

3000000

2000000

1000000

13.20

TIC: BG046197.D
19

93

16.06

17.32
14.57

14.03

05
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
4000000

3000000

2000000

1000000 12

TIC: BG046197.D

25.94

ol
23.00

Time-->

23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34

Operator : CG/JU

ﬁ?ggle i L3597-01 20200446-CORE-2
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.16 26.47 ng 756422 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 12 (3.158 min): BG046197.D (-7) (-) m/z 73.10 100.00%
3
5000
55 87
3.20 3.30 3.40 3.50 3.60
0 ,....l,'-.'..|.,..|-.,....,....,....,....,....,....,2.".7..2]2.2.. m/z 43.10 35.33%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 A A AR AR R
43 3.20 3.30 3.40 3.50 3.60
‘ 55 87 m/z 87.10 25.51%
0 IAL'J"”I""I”"I"”I""I”"I"”I""P"'I'”
mz-> 20 80 100 120 140 160 180 200 220
Abundance
73
87 RN TN U IR U I
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.10 25.22%
29
Oy 9?'%%% |}??' DYDY SRS SN
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 71.05 11.23%
5000 43
58
0 .‘.M.........................................
mz-> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34

Operator : CG/JU

ﬁ?ggle i L3597-01 20200446-CORE-2
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 19

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

7.55 2.07 ng 59136 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 72
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 50
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45

Abundance Scan 760 (7.553 min): BG046197.D (-754) (-) m/z 45.10 100.00%
45
5000 59
72
| | 84 103 7.20 7.40 7.60 7.80
o MM TN Bt S m/z 59.10 39.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 7.20 7.40 7.60 7.80
72 m/z 72.10 24 _65%
o 2ol I, s 104 156 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
7.20 7.40 7.60 7.80
5000 59 72 m/z 43.05 13.76%
31
oL 15 g9 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- PR T T T T T T T Y
45 7.20 7.40 7.60 7.80
m/z 73.00 13.58%
5000
59 72
31 89
0 15 Il ‘ 1l . L u‘ 10\3 119 148 Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080720\
Data File : BG046197.D

Aca On > 7 Aug 2020 17:34

Operator : CG/JU

Sample : L3597-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 3 unknownl18.99 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.99 5.15 ng 404975 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 40
2 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 16
3 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 12
4 Diethvlmalonic acid. monochlorid... 290 C15H27CI103 1000369-51-0 10
5 2,2-Dimethyl-3-pentanol, chlorod... 228 C9H15CIF202 1000376-26-4 10
Abundance Scan 2707 (18.992 min): BG046197.D (-2701) (-) m/z 57.10 100.00%
57
5000 g7 113 /
M 83 N B e o e B
169 18.60 18.80 19.00 19.20 19.40
O el e (ABTDS T 192200 281 1 Tn75113.05  49.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
18.60 18.80 19.00 19.20 19.40
8397113 m/z 97.10 45 _.78%
o 137 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
18.60 18.80 19.00 19.20 19.40
5000 m/z 55.10 24 .30%
41 97
0 27 71 113127 153169 193 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate e e EAma
57 18.60 18.80 19.00 19.20 19.40
m/z 83.10 19.19%
5000
97
119
o M L‘ {1 ‘ 147 a7 219 261
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20 19.40

8270-BG073020.M Mon Aug 10 12:09:09 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080720\
Data File : BG046197.D

Aca On > 7 Aug 2020 17:34

Operator : CG/JU

Sample : L3597-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 4 2,4,4,6,6,8,8-Heptamethyl-1._._. Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.84 7.48 ng 732496 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 78
2 Pvrazole. 3-nitro- 113 C3H3N302 026621-44-3 38
3 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 27
4 Cvclohexane. (bromomethvl)- 176 C7H13Br 002550-36-9 27
5 Acetamide, N-(4-fluorophenyl)-2-_._. 251 C13H18FN30 1000267-87-7 22

