LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©52822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO10608.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.452 395 402 419 rBV 2463667 3892826 3.19% 1.496%
2 7.040 663 672 685 rBV 2556491 4393890 3.60% 1.688%
3 9.028 1002 1010 1021 rBV 1614245 2753833 2.25% 1.058%
4 10.663 1281 1288 1302 rBV 681538 1240624 1.02% 0.477%
5 13.128 1698 1707 1724 rBV 3990897 6094563 4.99%  2.342%
6 14.498 1934 1940 1952 rBV 1088657 1699920 1.39% 0.653%
7 15.992 2187 2194 2202 rBV 3996400 5696016 4.66% 2.188%
8 17.257 2400 2409 2415 rBV 1429543 2149761 1.76% 0.826%
9 18.145 2555 2560 2575 rBV 2215935 3444390 2.82% 1.323%
10 19.380 2765 2770 2781 rBV2 1653109 2505202 2.05% 0.963%
11 19.810 2838 2843 2852 rBV 8130122 10375966 8.50%  3.986%
12 19.927 2858 2863 2867 rBV 6614984 7158904 5.86% 2.750%
13 20.816 3010 3014 3021 rVB2 2308739 3277414 2.68% 1.259%
14 21.016 3044 3048 3051 rBV 1580594 2062698 1.69% 0.792%
15 21.045 3051 3053 3057 rVB3 1476630 1763458 1.44% 0.678%

16 21.216 3079 3082 3083 rBV 1651453 1687268 1.38% 0.648%
17 21.280 3083 3093 3097 rVV3 48881947 122139406 100.00% 46.926%
18 21.339 3101 3103 3110 rVB 2225336 2949333 2.41% 1.133%
19 21.410 3110 3115 3119 rBV2 1894495 3549012 2.91% 1.364%
20 21.469 3120 3125 3128 rVV2 8782227 14999802 12.28% 5.763%

21 21.498 3128 3130 3137 rVV 7448408 12169479 9.96% 4.676%
22 21.551 3137 3139 3141 rVV 1464585 1520682 1.25% 0.584%
23 21.574 3141 3143 3147 rVB 1429963 1571395 1.29% 0.604%
24 21.698 3154 3164 3168 rBV2 3763972 9321345 7.63%  3.581%
25 21.769 3168 3176 3179 rBV 5245622 10516095 8.61%  4.040%
26 21.910 3195 3200 3204 rVB 5529190 6990493 5.72% 2.686%
27 21.963 3204 3209 3211 rBV3 935510 1594807 1.31% 0.613%
28 22.168 3236 3244 3248 rBV3 2000617 4708823 3.86% 1.809%
29 22.457 3287 3293 3296 rBV 695341 1325393 1.09% ©0.509%
30 22.692 3328 3333 3338 rVB 1700687 2547047 2.09% 0.979%

31 26.827 4027 4036 4051 rVB2 1340294 4178660 3.42% 1.605%

Sum of corrected areas: 260278505
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP010608.D\data.ms
5e+07

4e+07
3e+07
2e+07

1le+07

5.452 7.040 9.028

0 A 10.663
L e s L B I L B L L L I B I B I ) B O
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP010608.D\data.ms
5e+07

4e+07
3e+07

2e+07

+
1le+07 191 '1&27

13.128 15.992
14.498 17.257 18.145 19.380

-ttt --—--+r——r

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abund‘:_’anﬁf:cv)s7 TIC: BP010608.D\data.ms
e 21.p80

4e+07

3e+07

2e+07

1le+07

26.827

it ~
0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.145 32.04 ng 3444390  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 2560 (18.145 min): BP010608.D\data.ms (-2555) (-  m/z 43.05 100.00%

43.0
5000
129.0
213 2 A ——
m ‘ 18.00 18.50
O AL | H 14 2770 383044315023 ./, 73,00  95.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 DR
18.00 18.50
” 213.0 m/z 60.00 89.83%
O‘\\\J" \L‘"\“\“\\‘ \\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 41.05 80.34%

