LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acqg On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc :

ALS vial : 8 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_ F\Methods\8270-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131361.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.257 22 29 40 rVB 658931 855348 42.90% 4.071%
2 5.181 521 526 536 rVB 266117 297400 14.91% 1.416%
3 5.569 587 592 595 rBV 1926409 1823119 91.43% 8.678%
4 6.575 758 763 766 rBV 1805166 1839121 92.23% 8.754%
5 6.963 825 829 832 rBV 721799 540983 27.13% 2.575%

7.528 920 925 928 rBV 1367398 1169908 58.67%
8.251 1044 1048 1052 rBV 827450 671208 33.66%
9.333 1228 1232 1235 rBV 2561468 1993990 100.00%
10.016 1344 1348 1352 rBV 916862 720563 36.14%
10 10.733 1466 1470 1473 rBV 226438 174049 8.73%
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11 10.810 1478 1483 1486 rBV 1219600 1144077 57.38%
12 11.516 1599 1603 1606 rBV 706281 640425 32.12%
13 12.033 1683 1691 1700 rBV2 114067 133017 6.67%
14 12.821 1822 1825 1829 rBV2 33911 33671 1.69%

OO wwWnw
()]
w
w
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15 13.110 1870 1874 1877 rBV 1516273 1359453 68.18% 471%
16 13.492 1937 1939 1942 rBV2 25875 28048 1.41% 0.134%
17 13.680 1962 1971 1974 rBV8 18785 50585 2.54%  0.241%
18 13.804 1989 1992 1994 rVB 42383 34057 1.71% 0.162%
19 13.868 2000 2003 2007 rBV 65399 67662 3.39% ©0.322%
20 13.904 2007 2009 2011 rVV 46338 35175 1.76% 0.167%
21 13.927 2011 2013 2015 rVB 50122 34191 1.71% ©0.163%
22 13.986 2020 2023 2026 rBvV 57848 76867 3.85% 0.366%
23 14.021 2026 2029 2032 rBV2 72186 83200 4.17% 0.396%
24 14.168 2051 2054 2064 rVB 521416 516968 25.93%  2.461%
25 14.251 2065 2068 2070 rBV 69927 53632 2.69% ©.255%
26 14.310 2075 2078 2080 rBV3 27840 33218 1.67% ©.158%
27 14.339 2080 2083 2085 rVB3 31143 39477 1.98% ©0.188%
28 14.363 2085 2087 2089 rVB 35587 24441 1.23% 0.116%
29 14.404 2092 2094 2097 rVB 53009 46963 2.36% ©.224%
30 14.457 2100 2103 2105 rBV 53817 56786 2.85% ©.270%
31 14.486 2105 2108 2111 rVB 27031 28811 1.44% ©.137%
32 14.521 2111 2114 2116 rBV3 39272 45913 2.30% ©0.219%
33 14.545 2116 2118 2121 rBV3 49968 49802 2.50% ©0.237%
34 14.574 2121 2123 2125 rBV3 30405 31200 1.56% ©0.149%
35 14.651 2132 2136 2138 rBv4 33353 41809 2.10% ©.199%
36 14.680 2138 2141 2145 rVV 160245 194871 9.77% ©.928%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acqg On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc :

ALS vial : 8 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_ F\Methods\8270-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.715 2145 2147 2149 rVB2 53050 43511 2.18% 0.207%
38 14.739 2149 2151 2153 rBV 31073 25686 1.29% ©.122%
39 14.780 2153 2158 2163 rBV 249244 406838 20.40% 1.937%
40 14.868 2169 2173 2177 rBV 312640 441545 22.14% 2.102%
41 14.910 2177 2180 2184 rVV 351578 414091 20.77% 1.971%
42 14.968 2184 2190 2194 rVwV 491667 744622 37.34% 3.544%
43 15.015 2195 2198 2203 rVV2 285499 417009 20.91% 1.985%
44 15.068 2203 2207 2211 rVVW 412963 654879 32.84% 3.117%
45 15.110 2211 2214 2218 rVV 374545 458031 22.97% 2.180%
46 15.174 2218 2225 2228 rVV 437483 634390 31.82% 3.020%
47 15.215 2228 2232 2236 rVV 372001 409864 20.55% 1.951%
48 15.274 2239 2242 2246 rVV 298990 327020 16.40% 1.557%
49 15.321 2246 2250 2256 rVB 149960 188838 9.47% 0.899%
50 15.380 2257 2260 2264 rVB 84968 93526 4.69% 0.445%
51 15.580 2291 2294 2299 rVB2 30662 41867 2.10% ©.199%
52 15.639 2300 2304 2312 rVB4 33549 57573 2.89% 0.274%
53 15.715 2312 2317 2321 rBV 403983 506345 25.39% 2.410%
54 16.098 2379 2382 2389 rVB3 23132 39843 2.00% ©.190%
55 16.174 2391 2395 2400 rVB6 22179 36145 1.81% 0.172%
56 16.227 2400 2404 2411 rBVS 28921 62551 3.14% 0.298%
57 16.780 2496 2498 2506 rVB6 19970 34073 1.71% 0.162%
Sum of corrected areas: 21008255
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131361.D\data.ms
2500000