Abundance Scan 3022 (20.843 min): BG046197.D (-3017) (-) m/z 57.10 100.00%
57
113
5000
83
169 20 60 20.80 21.00 21.20
ol bbb p 139, | 207231 281 sM 429 | Tnz77113.10 62.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
20.60 20.80 21.00 21.20
113 m/z 97.10 55.88%
831J
ol ol | 137 08
m/z--> 50 100 150 200 250 300 350 400
Abundance
113
20.60 20.80 21.00 21.20
5000 m/z 55.10 24 .65%
40 gq
L U L L L L UL UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate e N B EE R
57 2060 20,80 21.00 21.20
m/z 83.10 23.20%
- '_“/\’/\A/\_J/\\
97
PGS ) S 5 -~ TN+ SN B POV | DN AN
m/z--> 50 100 150 200 250 300 350 400 2060 20,80 21.00 21.20

8270-BG073020.M Mon Aug 10 12:09:10 2020

20200446-CORE-2

Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080720\
Data File : BG046197.D

Aca On > 7 Aug 2020 17:34

Operator : CG/JU

Sample : L3597-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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-Heneicosanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.23 6.42 ng 628482 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 3088 (21.231 min): BG046197.D (-3084) (-) m/z 57.10 100.00%
87 8
5000 111
139 21.00 21.20 21.40 21.60
ol A LA h | S08190226250 281 327 402 474 n77 55.10  93.81%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LR B U BN B
21.00 21.20 21.40 21.60
29 m/z 83.10 91.34Y%
o | 1132167 105 235 266 204
miz--> 0 éo 160 1éo 260 250 360 3%0 460 4%0
Abundance
55 83
21.00 21.20 21.40 21.60
5000 11 m/z 43.10 86.84%
29
0 139167196224252280308
miz--> 0 éo 160 1éo 260 2%0 360 3%0 460 4%0
Abundance #177132: 1-Heneicosy! formate T T T
57 83 21.00 21.20 21.40 21.60
m/z 69.10 81.20%
5000 111
o ‘ P39}§7;96222 266 294 327
Trrirrrrrrrrrrryrriryrrrrrrrrr[rrrr[rrrrrrrrrroroT —v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
miz--> 0 éo 160 1éo 260 2%0 360 3%0 460 4%0 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34

Operator : CG/JU

ﬁ?ggle i L3597-01 20200446-CORE-2
ALS Vial : 11 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1\BNA G\METHODS\8270-BG073020.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 Phthalic acid, hept-2-yl is... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.46 6.03 ng 590343 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-2-vl isohexv... 348 C21H3204 1000356-97-3 58
2 Phthalic acid. dec-2-vIl isohexvl... 390 C24H3804 1000356-94-1 53
3 Phthalic acid. 2-ethvlhexvl isoh... 362 C22H3404 1000308-98-5 50
4 Phthalic acid. di(oct-3-vl) ester 390 C24H3804 1000377-72-3 50
5 Phthalic acid, cycloheptyl isohe... 346 C21H3004 1000322-83-1 49
Abundance Scan 3297 (22.459 min): BG046197.D (-3292) (-) m/z 149.00 100.00%
149
5000
71
T} [ o7 77 l 22,20 22.40 22.60 22.80
- ,I. Ll Ll 200221 240 L 38 45 "m/z 167.00 34.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #182749: Phthalic acid, hept-2-yl isohexy! ester
149
5000 R NI B SUNILR B
22.20 22.40 22.60 22.80
g5 m/z 71.10 31.22%
. fﬁ.‘. | 122 251
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
22,20 22.40 22.60 22.80
5000 m/z 57.10 29.95%
43 8
0 122 251 307
m/z--> 50 100 150 200 250 300 350 400
Abundance #192055: Phthalic acid, 2-ethylhexyl isohexyl ester T
149 22.20 22.40 22.60 22.80
m/z 43.10 22 .68%
5000
43 g5
LD P | b 201 219 363
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80