199.0

oLStL, HHMPW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

Abundance #109279: Tetradecanoic acid i
73.0 18.00 18.50
m/z 55.00 78.80%
5000
185.0
AN L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

19.380 16.99 ng 2505200 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 2770 (19.380 min): BP010608.D\data.ms (-2765) (- m/z 43.05 100.00%

43.0
5000
129.1
241 2 = —
‘ m ‘ ‘ 19.00 19.50
okl 1L \m"H“"312‘9?””4‘157‘41“‘2”5‘4?‘ m/z 73.00 86.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — S
19.00 19.50
‘ ‘ 185.0 284.0 m/z 57.10 79.59%
O\"\U‘ 1‘\'[“J“\LW\H‘\\\\\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
s e
19.00 19.50
5000 ITI/Z 60.00 78.84%
‘ 143.0 242.0
A1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es — e
43.0 19.00 19.50
m/z 55.05 74.07%
5000 284.0
‘ 129.0
R T T, o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1,2-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.927 48.55 ng 7158900  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 91
2 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 87
3 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-19-0 86
4 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 86
5 Phthalic acid, isobutyl nonyl ester 348 C21H3204 1000309-04-4 80

Abundance Scan 2863 (19.927 min): BP010608.D\data.ms (-2858) (- m/z 149.00 100.00%

149.0
5000
o
41.0 223.1 20.00
obrrbdisi |1 282.03402398.0456.6517.3 1/, 41.05  12.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #241936: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexy
149.0
5000 T
2000
11.37%
41.0 223.0
O‘\\‘\l\h’“\}l\l\‘l\‘\\\ \\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170891: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0
2000
5000 ITI/Z 70. 9.74%
‘571-0 223.0
O‘HHLHMN$cH H\WML\_\H‘H\w\u\_\u‘u\w\u\_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #271937: 1,2-Benzenedicarboxylic acid, butyl decyl ester A A
149.0 2000
m/z 150.0 9.55%
5000
41.0
\ 2230
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Octicizer Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.816  22.22 ng 3277410  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octicizer 362 C20H2704P 001241-94-7 93
2 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 74
3 Phosphoric acid, octyl diphenyl ... 362 C20H2704P 000115-88-8 74
4 7-Amino-2,3-dihydro-5-phenyl-1H-... 251 C15H13N30 004928-02-3 47
5 2(1H)-Quinoxalinone, 3-[(phenylm... 251 C15H13N30 1000337-94-5 47
Abundance Scan 3014 (20.816 min): BP010608.D\data.ms (-3010) (-  m/z 251.00 100.00%
251.0
5000
940 1750 — —
20.50 21.00
323.9 393.8
0 3ﬂgﬂhuw‘mywﬁ‘_“"H“H‘w“u‘u45ﬁ?u??%?_ m/z 250.00  25.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271568: Octicizer
251.0
5000 — e
20.50 21.00
94.0 362.0 m/z 94.00 24.11%
P . ‘ 175.0
0\\l\‘u\w\\‘\\\T‘\\\\‘\\f\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #295462: Phosphoric acid, isodecyl diphenyl ester

251.0
N

]
20.50 21.00

5000 ITI/Z 175.00 21.63%
94.0
0220 N 333.0390.0
R e ARSARRREES
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271571: Phosphoric acid, octyl diphenyl ester i
251.0 20.50 21.00
m/z 249.00 18.08%
5000 55.0
' ‘ H‘~12 0170.0 362.0
o‘HW‘Mwww_m‘H""H_Ww_m‘w_ : i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1,2-Cyclohexanedicarboxylic... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.016 13.99 ng 2062700  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanedicarboxylic acid... 424 C26H4804 1000339-45-9 50
2 1,2-Cyclohexanedicarboxylic acid... 494 C31H5804 1000339-46-2 50
3 1,2-Cyclohexanedicarboxylic acid... 438 C27H5004 1000339-46-0 50
4 1,2-Cyclohexanedicarboxylic acid... 410 C25H4604 1000339-45-8 50
5 1,2-Cyclohexanedicarboxylic acid... 324 C19H3204 1000339-73-8 49