2000000 5.569
6.575

1500000 7.528

1000000

2.957 6.963

500000

5.181

0 \\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘L\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF131361.D\data.ms
2500000 9.333

2000000

13.110
1500000

10.810

1000000 10.016
8.251

11.516

500000

10.733
12.033

0—r—r—— —7— — T T T T \‘/L\—\\‘\ =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF131361.D\data.ms
2500000

12.821

2000000

1500000

1000000

14.168

500000 15.715

16169027  16.780

T ‘ T
Time->  13.50 14.00 14.50

T ‘ T T
16.00 16.50 17.00 17.50

T ‘ T T ‘ T T T
15.00 15.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.257 31.62 ng 855348 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 29 (2.257 min): BF131361.D\data.ms (-22) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
T
‘ J 88.0 220 2.40 260
Ol oo peer 580 IL 880 n/z 43.00 46.07%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L LA LA A B

220 240 260

43.0
‘ m/z 55.00 33.97%
27 0 88.0
O\‘\\\\‘\‘\\“\\\f‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 0 80 100 120
Abundance #15764 2 2,4- Tr|methyl -3-pentanol
73.0
P
2. 20 240 2. 60
5000 55.0 m/z 87.10  26.00%
39
R | | b e 4120 1290
miz--> 0 20 40 60 80 100 120
Abundance #2246: Silane, tetramethyl- T
73.0 220 2.40 260