8270-BG073020.M Mon Aug 10 12:09:13 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34

Operator : CG/JU

ﬁ?ggle i L3597-01 20200446-CORE-2
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 7 Phthalic acid, 2-ethylhexyl... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22 .66 13.40 ng 1312760 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-ethvlhexvl isoh... 362 C22H3404 1000308-98-5 64
2 Phthalic acid. hept-4-vl isohexv... 348 C21H3204 1000356-78-6 58
3 Phthalic acid. hept-2-vl isohexv... 348 C21H3204 1000356-97-3 58
4 Phthalic acid. 4.4-dimethvlpent-... 390 C24H3804 1000371-13-6 53
5 Phthalic acid, hept-3-yl isohexy... 348 C21H3204 1000356-98-9 53
Abundance Scan 3331 (22.658 min): BG046197.D (-3322) (-) m/z 149.00 100.00%
149
5000
57 o
127 293 22.40 22.60 22.80 23.00
ol H. J-.J.i‘,p?.l. . .h7.6. 207 L | 819 357 389 429 | nyz 57.10  27.30%
miz--> 50 100 150 200 250 300 350 400
Abundance #192055: Phthalic acid, 2-ethylhexyl isohexyl ester
149
5000 RSN
22.40 22.60 22.80 23.00
43 o m/z 71.10 26.90%
Ll S e |y 201 219 363
miz--> 50 100 150 200 250 300 350 400
Abundance
149
| 22.40 22.60 22.80 23.00
5000 m/z 167.00 23.22%
85
. 43 122 251
miz--> 50 100 150 200 250 300 350 400
Abundance #182749: Phthalic acid, hept-2-yl isohexyl ester T T
149 22.40 22.60 22.80 23.00
m/z 43.10 21.44%
5000
85
. fﬁ“‘ 122 251
miz--> 50 100 150 200 250 300 350 400 22.40 22.60 22.80 23.00

8270-BG073020.M Mon Aug 10 12:09:14 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34

Operator : CG/JU

ﬁ?ggle i L3597-01 20200446-CORE-2
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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

8 1,4-Benzenedicarboxylic aci... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.73 11.98 ng 1173880 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 87
2 Terephthalic acid. di(4-octvl) e... 390 C24H3804 1000323-74-2 64
3 Terephthalic acid. 3-methvlbut-2... 348 C21H3204 1000356-27-6 53
4 Terephthalic acid. 3-hexvl octvl... 362 C22H3404 1000356-23-1 38
5 Terephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 38
Abundance Scan 3343 (22.729 min): BG046197.D (-3339) (-) m/z 70.10 100.00%
P 261
5000 12 149
41 |9 | ‘ 22.40 22.60 22.80 23.00
ol ,JI.' eI, | 179203 240 | o1 39 401 429 | iU S5EiTHG 83 07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261
149
70
5000 112 SR AR R SR
22.40 22.60 22.80 23.00
a1 m/z 112.10 50.14%
oLl ﬂu,]pl I |, 180 204 231 291 333 361 389
m/z--> 50 100 150 200 250 300 350 400
Abundance
261
L7 22.40 22.60 22.80 23.00
5000 m/z 149.00 41.46%
112
0 a 70 133
mz-> 50 100 150 200 250 300 350 400
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261 22.40 22.60 22.80 23.00
m/z 83.10 30.42%
5000 70
149
4§L 104 176 2§7 |
O e e e e A O T e e e
m/z--> 50 100 150 200 250 300 350 400 2240 22.60 22.80 23.00

8270-BG073020.M Mon Aug 10 12:09:15 2020

Page: 11



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

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG080720\

BG046197.D

7 Aug 2020 17:34

CG/Ju

L3597-01 20200446-CORE-2
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
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