Abundance Scan 3048 (21.016 min): BP010608.D\data.ms (-3044) (- m/z 155.00 100.00%

155.0
57.1
5000
T T
‘ “ {“ | | 22312851 21.00
ol bbby Ly 22312851 3937 4732 549 4/, 57.10  66.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315232: 1,2-Cyclohexanedicarboxylic acid, decyl 2-ethy
155.0
5000 —r :
21.00
m/z 71.10 39.55%
57.0 ‘ 295.0
O \\\J‘J‘\‘AJ“\‘M\\\ T ‘ T \‘\ T ‘ \2\:\3\8i0\“\ \‘\‘\‘ \l\ TT ‘ TTT \‘4\2\4\.\0‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #337002: 1,2-Cyclohexanedicarboxylic acid, 2-ethylhexyl
155.0
T T
21.00
5000 ITI/Z 43.10 37.34%
57.0
365.0
bt bbb L 2850 O asao
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #321326: 1,2-Cyclohexanedicarboxylic acid, 2-ethylhexyl s
155.0 21.00
m/z 41.05 30.59%
5000
57.0 ‘ 309.0
obkbb b Lo 280 [, 430 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1-Heneicosyl formate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.045 11.96 ng 1763460  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 98
2 1-Docosene 308 C22H44 001599-67-3 89
3 1-Hexacosene 364 C26H52 018835-33-1 89
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 86
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 83

Abundance Scan 3053 (21.045 min): BP010608.D\data.ms (-3051) (-  m/z 57.10 100.00%

57.1
149.0
5000
} ‘ 21.00 |
207.0 279.1 :
o_m_wwww‘ 2084 47815350 /7 43.10  94.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — ‘
21.00
5.0 m/z 55.05 82.49%
O‘\\\‘\!1\1\‘\‘T‘\‘\\‘\‘\\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209741: 1-Docosene
55.0
T \
21.00
5000 ITI/Z 149.00 64.43%
M1 i
SN 11O T E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene 1 ‘
57.0 21.00
m/z 83.05 61.74%
5000
5.0
e e A A e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Phthalic acid, 2-ethylhexyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.410 24.07 ng 3549010 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 74
2 Phthalic acid, 2-ethylhexyl unde... 432 C27H4404 1000308-97-4 64
3 1,2-Benzenedicarboxylic acid, di... 334 C20H3004 000084-75-3 55
4 Dibutyl phthalate 278 C16H2204 000084-74-2 55
5 Diisooctyl phthalate 390 C24H3804 000131-20-4 52
Abundance Scan 3115 (21.410 min): BP010608.D\data.ms (-3110) (-  m/z 149.00 100.00%
149.0
5
‘ ‘ }‘ | ’ 279.1 21.50
ol 112070 | 8473 429048935470 n/z 57.10  45.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295609: Bis(2-ethylhexyl) phthalate
149.0
57.0
5000 1
21.50
m/z 71.05 30.37%
279.0
O\\“\‘\“‘\‘J\“\j\““\"\“\'\ \\\\‘\H\‘\\\\‘\\\\‘\3\9\0"\0\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #319059: Phthalic acid, 2-ethylhexyl undecyl ester
149.0
1
21.50
5000 m/z 43.10 29.94%
57.0 321.0
YR VAT O N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241808: 1,2-Benzenedicarboxylic acid, dihexyl ester 1
149.0 21.50
m/z 41.10 21.84%
5000
55.0 2510 3340
O et e e M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.468 101.72 ng 14999800  Chrysene-di12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 38

5 Thiophene-3-carbonitrile, 4-(4-m... 277 C13H11NO2S2 1000268-75-0 32

Abundance Scan 3125 (21.469 min): BP010608.D\data.ms (-3120) (-  m/z 277.05 100.00%