m/z 41.00 15.42%

5000
43.0
0 15\.0 \‘ | ‘ ‘ ‘\ 88 0

miz--> 0 20 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.181 10.99 ng 297400 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 526 (5.181 min): BF131361.D\data.ms (-521) (-) m/z 42.95 100.00%
43.0
5000 59.0
AR REE
‘ 83.0 10‘1.0 4.80 5.00 5.20 5.40 5.60
0 b el m/z 59.00 51.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N N R R
59.0 4.80 5.00 5.20 5.40 5.60
150 1010 m/z 101.00  15.80%
O \\\‘\\‘\.\‘\\\ﬁ‘]r(\)\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘§\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R aREE e R maa
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 14.62%
41.0
29.0 101.0
o prrreprebere bl 730 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl- e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.39%
5000
43.0
31.0 830 101.0
o280 Ll omese L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzophenone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.733 4.83 ng 174049  Acenaphthene-di0 10.016
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 50
3 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 1470 (10.733 min): BF131361.D\data.ms (-1466) (-] m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
—— —
10.50 11.00
152.1
O e prr b 2280 e m/z 77.00 67.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r ——
10.50 11.00
51.0 m/z 182.10  53.33%
0 27.0 I 126.0 152.0
\‘\\\\"\\\\‘\\\H\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #183449: Benzoic acid, pentafluorophenyl ester
105.0
—— —
10.50 11.00
5000 77.0 m/z 51.00 31.07%
51.0
0 27.0 \‘ i 15'\50 183'0
ettt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73796: Benzoic acid, phenyl ester T Ay
105.0 10.50 11.00
m/z 181.10 9.44%
5000 77.0
51.0
0 270 | ] 141.0 19§.0
e e e e e e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.033 4.15 ng 133017 Phenanthrene-di0 11.516
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1691 (12.033 min): BF131361.D\data.ms (-1683) (- m/z 60.00 100.00%
60.0
5000 AWVAM
129.1
L W
“ 12.00
0“WH‘“H‘ m/z 73.00 97.73%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T '
12.00
167.01g5 02130  256.0 m/z 43.05 97.05%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
a30 |30
T \
12.00
5000 129.0 m/z 54.95 77 .90%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126202: Pentadecanoic acid — ‘
43.0 73.0 12.00
m/z 41.00 77.45%
5000
1290 242.0
199.0
G L
O Lkt Ml et b e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Pyrene, 1,3-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.868 2.62 ng 67662  Chrysene-d12 14.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 93
2 o-Terphenyl 230 C18H14 000084-15-1 70
3 5,6-Dihydrochrysene 230 C18H14 002091-92-1 58
4 2,2'-Bi-1H-indene 230 C18H14 000787-61-1 52
5 4-Cyclopropyl-N-(4-methylphenyl)... 230 C13H14N2S 1000461-00-1 50
Abundance Scan 2003 (13.868 min): BF131361.D\data.ms (-2000) (- m/z 230.05 100.00%
230.1
w J\W\ww
= —
41.0 113.0 1510 19 ‘ 13.50 14.00
ol 410 730 [\l 1510 1999 || 2630296 . 509 g5 27.84%
miz--> 50 100 150 200 250
Abundance #111859: Pyrene, 1,3-dimethyl-
230.0
5000 ot ——
13.50 14.00
m/z 215.10 22.47%
101.0
04— \‘““‘\ \‘\“\”}‘ \‘m\ \17599\]78\9(? H ”M‘\ (L —
miz--> 50 100 150 200 250
Abundance #111841: o-Terphenyl
230.0
— ——
13.50 14.00
5000 m/z 231.10 13.86%
114.0
0 510 820 ‘H‘ 165.0 ZOQO
T i ‘ T T T “ \‘\ T T fl T T ‘ T T T
m/z--> 50 100 150 200 250
Abundance #111853: 5,6-Dihydrochrysene — ——
230.0 13.50 14.00
m/z 226.05 13.64%
5000
114.0
obr— 0 “ ‘H‘ I | wopge W
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 o-Terphenyl Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.986 2.97 ng 76867  Chrysene-d12 14.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 87
2 o-Terphenyl 230 C18H14 000084-15-1 68
3 2,2'-Bi-1H-indene 230 C18H14 000787-61-1 64
4 6,6-Diphenylfulvene 230 C18H14 002175-90-8 64
5 m-Terphenyl 230 C18H14 000092-06-8 64
Abundance Scan 2023 (13.986 min): BF131361.D\data.ms (-2020) (- m/z 230.10 100.00%
230.1
- MN\{M
14.00
7.0 100.9 188. ‘ '
0Lt 1450 25 i‘ﬂu“““‘““ 2IE0 3133 nz 215.05  35.41%
m/z--> 50 100 150 200 250 300 350
Abundance #111859: Pyrene, 1,3-dimethyl-
230.0
5000 L
14.00
m/z 229.10  33.31%
570 101.0
Ot \‘H‘h‘\. ‘\”\”‘\”}‘ \‘m\ \]-\4.‘9\0}\8“\9%)\‘“\““‘ L L I
miz--> 50 100 150 200 250 300 350
Abundance #111835: o-Terpheny!
230.0
——
14.00
5000 m/z 231.10 20.19%
114.0
0 51'0 \‘ L “\ 165‘0 \‘\ I ‘
L A B
m/z--> 50 100 150 200 250 300 350
Abundance #111851: 2,2'-Bi-1H-indene —
115.0 230.0 14.00
m/z 226.05 15.89%
5000
RN U NN %1 SN g V.o A d g
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Naphthalene, 2-styryl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.021 3.22 ng 83200  Chrysene-d12 14.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 81
2 Naphthalene, 2-styryl- 230 C18H14 002039-70-5 76
3 o-Terphenyl 230 C18H14 000084-15-1 70
4 6,6-Diphenylfulvene 230 C18H14 002175-90-8 62
5 2,2'-Bi-1H-indene 230 C18H14 000787-61-1 49

Abundance Scan 2029 (14.021 min): BF131361.D\data.ms (-2026) (- m/z 230.10 100.00%
230.1

5000

-

262.1 14.00
0 : m/z 215.05  38.33%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111857: Pyrene, 1,3-dimethyl-
230.0

5000 e ‘
14.00

m/z 229.10  31.64%

0 390 750 150.0 189.
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111860: Naphthalene, 2-styryl-
230.0

T \
14.00

57.0

5000 ITI/Z 226.05 20.64%
114.0
. 51.0 3.0 152.0 189.3
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111841: o-Terphenyl fanl — ‘
230.0 14.00

m/z 231.10  16.38%

5000
114.0
510 oo | | 16502000 |

m/z--> 20 40 60 80 100120140160180200220240260280 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Phthalic acid, isohexyl 4-m... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.680 7.54 ng 194871  Chrysene-d12 14.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, isohexyl 4-methyl... 334 C20H3004 1010356-87-5 50
2 Phthalic acid, hept-2-yl isohexy... 348 C21H3204 1000356-97-3 50
3 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 50
4 Phthalic acid, isohexyl nonyl ester 376 C23H3604 1000309-07-2 50
5 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 49

Abundance Scan 2141 (14.680 min): BF131361.D\data.ms (-2138) (- m/z 149.00 100.00%

149.0
5000
57

1
‘ 7.1 258.1 14,50 15.00

: 215.1 293.1 : :
- w“““ “lwu L ol Tk STT3260 s 57,10 34.39%

I L \‘\ i
A
miz--> 50 100 150 200 250 300
Abundance #241869: Phthalic acid, isohexyl 4-methylpent-2-yl ester
149.0