9 Phthalic acid, bis(7-methyl.._. Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.85 19.08 ng 1869220 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 90
2 Phthalic acid. hept-4-vl isohexv... 348 C21H3204 1000356-78-6 58
3 Phthalic acid. hex-3-vIl isohexvl... 334 C20H3004 1000356-95-6 58
4 Phthalic acid. decvl 3.3-dimethv... 390 C24H3804 1000357-00-9 53
5 Phthalic acid, 3,3-dimethylbut-2... 362 C22H3404 1000357-00-7 53
Abundance Scan 3364 (22.852 min): BG046197.D (-3355) (-) m/z 149.00 100.00%
149
5000
43 71 Y T
127 293
oL .J |I Lo T | s o0s 2 20" ssssromunn g0 N BN B
m/z--> 100 150 200 250 300 350 400
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149
000 45 71 ' 22.60 22.80 23.00 23.20
n7 m/z 43.10 22 .36%
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
' 22.60 22.80 23.00 23.20
5000 m/z 57.10 20.34%
85
. 43 122 251
m/z--> 50 100 150 200 250 300 350 400
Abundance #172484: Phthalic acid, hex-3-yl isohexyl ester e T .
149 22.60 22.80 23.00 23.20
m/z 167.00 15.47%
5000
43 85
ol 122 2§1
m/z--> 50 1& 150 200 250 300 350 400 22.60 22.80 23.00 23.20

8270-BG073020.

M Mon Aug 10 12:09:16 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34

Operator : CG/JU

ﬁ?ggle i L3597-01 20200446-CORE-2
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 10 Phthalic acid, 3,3-dimethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.93 18.54 ng 1816490 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 83
2 Phthalic acid. 3.3-dimethvlbut-2... 432 C27H4404 1000357-01-2 59
3 Phthalic acid. cvcloheptvl isohe... 346 C21H3004 1000322-83-1 58
4 Phthalic acid. hept-2-vl isohexv... 348 C21H3204 1000356-97-3 58
5 Phthalic acid, hept-3-yl isohexy... 348 C21H3204 1000356-98-9 58
Abundance Scan 3377 (22.929 min): BG046197.D (-3371) (-) m/z 149.00 100.00%
149
5000
71
43 127 293 USRS BN SR SN
97 22.60 22.80 23.00 23.20
ol L L A .h7.6. (217 245266 | 333 361383 415 m/z 71.10 31.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149
5000 SRR AR R AR
43 71 2260 22.80 23.00 23.20
127 m/z 57.10 30.63%
97 293
04 ]J'"“'ﬁ"'tf 'E7§'|""|' S UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
22.60 22.80 23.00 23.20
5000 m/z 43.10 22 .26%
43 85
o 65 123 183 251 331 417
m/z--> 50 100 150 200 250 300 350 400
Abundance #181348: Phthalic acid, cycloheptyl isohexy! ester R B e e R
149 22.60 22.80 23.00 23.20
m/z 167.00 20.62%
5000
55 9 251
m/z--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20

8270-BG073020.M Mon Aug 10 12:09:17 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34

Operator : CG/JU

3?22'6 i L3597-01 20200446-CORE-2
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 12 Phthalic acid, 2-methylpent... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.15 10.03 ng 998862 Perylene-di12 24.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 86
2 Phthalic acid. 2-methvlpent-3-vl... 432 C27H4404 1000356-91-8 59
3 Phthalic acid. 2-ethvlbutvl nonv... 376 C23H3604 1000356-89-4 59
4 Phthalic acid. isohexvl 3-methvl... 320 C19H2804 1000356-80-6 59
5 Phthalic acid, hept-3-yl nonyl e... 390 C24H3804 1000356-99-3 53
Abundance Scan 3415 (23.152 min): BG046197.D (-3410) (-) m/z 149.00 100.00%
149
5000
@ } } 293 22:80 23.00 23.20 23.40
o, | VAL | nme 207 s | s w15 T i6T a8 oan
m/z--> 100 150 200 250 300 350 400
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149
5000 UL USRS &
43 71 22.80 23.00 23.20 23.40
127 m/z 57.10 28.02%
Al IJ . I Jwe o mm
m/z--> 150 200 250 300 350 400
Abundance
149
22:80 23.00 23.20 23.40
5000 m/z 43.10 19.53%
L Pes® 13 s 349
m/z--> 50 100 150 200 250 300 350 400
Abundance #200578: Phthalic acid, 2-ethylbutyl nony! ester A e R AR
149 22.80 23.00 23.20 23.40
m/z 85.10 18.35%
5000
o ‘J“65 ‘ 105127 ‘ 251 293
m/z--> 50 1& 150 200 250 300 350 400 22.80 23.00 23.20 23.40