277.1
5000
770 1490
| 1 \ L | 2150
Oh e b kg 2ASL | 3472 41514761 549 ) 508 65 32.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000
21 50
77.0 199.0 m/z 149.00  28.63%
0%4\.\0\1!\\‘\\‘\\\\’J\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
21 50
o 183.0
o‘*w,'\IH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 21 50
m/z 199.00  21.23%
5000
o 183.0
0 ‘ L] Ml ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Phthalic acid, 6-methylhept... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.498 82.52 ng 12169500  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 6-methylhept-2-yl... 390 C24H3804 1000377-96-2 78
2 Phthalic acid, 5-methylhex-2-yl ... 376 C23H3604 1000371-08-6 59
3 Phthalic acid, 2-ethylhexyl hexy... 362 C22H3404 1000309-02-5 59
4 Phthalic acid, 2-ethylhexyl pent... 348 C21H3204 1000309-01-3 53
5 Phthalic acid, 2,2-dimethylpent-... 460 C29H4804 1000415-53-7 53

Abundance Scan 3130 (21.498 min): BP010608.D\data.ms (-3128) (- m/z 149.00 100.00%

149.0
5000 571
N
‘ ‘ | \ ‘ 279.1 21.50
Orecdiditutdy Ll 247 | 3471 4469 5143 n/z 57.10  40.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #295727: Phthalic acid, 6-methylhept-2-yl octyl ester
149.0
5000 L
21.50
m/z 43.18  29.96%
57.0 279-0
O\\\l“l‘\%‘\\‘\‘f\\\L\\‘\\\\‘f\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #284821: Phthalic acid, 5-methylhex-2-yl octyl ester
149.0
e
21.50
5000 ITI/Z 71.10 28.89%
57.0 | 279.0
o ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271818: Phthalic acid, 2-ethylhexyl hexyl ester e
149.0 21.50
m/z 41.10 19.56%
5000
431.01 251.0
O et b e e e s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Diisooctyl phthalate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.551 10.31 ng 1520680 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl phthalate 390 C24H3804 000131-20-4 64
2 Diamyl phthalate 306 C18H2604 000131-18-0 60
3 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 59
4 Phthalic acid, hexyl tridecyl ester 432 C27H4404 1000308-99-1 52
5 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004 000146-50-9 50

Abundance Scan 3139 (21.551 min): BP010608.D\data.ms (-3137) (- m/z 149.00 100.00%

149.0
57.1
5000
R
Lol L ona
b d bbbl 11,2070 | 3452 43214911548 ./, 57,19  58.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295602: Diisooctyl phthalate
149.0
s000{ 79 SR ‘
21.50
279.0 m/z 71.10 25.68%
0 ‘ ‘ I J | 3470
‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #206865: Diamyl phthalate
149.0
N
21.50
5000 ITI/Z 41.10 22.50%
o 20 1 2319 3060
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #312596: 1,2-Benzenedicarboxylic acid, decyl octyl ester T ‘
149.0 21.50
m/z 55.05 20.86%
5000
43.0
0 L%h. ) 211027%0‘ 418.0
[ e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1,2-Benzenedicarboxylic aci... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.574 10.66 ng 1571400  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl phthalate 390 C24H3804 000131-20-4 80
2 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 50
3 Phthalic acid, octyl 2-pentyl ester 348 C21H3204 1000315-48-0 50
4 Phthalic acid, hept-4-yl isobuty... 320 C19H2804 1000356-78-3 47
5 Phthalic acid, di(oct-3-yl) ester 390 C24H3804 1000377-72-3 47
Abundance Scan 3143 (21.574 min): BP010608.D\data.ms (-3141) (- m/z 149.00 100.00%
149.0
57.1
5000
L
“ | ‘ so70 2791 21.50
Obrrdpbil il 1L 200D | 347.1400.3 490.25491  n/z; 57.10  73.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295602: Diisooctyl phthalate
149.0
5000 270 SR ‘
21.50
‘ 279.0 ITI/Z 43.10 38.32%
0 "lﬂl‘ \\\\\‘\\\\‘\\\l\‘\%4\.7.\0\\\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #312599: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149.0
LN
21.50
5000 m/z 71.10 37.95%
43.0
279.0
b bbtrserreboer e P00, 8200
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257770: Phthalic acid, octyl 2-pentyl ester 1 ‘
149.0 21.50
m/z 69.10 32.31%
5000
43.0 | 219027?.0
O+t T T T T T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Phthalic acid, hexyl octyl ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.698 63.21 ng 9321350  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 86
2 Phthalic acid, hexyl octyl ester 362 C22H3404 1000424-04-5 80
3 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 80
4 Phthalic acid, decyl 2-ethylhexy... 418 C26H4204 1000309-00-0 80
5 Phthalic acid, di(2-methylbutyl)... 306 C18H2604 1000322-82-5 80

