LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc :

ALS vial : 7 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-BF031022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127372.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.487 540 544 563 rBV 1141894 1123604 14.77% 2.797%
2 6.498 712 716 734 rBV 1158742 1189087 15.63% 2.960%
3 6.863 775 778 782 rBV 931007 779156 10.24% 1.940%
4 7.428 871 874 884 rBV 878453 763912 10.04%  1.902%
5 8.151 993 997 1000 rBV 1082198 963492 12.67%  2.399%

6 9.222 1175 1179 1182 rBV 1526781 1213788 15.96%
7 9.904 1292 1295 1299 rBV 1156698 978170 12.86%
8 10.698 1426 1430 1437 rBV 497378 473425 6.22%
9 11.398 1545 1549 1551 rBV 1020796 847693 11.15%
10 11.422 1551 1553 1557 rVV 569310 428087 5.63%

P NR MW
=
N
O
R

11 11.475 1559 1562 1565 rWVW 99614 82994  1.09%
12 11.633 1584 1589 1593 rBV 94306 102419 1.35%
13 11.927 1631 1639 1645 rBV 1025094 1418363 18.65%
14 12.010 1650 1653 1656 rBV2 102644 106596 1.40%
15 12.539 1739 1743 1747 rBV2 86215 106957 1.41%

OO Woeoe
w1
w
=
R

16 12.616 1752 1756 1759 rBV 1097333 969792 12.75%
17 12.716 1768 1773 1784 rBV 1813884 2382500 31.33%
18 12.845 1792 1795 1801 rVB 979438 863133 11.35%

O NNNUTN
=
i
e
R

19 12.980 1813 1818 1821 rBV 966588 814761 10.71% 029%
20 13.069 1828 1833 1836 rVB3 57448 92099 1.21% 229%
21 13.274 1864 1868 1876 rVB3 87170 128420 1.69% ©.320%
22 13.457 1896 1899 1903 rBV 106938 101352 1.33% 0.252%
23 13.563 1913 1917 1921 rVB2 65738 96293 1.27% 0.240%
24 13.686 1935 1938 1943 rVB 159204 152953 2.01% ©0.381%
25 13.751 1946 1949 1952 rVB 99474 84228 1.11% ©.210%
26 13.798 1953 1957 1959 rVV 357970 347282 4.57%  0.865%
27 13.857 1963 1967 1971 rVVv4 118910 181254  2.38% 0.451%
28 13.892 1971 1973 1977 rVB 154056 140359 1.85% ©.349%

29 14.021 1989 1995 1998 rBV 6023560 7605542 100.00% 18.936%

30 14.045 1998 1999 2002 rVV 948208 757547  9.96%  1.886%
31 14.074 2002 2004 2007 rVB 516099 396056 5.21% ©.986%
32 14.168 2017 2020 2022 rVB 178891 140832 1.85% 0.351%
33 14.204 2022 2026 2029 rVB2 181127 166140 2.18% 0.414%
34 14.292 2038 2041 2046 rVB2 207618 202746 2.67% ©.505%
35 14.380 2052 2056 2059 rBV 661203 655981 8.63% 1.633%

36 14.415 2059 2062 2068 rVB2 526697 489130 6.43% 1.218%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc :

ALS vial : 7 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-BF031022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.545 2082 2084 2089 rVB2 103781 96689 1.27% 0.241%
38 14.627 2094 2098 2105 rVB 1382308 1377744 18.12% 3.430%
39 14.698 2107 2110 2112 rBV 156640 137007 1.80% 0.341%
40 14.727 2112 2115 2119 rVwv2 141407 260417 3.42% 0.648%
41 14.763 2119 2121 2124 rW 169854 141758 1.86% 0.353%
42 14.798 2124 2127 2131 rVB 185107 176397 2.32% 0.439%
43 14.868 2135 2139 2141 rBvV 165274 166828 2.19% 0.415%
44 14.898 2141 2144 2147 rVB 240159 227769 2.99% 0.567%
45 14.939 2147 2151 2156 rBV3 71903 114124 1.50% 0.284%
46 14.998 2157 2161 2166 rBV 1055509 1222860 16.08% 3.045%
47 15.057 2167 2171 2174 rBV 453041 472005 6.21% 1.175%
48 15.098 2174 2178 2188 rVB 417778 825658 10.86% 2.056%
49 15.210 2194 2197 2202 rVB 97267 103050 1.35% 0.257%
50 15.310 2207 2214 2219 rVV 1054360 1955148 25.71% 4.868%
51 15.362 2219 2223 2226 rW 131140 158540 2.08% 0.395%
52 15.404 2226 2230 2237 rVB2 376841 577620 7.59% 1.438%
53 15.468 2237 2241 2245 rBV 288412 384252 5.05% 0.957%
54 15.533 2246 2252 2256 rVV2 432599 666261 8.76% 1.659%
55 15.574 2256 2259 2264 rVB2 177971 256503 3.37% 0.639%
56 15.639 2266 2270 2274 rBV 117533 140351 1.85% 0.349%
57 15.745 2283 2288 2290 rBV 349784 493625 6.49% 1.229%
58 15.768 2290 2292 2297 rVB 343909 403579 5.31% 1.005%
59 16.157 2352 2358 2365 rVB 685227 1052716 13.84% 2.621%
60 16.227 2366 2370 2374 rBV2 67512 113334 1.49% 0.282%
61 16.521 2417 2420 2426 rVB 54938 89832 1.18% 0.224%
62 16.745 2454 2458 2468 rVB 151150 287347 3.78% 0.715%
63 17.039 2503 2508 2520 rVB2 120352 270564 3.56% 0.674%
64 17.304 2547 2553 2569 rVB 169269 442206 5.81% 1.101%
65 17.498 2581 2586 2595 rVB 93227 204752 2.69% 0.510%
Sum of corrected areas: 40165079
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 17 Mar 2022 13:22
¢ CG\JU
¢ N1894-01 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031722\
BF127372.D