8270-BG073020.M Mon Aug 10 12:09:18 2020 Page: 14



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 G\DATA\BG080720\

BG046197.D

7 Aug 2020 17:34

CG/Ju

L3597-01 20200446-CORE-2
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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

13 Phthalic acid, isobutyl 4-m... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.26 24_.78 ng 2468020 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. isobutvl 4-methvl... 306 C18H2604 1000356-87-2 64
2 Phthalic acid. 2-ethvlbutvl hept... 348 C21H3204 1000356-89-2 64
3 Phthalic acid. 2-methvlpent-3-vl._.. 320 C19H2804 1000356-90-9 64
4 Phthalic acid. 2-methvlpent-3-vl... 502 C32H5404 1000356-92-2 64
5 Phthalic acid, 2-methylpent-3-yl... 376 C23H3604 1000356-91-4 59
Abundance Scan 3433 (23.258 min): BG046197.D (-3426) (-) m/z 149.00 100.00%
149
5000
s 293
127 23.00 23.20 23.40 23.60
104
b A L1208 | o aor pwesiry | sma s R0
m/z--> 50 100 150 200 250 300 350 400
Abundance #149684: Phthalic acid, isobutyl 4-methylpent-2-yl ester
149
5000 AR RARRARARAR SRR
23.00 23.20 23.40 23.60
o m/z 57.10 18.45%
20,5 T L P
m/z--> 5|0 1(I)O 150 ZCI)O ZéO 3(I)O 35|0 4(I)O
Abundance
149
23.00 23.20 23.40 23.60
5000 m/z 71.10 18.43%
3
o 65 89105 265
m/z--> 5|0 1(|)0 15|0 2(|)0 ZéO 3(I)O 35|0 4(I)O
Abundance #161364: Phthalic acid, 2-methylpent-3-yl pentyl ester T e T
149 23.00 23.20 23.40 23.60
m/z 85.10 12.87%
5000
oL %2 65 %105 A
m/z--> 5|0 1(|)0 150 ZCI)O 250 3(I)O 35|0 400 23.00 23.|20 23.|40 23.|60

8270-BG073020.

M Mon Aug 10 12:09:19 2020

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34

Operator : CG/JU

3?22'6 i L3597-01 20200446-CORE-2
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 14 Phthalic acid, isobutyl non... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.35 25.62 ng 2552000 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 418 C26H4204 000084-76-4 58
2 Phthalic acid. 2-methvlpent-3-vl._.. 432 C27H4404 1000356-91-8 53
3 Phthalic acid. isobutvl nonvl ester 348 C21H3204 1000309-04-4 53
4 Phthalic acid. 3-methvlbutvl oct... 488 C31H5204 1000356-81-9 53
5 Phthalic acid, isohexyl 4-methyl... 334 C20H3004 1000356-87-5 50
Abundance Scan 3449 (23.352 min): BG046197.D (-3441) (-) m/z 149.00 100.00%
149
5000
43 71
d | l‘ 98 77 | 167 15007 207 250 275293 333 361 23.00 23.20 23.40 23.60
ol Sy L) 717189207227 250 275 | 333 361 nso 71 10 28.23%
m/z--> 50 100 150 200 250 300 350
Abundance #218677: 1,2-Benzenedicarboxylic acid, dinonyl ester
149
5000
23.00 23.20 23.40 23.60
43 m/z 43.10 25.68%
ol e (o7 s
m/z--> 50 100 150 200 250 300 350
Abundance
149
23.00 23.20 23.40 23.60
5000 m/z 57.10 24 .27%
167
. 3 67 % 104103 331349
m/z--> 50 100 150 200 250 300 350
Abundance #182720: Phthalic acid, isobutyl nony! ester s B
149 23.00 23.20 23.40 23.60
m/z 85.10 18.50%
5000
o2 57 76 104127 | 167 205223 275293
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60