5000 =
85.0 14.50 15.00
43.0 m/z 43.05 30.77%

‘ | ‘ 251.0

04— ‘\‘m‘ ‘\‘\‘\ “‘\ T LA B “\ L B I B

miz-> 50 100 150 200 250 300

Abundance #257798: Phthalic acid, hept-2-yl isohexyl ester
149.0

.
14.50 15.00

o

5000 m/z 71.10 28.72%
430 850 251.0
0L ‘\‘ ‘H“ | ‘\“ o — ‘\ .
miz--> 50 100 150 200 250 300
Abundance #241719: Phthalic acid, hex-3-yl isohexyl ester = ——
149.0 14.50 15.00

m/z 166.95  28.33%

5000
430 85.0
‘ ‘ 251.0
0 1 | L |

T T
m/z--> 50 100 150 200 250 300 14.50 15.00

8270-BF112122.M Fri Nov 25 12:34:02 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.780 15.74 ng 406838  Chrysene-d12 14.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004 007299-89-0 64
2 Phthalic acid, 2-ethylhexyl isoh... 362 C22H3404 1000308-98-5 64
3 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 64
4 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 58
5 Phthalic acid, isohexyl 2-methyl... 334 C20H3004 1000356-91-0 58

o

149.0
5000
57.0
225.2 \
5000 - —
85.0
43.0 | 251.0
O\‘\\“‘“‘\‘\‘\‘\“\\\‘\ \\\\‘\\\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance  #271865: Phthalic acid, 2-ethylhexyl isohexyl ester
149.0

1 —
“$ A2t m/z 57.05 32.74%
14.50 15.00
- —

Abundance Scan 2158 (14.780 min): BF131361.D\data.ms (-2153) (- m/z 149.00 100.00%
7.1 ‘ 293.1 14.50 15.00
\
m/z--> 50 100 150 200 250 300 350
Abundance #241927: 1,2-Benzenedicarboxylic acid, bis(2-ethylbutyl)
149.0
m/z 43.05 29.97%
14.50 15.00

5000 m/z 71.10 27.64%
430 850 251.0
fo] \‘M iM‘ \U\‘d“ ‘h S S R “ e ‘3‘6‘3"|
m/z--> 50 100 150 200 250 300 350
Abundance #241719: Phthalic acid, hex-3-yl isohexyl ester = ——
149.0 14.50 15.00

m/z 167.00  24.39%

5000
43.0 85.0
| ‘ ‘ 251.0
0 b | L |

\ T
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF112122.M Fri Nov 25 12:34:11 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Phthalic acid, hex-3-yl iso... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.868 17.08 ng 441545  Chrysene-d12 14.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 64
2 Phthalic acid, decyl 3,3-dimethy... 390 C24H3804 1000357-00-9 59
3 Phthalic acid, octyl tridec-2-yn... 456 C29H4404 1000315-44-1 59
4 Phthalic acid, dodecyl 3-methylb... 404 C25H4004 1000356-81-3 59
5 Phthalic acid, hept-4-yl isohexy... 348 C21H3204 1000356-78-6 59
Abundance Scan 2173 (14.868 min): BF131361.D\data.ms (-2169) (-] | m/z 149.00 100.00%
149.0
5000
43.1
5.1 A ——
‘ ‘ ‘ B 293.1 14.50 15.00
obd by L || 20702487 71" 3409 7 43,10  34.68%
m/z--> 50 100 150 200 250 300 350
Abundance #241719: Phthalic acid, hex-3-yl isohexyl ester
149.0
5000 = —
14.50 15.00
430 850 m/z 57.05 31.86%
‘ 251.0
O\‘\\“”‘\‘\‘\‘\“\\\\ \\\\‘\\\\“\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #295754: Phthalic acid, decyl 3,3-dimethylbut-2-yl ester
149.0
— ——
14.50 15.00
5000 m/z 71.10 27.31%
43.0 85.0
bt 25107820 a7,
m/z--> 50 100 150 200 250 300 350
Abundance  #327856: Phthalic acid, octyl tridec-2-yn-1-yl ester e ——
149.0 14.50 15.00
m/z 41.10 19.86%
57.0
o om0 261.0
B B B o P
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF112122.M Fri Nov 25 12:34:12 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 Phthalic acid, monohexyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.910 16.02 ng 414091  Chrysene-d12 14.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, monohexyl ester 250 C14H1804 024539-57-9 53
2 Phthalic acid, 4,4-dimethylpent-... 390 C24H3804 1000371-13-6 53
3 Phthalic acid, 2,2-dimethylpent-... 390 C24H3804 1000415-53-2 53
4 Phthalic acid, 5-methylhex-2-yl ... 390 C24H3804 1000371-08-5 50
5 Phthalic acid, 5-ethyl-1,3-dioxa... 420 C24H3606 1000415-48-5 50