Abundance Scan 3164 (21.698 min): BP010608.D\data.ms (-3154) (- m/z 149.00 100.00%

149.0
5000
57.1 s A
’ ’ 279.1 21.50 22.00
obddlis, 112070 ©'7 733633938 47455352 " 749 19.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295608: Bis(2-ethylhexyl) phthalate
149.0
5000 S A
21.50 22.00
57.0 m/z 43.10 17.55%
’ 279.0
O\‘1\u‘\\ﬂl\i\“‘\ﬂ\“\l\ \l\\\‘\\\\‘\\‘\\‘\\\\‘\3\9\0‘.\0\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271763: Phthalic acid, hexyl octyl ester
149.0
e .
21.50 22.00
5000 m/z 41.10 14.00%
43.0
251.0
LN WSPUOSS SR sorl: .- SE—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241935: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexy e =
149.0 21.50 22.00
m/z 71.05 12.63%
5000
41.0 223.0
oH‘h"lul“mmum"m‘w‘m‘m‘_mewm‘_m_ i o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Diamyl phthalate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.769 71.31 ng 10516100  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl phthalate 390 C24H3804 000131-20-4 95
2 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 90
3 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 53
4 Diamyl phthalate 306 C18H2604 000131-18-0 53
5 Phthalic acid, 2-methylpent-3-yl... 292 C17H2404 1000356-90-6 50

Abundance Scan 3176 (21.769 min): BP010608.D\data.ms (-3168) (- m/z 149.00 100.00%

149.0
5000 57.1
e s
\ } A \ 279.1 21.50 22.00
Ofrrkkbilol 112070 | 3578 427.8490.4548. ./, 57,19  51.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295602: Diisooctyl phthalate
149.0
s000] 70 S APSSS
21.50 22.00
279.0 m/z 71.10  36.99%
0 ‘ ‘ HMJ 3470
\\\\‘\\1\’\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295610: Bis(2-ethylhexyl) phthalate
149.0
Ly e
21.50 22.00
5000 ITI/Z 43.10 29.91%
57.0 279.0
YU VO S S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #241933: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexy e T
149.0 21.50 22.00
m/z 41.10 24.10%
5000
41.0
223.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

8270E-BP052822.M Wed Jun 01 11:27:08 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 1,3-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.016 47.40ng 6090490 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual

»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 70
,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
sophthalic acid, 4-chlorophenyl... 388 C22H25C104 1000344-58-3 43
sophthalic acid, 2-nitro-5-fluo... 417 C22H24FNO6 1000344-42-3 43
sophthalic acid, di(4-octyl) ester‘ 390 C24H3804 1000344-04-3 43

uuh wNnBR
HHHR R

Abundance Scan 3200 (21.910 min): BP010608.D\data.ms (-3195) (- m/z 70.05 100.00%