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.927 33.46 ng 1418360  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan1639(11927num BF127372.D\data.ms (-1631) (- m/z 43.10 100.00%

4’2
5000
1291 192.1
——
‘ 12.00
L — m/z 60.00 99.19%
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
167.01g5 02130  256.0 m/z 73.10 97.34%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
—
12.00
5000 129.0 m/z 57.10 83.18%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 76.39%
5000 129.0
199.0
Ppa ) ee 1T
0%§Rk“JWNWwmewWumhwuﬂwﬂ‘muwu‘wuuwu‘_‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.716  56.21 ng 2382500  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 1773 (12.716 min): BF127372.D\data.ms (-1768) (|  m/z 43.10 100.00%
43.1
5000
129.1
185.2 241.3 R T
h ‘ ‘ s 12.50 13.00
ob b L yz 57.10 86.57%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — —
30 12.50 13.00
185.0 2410284-0 m/z 73.05  85.16%
0“¢\M
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
—
12.50 13.00
5000 129.0 m/Z 60.00 84.06%
H 171.0 213.0 256.0
oLb— “ H‘w\h”\ u‘\ ul \ “ ‘ “\‘ ““\‘ , “\‘ L manane e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — —r
43.0 12.50 13.00
m/z 55.10 78.60%
5000 284.0
3.0 129.0
‘ 185.0 2410
0 \‘\M uhH M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ \“\\\‘\‘\\\\‘37\27' — T
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22

Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: 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 Phthalic acid, di(hept-2-yl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.798  9.17ng 347282 Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phthalic acid, di(hept-2-yl) ester 362 C22H3404
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404
3 Phthalic acid, heptyl 4-octyl ester 376 C23H3604
4 Phthalic acid, octyl 2-propylphe... 396 C25H3204

1000356-98-3 58
003648-21-3 58

1000314-84-1 53
1000357-02-4 50

5 Phthalic acid, di(2-methylbutyl)... 306 C18H2604 1000322-82-5 50

Abundance Scan 1957 (13.798 min): BF127372.D\data.ms (-1953) (- m/z 149.05 100.00%
149.1
5000
57.1 234.1 EEUDY N T
13.50 14.00
104.1 189.
ob e it L8 L 2881wz s7.10 22.77%
miz--> 50 100 150 200 250 300 350
Abundance #271772: Phthalic acid, di(hept-2-yl) ester
149.0
5000 —= e
13.50 14.00
m/z 234.05 22.39%
57"0 98.0 265.0
O\‘\\H‘“\‘\‘\\“‘\\‘\\ \‘\\\’\\\\’\‘\\\’\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
(oo o
13.50 14.00
5000 m/z 43.10 11.72%
0 °T0 1040 265.0 362.
e T I I B
m/z--> 50 100 150 200 250 300 350
Abundance #284736: Phthalic acid, heptyl 4-octyl ester == =
149.0 13.50 14.00
m/z 41.05 11.30%
5000
57.0 265.0
b 20 el
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22

Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: 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 unknownl3.857 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.857 4.79 ng 181254  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benz[c]acridine
2 Naphtho(2,1-f)quinoline
3 Naphtho(2,3-h)quinoline
4 Benzo(a)acridine