Abundance Scan 2180 (14.910 min): BF131361.D\data.ms (-2177) (- m/z 149.00 100.00%
149.0
5000 57.0 JAJAJAJWﬁAARAAAAA
256.1 T
‘ U972 | 1| 2151, | 2980 1500
ol bl Ll 2150, L 2980 nyz s57.05  38.08%
m/z--> 50 100 150 200 250 300 350
Abundance #135522: Phthalic acid, monohexyl ester
149.0
5000 — 1
15.00
104.0 m/z 71.10 35.80%
56.0 ‘
O\ T ‘\ ‘\MH‘\H\M\ T “\ \m\ T \‘\ L ‘ L \2\5‘0-\0\ L ‘ T 1T ‘ T
miz—-> 100 150 200 250 300 350
Abundance #295761. Phthalic acid, 4,4-dimethylpent-2-yl nonyl ester
149.0
——
15.00
5000 m/z 43.10 31.66%
=70 293.0
98 O :
m/z--> 50 100 150 200 250 300 350
Abundance #295760: Phthalic acid, 2,2-dimethylpent-3-yl nonyl ester T
149.0 15.00
m/z 41.00 24.21%
5000
57.0
275.
oo 990 PO e, -
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Phthalic acid, 2-ethylbutyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.968 29.41 ng 744622  Perylene-di12 15.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, 2-ethylbutyl nony... 376 C23H3604 1000356-89-4 72
2 Phthalic acid, 2,2-dimethylpent-... 390 C24H3804 1000415-53-2 59
3 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004 000146-50-9 53
4 Phthalic acid, hexyl 4-methylpen... 334 C20H3004 1000356-87-6 53
5 Phthalic acid, 2-ethylbutyl isob... 306 C18H2604 1000356-88-9 53
Abundance Scan 2190 (14.968 min): BF131361.D\data.ms (-2184) (- m/z 149.00 100.00%
149.0
5000
57.0
——
7.1 293.1 15.00
ol “‘w M L 1119392390 (TIT 3850 ;57,00 32.57%
m/z--> 50 100 150 200 250 300 350
Abundance #284765: Phthalic acid, 2-ethylbutyl nonyl ester
149.0
5000 T
15.00
430 m/z 43.05 26.88%
~ 85.0
I | 25102930
O\\‘\\““\‘\‘\\“\\\\ \\\\‘\\\\‘\\\\“\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #295760: Phthalic acid, 2,2-dimethylpent-3-yl nonyl ester
149.0
——
15.00
5000 m/z 71.10 23.84%
57.0 9750
75.
oleo |l 990 | > 375,
B A e B o I
m/z--> 50 100 150 200 250 300 350
Abundance #241937: 1,2-Benzenedicarboxylic acid, bis(4-methylpent T
149.0 15.00
m/z 55.00 19.63%
5000
43.0 85,0
‘ ‘ 251.0
ok o 4 —
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF112122.M Fri Nov 25 12:34:14 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Phthalic acid, 4-methylpent... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.015 16.47 ng 417009  Perylene-d12 15.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, 4-methylpent-2-yl... 376 C23H3604 1000356-87-9 59
2 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 58
3 1,4-Dibutyl benzene-1,4-dicarbox... 278 C16H2204 001962-75-0 55
4 Phthalic acid, 4-methylpent-2-yl... 362 C22H3404 1000356-87-8 53
5 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004 000146-50-9 52
Abundance Scan 2198 (15.015 min): BF131361.D\data.ms (-2195) (- m/z 149.00 100.00%
149.0
5000
57.1
T \
71 o5g 12931 15.00
ol P Ll 1981 S0 L3880 sz s7.10 35.11%
miz--> 50 100 150 200 250 300
Abundance #284833: Phthalic acid, 4-methylpent-2-yl nonyl ester
149.0
5000 — :
15.00
m/z 71.10 30.58%
43.0 85.0
Ot \“‘M\ ‘\‘ \“\ “\ I \‘\ I \2\5‘1\0\\29\3‘0\ T
miz--> 50 100 150 200 250 300
Abundance #241719: Phthalic acid, hex-3-yl isohexyl ester
149.0
T [
15.00
5000 m/z 43.10 29.27%
43.0 85.0
‘ ‘ 251.0
K
m/z--> 50 100 150 200 250 300