8270-BG073020.M Mon Aug 10 12:09:21 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080720\

Data File : BG046197.D

Aca On : 7 Aug 2020 17:34

Operator : CG/JU

3?22'6 i L3597-01 20200446-CORE-2
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 15 1,2-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.48 36.60 ng 3644970 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 418 C26H4204 000084-76-4 72
2 1.2-Benzenedicarboxvlic acid. is... 418 C26H4204 001330-96-7 64
3 Phthalic acid. dodecvl nonvl ester 460 C29H4804 1000308-92-6 59
4 Phthalic acid. dodecvl 3-methvlb... 404 C25H4004 1000356-81-3 59
5 Phthalic acid, isobutyl 6-methyl... 334 C20H3004 1000377-95-7 59
Abundance Scan 3471 (23.481 min): BG046197.D (-3458) (-) m/z 149.00 100.00%
149
5000
s 127 293 23.20 23.40 23.60 23.80
97 : : :
ol .ll,ﬂ. LS AT ) wre o1 ose | 333361 401429 | o tTARTIG 17000
m/z--> 50 100 150 200 250 300 350 400
Abundance #218677: 1,2-Benzenedicarboxylic acid, dinonyl ester
149
5000

23.20 23.40 23.60 23.80
m/z 71.10 16.79%

43 293
69 104
o P i O S
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
23.20 23.40 23.60 23.80
5000 m/z 57.10 16.76%
57
0 29 83104125 176 279 307
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #229281: Phthalic acid, dodecyl nonyl ester
149 23.20 23.40 23.60 23.80
m/z 293.20 11.98%
5000
0 f\3 il 7\41 104126 | 2?3 335
A e
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80

8270-BG073020.M Mon Aug 10 12:09:22 2020 Page: 17



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 G\DATA\BG080720\

BG046197.D

7 Aug 2020 17:34

CG/Ju

L3597-01 20200446-CORE-2
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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

16 Phthalic acid, 3-fluorophen... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.58 21.74 ng 2165350 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.2-Benzenedicarboxvlic acid. di...

418 C26H4204 000084-76-4 64

2 Phthalic acid. 3-fluorophenvl no... 386 C23H27F04 1000356-67-2 64
3 Phthalic acid. 3-methvlbutvl oct... 488 C31H5204 1000356-81-9 59
4 Phthalic acid. 3-methvlbutvl tri... 418 C26H4204 1000356-81-4 59
5 Phthalic acid, 3-methylbutyl pen... 446 C28H4604 1000356-81-6 59
Abundance Scan 3488 (23.581 min): BG046197.D (-3479) (-) m/z 149.00 100.00%
149
5000
Sf 85 293 23.20 23.40 23.60 23.80
ol LUl 12t | 176 217oas | 320 se1 a0 475 1555790 24 68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #218677: 1,2-Benzenedicarboxylic acid, dinonyl ester
149
5000
23.20 23.40 23.60 23.80
m/z 71.10 24 .50%
43 69 104 293
O'ﬂlﬂ*”'F”" AL UL UL DL UL L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149
23.20 23.40 23.60 23.80
5000 m/z 43.10 16.63%
871 12 243 275
[ e o o o o o e L e e e e e e e B B o L B e e
m/z--> 5IO ICI)O 15IO 2(I)O ZéO 3(I)O 35I0 4(!)0 4é0
Abundance #233898: Phthalic acid, 3-methylbutyl octadecy! ester
149 23.20 23.40 23.60 23.80
m/z 293.20 16.56%
5000
43 l 237
0 J U4 ‘97 123 | 176 4:!'9
m/z--> 5IO ICI)O 150 2(!)0 ZéO 3(I)O 35I0 4(!)0 4é0 23.20 23.40 23.60 23.80