229 C17H11IN
229 C17H11N
229 C17H11IN
229 C17H11IN

000225-51-4 41
000218-08-6 38
000084-56-0 35
000225-11-6 30

5 2-(3-Fluorophenyl)-1,3-benzothia... 229 C13H8FNS 1000298-18-6 27

Abundance Scan 1967 (13.857 min): BF127372.D\data.ms (-1963) (- m/z 149.00 100.00%
149.0
2291
57.0
5000
e
114.2
H h “ | | 199.1 279.1 13.50 14.00
o b plh s ol b 2l T m/z 229.10  73.85%
miz--> 50 100 150 200 250 300
Abundance #110525: Benz[c]acridine
229.0
5000 = —
13.50 14.00
114.0 m/z 57.85 52.20%
Ob— T \‘7\5“‘.\0“\ ‘U \‘h\ T \1??\.0\ ‘W\ \“‘ L L e e
miz--> 50 100 150 200 250 300
Abundance #110529: Naphtho(2,1-f)quinoline
229.0
e .
13.50 14.00
5000 m/z 167.10  32.99%
100.0
o 00 0 |
miz-> 50 100 150 200 250 300
Abundance #110528: Naphtho(2,3-h)quinoline — —
229.0 13.50 14.00
m/z 71.10 26.81%
5000
114.0
0.44.0 750, 1750 | |
e - e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Phthalic acid, heptyl hept-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.292 5.35 ng 202746  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl hept-4-yl ... 362 C22H3404 1000356-78-8 64
2 Phthalic acid, decyl 2-ethylhexy... 418 C26H4204 1000309-00-0 64
3 Phthalic acid, heptyl 2-methylbu... 334 C20H3004 1010322-81-5 64
4 Phthalic acid, 2-ethylbutyl hept... 348 C21H3204 1000356-89-2 64
5 Phthalic acid, decyl 4-methylhep... 418 C26H4204 1010377-94-5 59
Abundance Scan 2041 (14.292 min): BF127372.D\data.ms (-2038) (| m/z 149.00 100.00%
149.0
57.1 e L Y
2171 Hee g 14.00 14.50
[y 972 R s Sl 1 £ ;
ottt L P m/z 57.10 20.62%
miz--> 50 100 150 200 250 300
Abundance #271791: Phthalic acid, heptyl hept-4-yl ester
149.0
5000 e A
14.00 14.50
m/z 43.10 15.81%
57.0
980 | 2650
0\\\H‘H\‘i\\“‘\\\\‘\‘\\\‘\\\\“\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #312518: Phthalic acid, decyl 2-ethylhexyl ester
149.0
=5 =
14.00 14.50
5000 m/z 217.10 13.50%
570 1040 307.0
ol i Lt
m/iz--> 50 100 150 200 250 300
Abundance  #241772: Phthalic acid, heptyl 2-methylbutyl ester —r —
149.0 14.00 14.50
m/z 41.05 12.76%
5000
o 30 1040 | 2190 2650
—— ettt == ==
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Phthalic acid, isobutyl 6-m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.380 17.32 ng 655981  Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, isobutyl 6-methyl... 334 C20H3004 1000377-95-7 80
2 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 80
3 Phthalic acid, dec-2-yl isobutyl... 362 C22H3404 1000356-93-8 72
4 Phthalic acid, cyclohexylmethyl ... 360 C22H3204 1000314-91-7 72
5 Phthalic acid, butyl hex-3-yl ester 306 C18H2604 1010356-95-5 64
Abundance Scan 2056 (14.380 min): BF127372.D\data.ms (-2052) (- m/z 149.05 100.00%
149.1
5000
57.1
14.00 14.50
104.1 265.1
ol ‘H‘”“ Pipsgbs e 18212181 0P 3051 sy 57,10 21.01%
m/z--> 50 100 150 200 250 300
Abundance #241871: Phthalic acid, isobutyl 6-methylhept-2-yl ester
149.0
5000 e A
14.00 14.50
m/z 43.10 17.07%
57.0 223.0
L \‘ il 1\1\\?’.0 ‘ ‘ L ‘
0\\\“‘\‘\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #312492: Phthalic acid, heptyl undecyl ester
149.0
— =S
14.00 14.50
5000 m/z 41.05 13.03%
57.0
[o) \M M Il \10710 ‘ . 26\50 32;0
e e
m/iz--> 50 100 150 200 250 300
Abundance #271806: Phthalic acid, dec-2-yl isobutyl ester - =
149.0 14.00 14.50
m/z 150.00 10.01%
5000
223.0
S . N I
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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, 5-methylhex-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.416 12.91 ng 489130  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 5-methylhex-2-yl ... 348 C21H3204 1000371-08-8 78
2 Phthalic acid, 2,4-dimethylpent-... 306 C18H2604 1010356-84-2 72
3 Phthalic acid, nonyl pentyl ester 362 C22H3404 1000308-93-1 72
4 Phthalic acid, isobutyl 4-methyl... 334 C20H3004 1000377-93-8 64
5 Phthalic acid, heptyl hept-4-yl ... 362 C22H3404 1000356-78-8 64
Abundance Scan 2062 (14.415 min): BF127372.D\data.ms (-2059) (| m/z 149.05 100.00%
149.1
57.1 Lo e s
14.50
99.0 293.1
ol ‘L‘ ‘““ ot | 11891 2311 SEPS AL nsu 57,10 22.42%
miz--> 50 100 150 200 250 300
Abundance  #257862: Phthalic acid, 5-methylhex-2-yl hexyl ester
149.0
5000 T
14.50
m/z 43.10 19.34%
43.0 251.0
| 99.0
O\‘\\L‘H\“\‘\‘\H‘”\\‘\\ \‘\\\‘\\\‘\‘\\\\‘\\\\’
miz--> 50 100 150 200 250 300
Abundance #207049: Phthalic acid, 2,4-dimethylpent-3-yl propyl este
149.0
==
14.50
5000 m/z 41.10 12.85%
191.0
o 570 1040 L
—r et
m/iz--> 50 100 150 200 250 300
Abundance #271768: Phthalic acid, nonyl pentyl ester ==
149.0 14.50
m/z 56.05 12.08%
5000
o 430 1040 2370 2930
\”\‘\““\\H\\“\\\\\\\\‘\\\\‘\\\\‘\\\\ L —
m/z--> 50 100 150 200 250 300 14.50