Abundance #170787: 1,4-Dibutyl benzene-1,4-dicarboxylate —— ‘
149.0 15.00
m/z 55.00 20.93%
h MJW\J\ML
0 41‘.0 10‘4.0 223.0 278.0
\‘\\‘H\‘\‘\ \“‘\\‘\\ \\\\“\\‘\\‘\\\.\‘\\\\ T ‘ T
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Phthalic acid, isohexyl 3-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.068 25.87 ng 654879  Perylene-di12 15.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, isohexyl 3-methyl... 320 C19H2804 1000356-80-6 86
2 Phthalic acid, 2-methylpent-3-yl... 320 C19H2804 1000356-90-9 80
3 Di-2-nonyl phthalate 418 C26H4204 059431-96-8 72
4 Phthalic acid, isobutyl 2-methyl... 306 C18H2604 1000356-90-7 72
5 Phthalic acid, 2-ethylbutyl hexy... 334 C20H3004 1000356-89-1 64
Abundance Scan 2207 (15.068 min): BF131361.D\data.ms (-2203) (- m/z 149.00 100.00%
149.0
5000
43.1
R i
85.1 15.00
293.1
ok Lo 20702460 "I T 8851 nyz 43,10 28.24%
m/z--> 50 100 150 200 250 300 350
Abundance  #224723: Phthalic acid, isohexyl 3-methylbutyl ester
149.0
5000 — :
15.00
71.0 m/z 57.05 22.50%
‘ 237.0
02\9\.(\?““\‘1‘\“\ bt \‘\]\-9\3.0‘\\‘ LB B T
miz--> 50 100 150 200 250 300 350
Abundance #224756: Phthalic acid, 2-methylpent-3-yl pentyl ester
149.0
T \
15.00
5000 m/z 71.10 18.21%
43.0 85.0 219.0
O
m/z--> 50 100 150 200 250 300 350
Abundance #312481: Di-2-nonyl phthalate T ‘
149.0 15.00
m/z 55.10 16.56%
5000
43.0
M | 85.0 ‘ 293.0
o b e P
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Phthalic acid, cis-hex-3-en... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.116 18.09 ng 458031  Perylene-d12 15.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 53
2 Phthalic acid, cis-hex-3-enyl is... 332 C20H2804 1000360-36-7 50
3 Phthalic acid, 3-methylbut-3-eny... 360 C22H3204 1010357-10-7 50
4 Phthalic acid, 2-ethylhexyl hexy... 362 C22H3404 1000309-02-5 47
5 Phthalic acid, di(2-methylbutyl)... 306 C18H2604 1000322-82-5 47
Abundance Scan 2214 (15.110 min): BF131361.D\data.ms (-2211) (-} | m/z 149.00 100.00%
149.0
5000
“ MNW\MU
85.1 —r— —p—
‘ | M ‘ | 93.1 15.00 15.50
ob b L ] 18702281 | 8331 y; 43.10  37.04%
m/z--> 50 100 150 200 250 300 350
Abundance #312555: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
5000 — s
15.00 15.50
m/z 57.10 30.11%
43.0
(1,100 =
O\”\‘\“‘\‘}“\H\"h\\\\ \‘\\\’\\\\‘\\\\‘\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance  #239343: Phthalic acid, cis-hex-3-enyl isohexyl ester
149.0
e 7
15.00 15.50
5000 82.0 m/z 71.10  24.57%
43.0
‘ ‘ ‘ 251.0
bbbl e
m/z--> 50 100 150 200 250 300 350
Abundance #269948: Phthalic acid, 3-methylbut-3-enyl nonyl ester e ==
149.0 15.00 15.50
m/z 41.00 21.66%
5000 68.0
o220 . | 1050 2160 2930 g0
e e T T i R R P T
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Di-isononyl phthlate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.174  25.06 ng 634390  Perylene-di12 15.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-isononyl phthlate 418 C26H4204 020548-62-3 87
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 80
3 Phthalic acid, decyl nonyl ester 432 C27H4404 1000308-89-8 80
4 Phthalic acid, isobutyl 2-methyl... 306 C18H2604 1000356-90-7 80
5 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 80