8270-BG073020.M Mon Aug 10 12:09:23 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 G\DATA\BG080720\

BG046197.D

7 Aug 2020 17:34

CG/Ju

L3597-01 20200446-CORE-2
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 17 Phthalic acid, 5-methylhex-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.69 19.74 ng 1965490 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 5-methvlhex-2-vl ... 390 C24H3804 1000371-08-5 80
2 Phthalic acid. 6-methvlhept-2-vl... 404 C25H4004 1000377-96-3 78
3 Phthalic acid. dodecvl nonvl ester 460 C29H4804 1000308-92-6 72
4 Phthalic acid. monoamide. N-ethv... 437 C28H39N0O3 1000309-86-5 64
5 Phthalic acid, 5-methoxy-3-methy... 406 C24H3805 1000314-89-0 64
Abundance Scan 3507 (23.692 min): BG046197.D (-3500) (-) m/z 149.00 100.00%
149
5000
5 171 85| 127 . 23.40 23.60 23.80 24.00
oS L L3S | 476 217 252 | | 333 361 401 m/z 57.10 14.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207753: Phthalic acid, 5-methylhex-2-yl nony! ester
149
5000
23.40 23.60 23.80 24.00
0,
3 903 m/z 43.10 14 .84%
0 | 4 7% 99 123 265
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
23.40 23.60 23.80 24.00
5000 m/z 71.10 13.48%
0 29 57 85 113 177 293
m/z--> 50 100 150 200 250 300 350 400
Abundance #229281: Phthalic acid, dodecyl nonyl ester
149 23.40 23.60 23.80 24.00
m/z 150.00 10.37%
5000
0 4u3 , [ 104126 | 169 293 335
m/z--> 50 100 150 200 250 300 350 400 23.40 23.60 23.80 24.00

8270-BG073020.

M Mon Aug 10 12:09:25 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 G\DATA\BG080720\

BG046197.D

7 Aug 2020 17:34

CG/Ju

L3597-01 20200446-CORE-2
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 18 1,2-Benzenedicarboxylic aci... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
23.79 8.43 ng 839782 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.2-Benzenedicarboxvlic acid. di...

418 C26H4204 000084-76-4 86

2 Phthalic acid. hept-3-vl nonvl e... 390 C24H3804 1000356-99-3 72
3 Phthalic acid. 6-methvlhept-2-vl... 404 C25H4004 1000377-96-3 72
4 Phthalic acid. 4-methvlhept-3-vl... 348 C21H3204 1000377-94-0 64
5 Phthalic acid, ethyl tetradecyl ... 390 C24H3804 1000309-00-5 64
Abundance Scan 3524 (23.792 min): BG046197.D (-3517) (-) m/z 149.00 100.00%
149
5000
43 7 293 23.40 23.60 23.80 24.00 24.20
97 127 ; : : : -
ol a2 127 | 176 208 251 | 820 861 430 s 43.10  13.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218677: 1,2-Benzenedicarboxylic acid, dinonyl ester
149
5000
23.40 23.60 23.80 24.00 24.20
43 m/z 57.10 12.21%
oL .09, 1041 i
m/z--> 5|O 1(I)O 150 2(|)O ZéO 3(I)O 35|O 4(I)O
Abundance
149
23.40 23.60 23.80 24.00 24.20
5000 m/z 71.10 11.23%
o 29 57 98 123 293
m/z--> 5|O 1(I)O 15|O 2(I)O ZéO 3(I)O 35|O 4(I)O
Abundance #213886: Phthalic acid, 6-methylhept-2-yl nony! ester
149 23.40 23.60 23.80 24.00 24.20
m/z 69.10 10.32%
5000
0 29‘\?7.\85 113 177 2?3
m/z--> 5|O 1(I)O 150 2(I)O ZéO 3(I)O 35|O 4(I)O 23.40 23.60 23.80 24.00 24.20
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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 G\DATA\BG080720\