70.0 ' '
149.0 261.1
5000
=
L
oL Ll 12051 || 3410 414847505349 /) 149 00  78.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0 261.0
5000 T T
22.00
m/z 261.10 75.93%
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0 RN
70.0 22.00
5000 m/z 167.60  66.07%
o M’ Mlmzoso\%l-(),
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #293990: Isophthalic acid, 4-chlorophenyl octyl ester P
261.0 22.00
m/z 57.10 59.80%
5000
149.0
0 69.0 Lo 388.0
coee e e e TR —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 1,2-Benzenedicarboxylic aci... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.963 10.81 ng 1594810  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004 000146-50-9 70
2 Phthalic acid, 6-methylhept-2-yl... 460 C29H4804 1010377-96-7 59
3 Di-n-octyl phthalate 390 C24H3804 000117-84-0 59
4 Phthalic acid, isobutyl 4-methyl... 334 C20H3004 1000377-93-8 59
5 Phthalic acid, undec-2-en-1-yl u... 472 C30H4804 1000315-42-2 59
Abundance Scan 3209 (21.963 min): BP010608.D\data.ms (-3204) (- m/z 149.00 100.00%
149.0
22.00
279.1 :
0 "Ml!’m'mh"‘ 2080 1 35694151 49005461 /7 s57.00  49.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241941: 1,2-Benzenedicarboxylic acid, bis(4-methylpent
149.0
5000 T
22.00
85.0 m/z 43.10 18.61%
251.0
O-\”\.ﬂ#“‘\“'\‘\uu \‘\\\‘\\\‘\“\\\\‘\3\3\4\.‘0\\\\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #329138: Phthalic acid, 6-methylhept-2-yl tridecyl ester
149.0
——
22.00
5000 m/z 71.05 17.92%
57.0
Oty e 2190500
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295604: Di-n-octyl phthalate T
149.0 22.00
m/z 41.10 17.59%
- /\N\/\/\M
43.0
obbbdberpr [ 2070 2000 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

8270E-BP052822.M Wed Jun 01 11:27:09 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Phthalic acid, 3,3-dimethyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.457 8.99 ng 1325390  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 3,3-dimethylbut-2... 362 C22H3404 1000357-00-7 59
2 Phthalic acid, 3,3-dimethylbut-2... 376 C23H3604 1000357-00-8 59
3 Phthalic acid, decyl 4-methylpen... 390 C24H3804 1000356-88-0 59
4 Phthalic acid, 2-ethylhexyl unde... 432 C27H4404 1000308-97-4 59
5 Phthalic acid, 2,2-dimethylpent-... 446 C28H4604 1000415-53-6 53

Abundance Scan 3293 (22.457 min): BP010608.D\data.ms (-3287) (- m/z 149.00 100.00%

149.0
5000{ 57.1
2250
307.2 :
s J s AL 2312 [ S7L2430949L15%49.  n/; 57.10  46.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271938: Phthalic acid, 3,3-dimethylbut-2-yl octyl ester
149.0
5000 LR
22.50
m/z 43.10 32.24%
43.0 261.0
O\‘\\ll‘J\u\l\‘l\\‘\\\l\\\‘\\\\[\l\\\‘\%4\7.\0\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284858: Phthalic acid, 3,3-dimethylbut-2-yl nonyl ester
149.0
—
22.50
5000 ITI/Z 71.10 28.39%
85.0
275.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295726: Phthalic acid, decyl 4-methylpent-2-yl ester e
149.0 22.50
m/z 55.00 22.77%
- WAW
43.0 307.0
0 H\\“u\‘\‘\lw"uu ‘lm‘mwm"‘H‘mwuu‘mwuw‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Phthalic acid, decyl nonyl ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.692 20.00 ng 2547050  Perylene-d12 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, decyl nonyl ester 432 C27H4404 1000308-89-8 80
2 Phthalic acid, nonyl 2-propylpen... 404 C25H4004 1000377-92-5 80
3 Phthalic acid, 2-ethylhexyl hexy... 362 C22H3404 1000309-02-5 80
4 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 72
5 Phthalic acid, 3-methylbutyl oct... 348 C21H3204 1000356-80-9 72

Abundance Scan 3333 (22.692 min): BP010608.D\data.ms (-3328) (-  m/z 149.00 100.00%