Abundance Scan 2225 (15.174 min): BF131361.D\data.ms (-2218) (-} | m/z 149.00 100.00%

149.0
5000
43.1 —

M M 85.1 293.1 15.00 15.50
ol hud‘u do b 1929 2452 | 8332 nm/z 43.10  22.89%
miz--> 100 150 200 250 300 350
Abundance #312483: Di-isononyl phthlate
149.0
5000 T T

15.00 15.50
m/z 57.10 21.64%

430 oc 293.0
T \“ ‘“‘\ ‘\‘ \ \ ‘ T ‘\ T T ‘\ T ’ L ‘ L \‘ ‘ L ’ T
m/z--> 50 100 150 200 250 300 350
Abundance #312555: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0

T
15.00 15.50

o

5000 m/z 71.10 18.06%
4?? 104.0 293.0 MU\/W
0‘\”‘\\‘\\\ b “H"HH‘HH\‘HH’H
m/z--> 50 100 150 200 250 300 350
Abundance #319027: Phthalic acid, decyl nonyl ester — =
149.0 15.00 15.50

m/z 41.00 15.24%

5000
450 1040 2030

bl i A e =
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF112122.M Fri Nov 25 12:34:22 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 1,2-Benzenedicarboxylic aci... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
15215 16.19ng a09864 Perylene-d12 15.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Di-isononyl phthlate

418 C26H4204

2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204

3 Phthalic acid, hept-3

-yl nonyl e... 390 C24H3804

4 Phthalic acid, dodecyl nonyl ester 460 C29H4804
5 Phthalic acid, 3-methylbut-3-eny... 360 C22H3204

020548-62-3 59
000084-76-4 59
1000356-99-3 53
1000308-92-6 53
1010357-10-7 50

Abundance Scan 2232 (15.215 min): BF131361.D\data.ms (-2228) (- m/z 149.00 100.00%

149.0
5000
57.1

7
7.0 | 293.1 15.00 15.50

H“ ool 1 187.02260 | 861 ... 57,10 33.51%

|
i
m/z--> 50 100 150 200 250 300 350
Abundance #312483: Di-isononyl phthlate
149.0

5000 RN
15.00 15.50
m/z 71.10 24.90%

" o
| | .
L ‘ L ’ 1T T L ’ L ‘ T T ‘ L ’ T
m/z--> 50 100 150 200 250 300 350
Abundance #312555: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0

—
15.00 15.50

o

o

5000 m/z 43.00 24.09%
4?? 104.0 293.0 ]\J\JW\MM\/\“
O Lu—y ‘\\‘ w\‘u‘\’h‘ - L L B “‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #295632: Phthalic acid, hept-3-yl nonyl ester —— —
149.0 15.00 15.50

m/z 41.00 22.46%

h N\J\MM
. 293.
70 sso i

oA e e e e — e
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Phthalic acid, dodecyl nony... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.274 12.92 ng 327020  Perylene-di12 15.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-isononyl phthlate 418 C26H4204 020548-62-3 86
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 72
3 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 72
4 1,2-Benzenedicarboxylic acid, bi... 306 C18H2604 000605-50-5 64
5 Phthalic acid, 2-ethylbutyl nony... 376 C23H3604 1000356-89-4 64

Abundance Scan 2242 (15.274 min): BF131361.D\data.ms (-2239) (-} | m/z 149.00 100.00%

149.0
5000
57.0 —

203.1 15.00 15.50

H H 1040, 207.0248.1

o il 20702481 717 3411 m/z 57.00  20.99%
miz--> 0 100 150 200 250 300 350 400
Abundance #312483: Di-isononyl phthlate
149.0
5000 — ==

15.00 15.50
m/z 43.10  18.81%

43.0 293.0
\\\“‘H‘\‘\F\‘\’\\‘\\\‘\\\‘\\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400
Abundance #312556.12—Benzenemcmboxyhcadd,dmonyleﬁer
149.0
57.0

—
15.00 15.50

o

5000 m/z 55.00 16.22%
293.0
0 h h‘\ \194 0 I 205.0 L 362.0403.
o b R SRR
m/z--> 50 100 150 200 250 300 350 400
Abundance #329072: Phthalic acid, dodecyl nonyl ester —— —
149.0 15.00 15.50

m/z 71.05 15.27%

5000
430 g50 293.0335.0
0 ([T | L . ‘ . - ‘ :