BG046197.D

7 Aug 2020 17:34

CG/Ju

L3597-01 20200446-CORE-2
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 19 Phthalic acid, dodecyl nony... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
23.92 8.67 ng 863080 Perylene-di12 24.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. dodecvl nonvl ester 460 C29H4804 1000308-92-6 86
2 Phthalic acid. 6-methvlhept-2-vl... 404 C25H4004 1000377-96-3 83
3 Phthalic acid. pent-4-envl tetra... 430 C27H4204 1000360-47-3 72
4 Phthalic acid. pent-4-envl tride... 416 C26H4004 1000360-47-2 72
5 Phthalic acid, monoamide, N-ethy... 437 C28H39N0O3 1000309-86-5 72
Abundance Scan 3546 (23.922 min): BG046197.D (-3539) (-) m/z 149.00 100.00%
149
5000 % S%F { : é
57
85 1 1<127 293 23.60 23.80 24.00 24.20
ol 106757 | 176 221 252 Ty 325 361 401 429 | sz 5710  11.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #229281: Phthalic acid, dodecyl nonyl ester
149
5000 U N R
23.60 23.80 24.00 24.20
m/z 43.10 10.84%
o 1?1|Z} 104126 293 335
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
23.60 23.80 24.00 24.20
5000 m/z 150.00 9.68%
0 29 o7 85 113 177 293
m/z--> 50 100 150 200 250 300 350 400
Abundance #222272: Phthalic acid, pent-4-eny| tetradecy! ester
149 23.60 23.80 24.00 24.20
m/z 71.10 9.14%
5000
68
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080720\

Data File : BG046197.D

Acq On > 7 Aug 2020 17:34 Instrument :

Operator : CG/JU ?:II\!A_?S ol
- - lentosampleld :

3?22Ie : H3597-01 20200446-CORE-2

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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]
Butane, 2-methoxy... 3.16 26.5 ng 756422 1 7.95 571537 20.0
Ethanol, 2-(2-eth... 7.55 2.1 ng 59136 1 7.95 571537 20.0
unknownl18.99 18.99 5.2 ng 404975 4 17.32 1572750 20.0
2,4,4,6,6,8,8-Hep... 20.84 7.5 ng 732496 5 21.56 1959390 20.0
1-Heneicosanol 21.23 6.4 ng 628482 5 21.56 1959390 20.0
Phthalic acid, he... 22.46 6.0 ng 590343 5 21.56 1959390 20.0
Phthalic acid, 2-... 22.66 13.4 ng 1312760 5 21.56 1959390 20.0
1,4-Benzenedicarb... 22.73 12.0 ng 1173880 5 21.56 1959390 20.0
Phthalic acid, bi... 22.85 19.1 ng 1869220 5 21.56 1959390 20.0
Phthalic acid, 3,... 22.93 18.5 ng 1816490 5 21.56 1959390 20.0
Phthalic acid, 2-... 23.15 10.0 ng 998862 6 24.67 1991850 20.0
Phthalic acid, is... 23.26 24.8 ng 2468020 6 24.67 1991850 20.0
Phthalic acid, is... 23.35 25.6 ng 2552000 6 24.67 1991850 20.0
1,2-Benzenedicarb... 23.48 36.6 ng 3644970 6 24.67 1991850 20.0
Phthalic acid, 3-... 23.58 21.7 ng 2165350 6 24.67 1991850 20.0
Phthalic acid, 5-... 23.69 19.7 ng 1965490 6 24.67 1991850 20.0
1,2-Benzenedicarb... 23.79 8.4 ng 839782 6 24.67 1991850 20.0
Phthalic acid, do... 23.92 8.7 ng 863080 6 24.67 1991850 20.0
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