149.0
5000
43.1 — —
‘ ‘ 307.2 22.50 23.00
bbb 112070 0773643 4302 5361 1/, 43.10  17.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #319027: Phthalic acid, decyl nonyl ester
149.0
5000 T T T T T T
22.50 23.00
m/z 57.10 17.18%
43.0 293.0
0 \"\'\“‘N\'\“\”\‘luu \‘\\\‘\\H‘\\\\l‘l\\\\‘\H\‘\\\\‘\\H‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #304950: Phthalic acid, nonyl 2-propylpentyl ester
149.0
P o
22.50 23.00
5000 m/z 41.10 11.82%
57.0 293.0
0 bttt e e el e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271818: Phthalic acid, 2-ethylhexyl hexyl ester P ——
149.0 22.50 23.00
m/z 55.05 10.74%
5000 M
43.0 251.0
S e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

8270E-BP052822.M Wed Jun 01 11:27:11 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41
Operator : CG/JU

Sample : N2934-05

Misc :

ALS vial : 18 Sample Multiplier: 1

P025-SS001-1824-01

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 2-Isopropenyl-4a,8-dimethyl...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
26.827 32.81 ng 4178660 Perylene-di2 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24

2 Germanicol 426 C30H500

3 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C1l5H24

4 1-(4,5-Dimethyl-6H-thiopyran-2-y... 204 C9H10F20S
5 3-Acetyl-2,5-dimethylbenzo(b)thi... 204 C12H120S

Abundance Scan 4036 (26.827 min): BP010608.D\data.ms (-4027) (-

207297-57-2 81
000465-02-1 64
103827-22-1 41
1000318-25-0 35
006179-04-0 30

m/z 189.10 100.00%

189.1
5000
== ; ;
‘J M ” ‘i 1M | |7 2pe a5 6
ol 30D 3411 L 8347 oes 15 67.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0¢
189.0
107.0
5000
2650 2700
” ‘ m/z 177.05 61.64%
OL‘”J‘[IT“T}T‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316490: Germanicol
189.0
9.0 26.50 27.00
5000 m/z 95.00  48.59%
‘ ‘ ‘ 426.0
o220 ‘H\ .M Li#sTo 7o ||
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
189.0 2650 2700
m/z 175.05 38.69%
91.0
5000
S
LAY § T U
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2650 2700
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052822\
Data File : BP010608.D

Acqg On : 28 May 2022 19:41

Operator : CG/JU

Sample : N2934-05 :
Misc : P025-SS001-1824-01

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.145 32.0 ng 3444390 4 17.257 2149760 20.0
Octadecanoic acid 19.380 17.0 ng 2505200 5 21.339 2949330 20.0
1,2-Benzenedica... 19.927 48.5 ng 7158900 5 21.339 2949330 20.0
Octicizer 20.816 22.2 ng 3277410 5 21.339 2949330 20.0
1,2-Cyclohexane... 21.016 14.0 ng 2062700 5 21.339 2949330 20.0
1-Heneicosyl fo... 21.045 12.0 ng 1763460 5 21.339 2949330 20.0
Phthalic acid, ... 21.410 24.1 ng 3549010 5 21.339 2949330 20.0
Triphenylphosph... 21.468 101.7 ng 14999800 5 21.339 2949330 20.0
Phthalic acid, ... 21.498 82.5 ng 12169500 5 21.339 2949330 20.0
Diisooctyl phth... 21.551 10.3 ng 1520680 5 21.339 2949330 20.0
1,2-Benzenedica... 21.574 10.7 ng 1571400 5 21.339 2949330 20.0
Phthalic acid, ... 21.698 63.2 ng 9321350 5 21.339 2949330 20.0
Diamyl phthalate 21.769 71.3 ng 10516100 5 21.339 2949330 20.0
1,3-Benzenedica... 21.910 47.4 ng 6990490 5 21.339 2949330 20.0
1,2-Benzenedica... 21.963 10.8 ng 1594810 5 21.339 2949330 20.0
Phthalic acid, ... 22.457 9.0 ng 13253990 5 21.339 2949330 20.0
Phthalic acid, ... 22.692 20.0 ng 2547050 6 23.757 2547050 20.0
2-Isopropenyl-4... 26.827 32.8 ng 4178660 6 23.757 2547050 20.0
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