m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Phthalic acid, 3-fluorophen... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.321 7.46 ng 188838  Perylene-di12 15.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 83
2 Phthalic acid, 3-fluorophenyl he... 484 C30H41F04 1000356-66-4 80
3 Phthalic acid, 3-fluorophenyl te... 456 C28H37F04 1000356-66-6 72
4 Phthalic acid, 3-methylphenyl tr... 438 C28H3804 1000314-86-6 72
5 Phthalic acid, 3-fluorophenyl tr... 442 C27H35F04 1000356-66-7 72
Abundance Scan 2250 (15.321 min): BF131361.D\data.ms (-2246) (- m/z 149.00 100.00%
149.0
5000 MMJU\/\A
43.0 — ——
293.1 15.00 15.50
ol H “ ‘ bt 1869 2554 |7 3521 n/; 43.00  21.10%
miz-> 100 150 200 250 300 350
Abundance #312557.12-Benzenedcmhoxyﬁcadd,dmonyleaer
149.0
5000 — s
15.00 15.50
m/z 57.00 17.34%
43.0 293.0
[ 0
O\\\“‘\W\”\‘\\\\ \‘\\\‘\\\\‘\\\\|\\\\|\\\
miz--> 50 100 150 200 250 300 350
Abundance #335126: Phthalic acid, 3-fluorophenyl hexadecyl ester
149.0
— ==
15.00 15.50
5000 m/z 41.00 16.35%
57.0
[ 1040 243.0 373.(
O
m/z--> 50 100 150 200 250 300 350
Abundance #327816: Phthalic acid, 3-fluorophenyl tetradecyl ester P —
149.0 15.00 15.50
m/z 71.00 12.66%
5000
57.0
0 \‘ \‘ [ \\1040 197.0 24‘30 3450
e P S
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acq On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Phthalic acid, 2,4-dimethyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.380 3.69 ng 93526  Perylene-d12 15.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, 2,4-dimethylpent-... 446 C28H4604 1000356-85-2 72
2 Di-isononyl phthlate 418 C26H4204 020548-62-3 72
3 Phthalic acid, 3-fluorophenyl he... 484 C30H41F04 1000356-66-4 72
4 Phthalic acid, 3-fluorophenyl tr... 442 C27H35F04 1000356-66-7 72
5 Phthalic acid, 2,5-dichloropheny... 492 C27H34C1204 1000356-66-3 72
Abundance Scan 2260 (15.380 min): BF131361.D\data.ms (-2257) (- m/z 149.00 100.00%
149.0
5000 AﬂAAQAAAAA
430 15‘06 i5‘5d
5.0 293.1 ’ :
- M‘M‘ Ll by 29712462 TE0T 8820 /7 43.00  17.04%
m/z--> 50 100 150 200 250 300 350
Abundance #324585: Phthalic acid, 2,4-dimethylpent-3-yl tridecyl este
149.0
5000 — e
15.00 15.50
57.0 m/z 57.10 17.02%
| ‘ 98.0 331.0
O\\\“h\‘\‘\h\““\\\\ \\\‘\‘\\\\‘\\\\‘\\\‘\“\\\
miz--> 50 100 150 200 250 300 350
Abundance #312483: Di-isononyl phthlate
149.0
— =
15.00 15.50
5000 m/z 41.05 12.43%
43.0 FS'O 293.0
okl LT
m/z--> 50 100 150 200 250 300 350
Abundance #335126: Phthalic acid, 3-fluorophenyl hexadecyl ester — —Tr
149.0 15.00 15.50
m/z 55.00 11.38%
5000
57.0
[ 1040 243.0 373.(
B — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131361.D

Acqg On : 23 Nov 2022 14:00
Operator : CG\JU

Sample : N5641-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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|
Butane, 2-metho... 2.257 31.6 ng 855348 1 6.963 540983 20.0
2-Pentanone, 4-... 5.181 11.0 ng 297400 1 6.963 540983 20.0
Benzophenone 10.733 4.8 ng 174049 3 10.016 720563 20.0
n-Hexadecanoic ... 12.033 4.2 ng 133017 4 11.516 640425 20.0
Pyrene, 1,3-dim... 13.868 2.6 ng 67662 5 14.168 516968 20.0
o-Terphenyl 13.986 3.0 ng 76867 5 14.168 516968 20.0
Naphthalene, 2-... 14.021 3.2 ng 83200 5 14.168 516968 20.0
Phthalic acid, ... 14.680 7.5 ng 194871 5 14.168 516968 20.0
1,2-Benzenedica... 14.780 15.7 ng 406838 5 14.168 516968 20.0
Phthalic acid, ... 14.868 17.1 ng 441545 5 14.168 516968 20.0
Phthalic acid, ... 14.910 16.0 ng 414091 5 14.168 516968 20.0
Phthalic acid, ... 14.968 29.4 ng 744622 6 15.715 506345 20.0
Phthalic acid, ... 15.015 16.5 ng 417009 6 15.715 506345 20.0
Phthalic acid, ... 15.068 25.9 ng 654879 6 15.715 506345 20.0
Phthalic acid, ... 15.110 18.1 ng 458031 6 15.715 506345 20.0
Di-isononyl pht... 15.174 25.1 ng 634390 6 15.715 506345 20.0
1,2-Benzenedica... 15.215 16.2 ng 409864 6 15.715 506345 20.0
Phthalic acid, ... 15.274 12.9 ng 327020 6 15.715 506345 20.0
Phthalic acid, ... 15.321 7.5 ng 188838 6 15.715 506345 20.0
Phthalic acid, ... 15.380 3.7 ng 93526 6 15.715 506345 20.0
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