8270-BF031022.M Fri Mar 18 14:57:49 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Phthalic acid, hept-2-yl is... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.727 6.88 ng 260417  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, hept-2-yl isohexy... 348 C21H3204 1000356-97-3 59
2 Phthalic acid, isobutyl neopenty... 292 C17H2404 1000315-30-6 59
3 Phthalic acid, 4-cyanophenyl oct... 379 C23H25NO4 1000309-79-6 53
4 Phthalic acid, 2,2-dimethylpent-... 432 C27H4404 1000415-53-5 53
5 Phthalic acid, isohexyl 2-methyl... 334 C20H3004 1000356-91-0 53

Abundance Scan 2115 (14.727 min): BF127372.D\data.ms (-2112) (- m/z 149.05 100.00%

149.1
5000
43.1

851 ‘ 14.50 15.00
256 1293.1
A 2081 SR 84l nyz 43.10 27.64%

miz--> 100 150 200 250 300 350
Abundance #257798. Phthalic acid, hept-2-yl isohexyl ester
149.0

5000 — S
14.50 15.00

m/z 167.10  25.24%

430 850 251.0
O\\\“‘“‘\‘\\“\“‘\\\\l\‘\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #189006: Phthalic acid, isobutyl neopentyl ester
149.0
—

14.50 15.00
5000 m/z 57.10  21.92%

71.0
237.0
0220 || LT
m/z--> 50 100 150 200 250 300 350

Abundance  #286887: Phthalic acid, 4-cyanophenyl octyl ester —— ——
149.0 14.50 15.00

m/z 71.10  20.22%

5000
57.0
HJ 1040 | 250.0
|

oh B e — ——
miz--> 100 150 200 250 300 350 14,50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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, isohexyl 3-m... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.798 5.30 ng 176397  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, isohexyl 3-methyl... 320 C19H2804 1000356-80-6 86
2 Phthalic acid, 2-ethylbutyl nony... 376 C23H3604 1000356-89-4 86
3 Di-2-nonyl phthalate 418 C26H4204 059431-96-8 72
4 Phthalic acid, hexyl 4-methylpen... 334 C20H3004 1000356-87-6 72
5 Phthalic acid, 4-methylpent-2-yl... 320 C19H2804 1000356-87-4 72
Abundance Scan 2127 (14.798 min): BF127372.D\data.ms (-2124) (| m/z 149.05 100.00%
149.1
5000
431
85.1 14.50 15.00
293.1 ‘
ob L LLL e 1881 2452 TP 895 mjz 43.10  28.08%
m/z--> 50 100 150 200 250 300 350
Abundance  #224723: Phthalic acid, isohexyl 3-methylbutyl ester
149.0
5000 e ——
14.50 15.00
71.0 m/z 57.10 21.73%
237.0
02\9\.(\)‘““\ W“\H\ “\ 7T l \‘\]\-9\3‘0\ T \‘\ LA B
miz--> 50 100 150 200 250 300 350
Abundance #284765: Phthalic acid, 2-ethylbutyl nonyl ester
149.0
—— —
14.50 15.00
5000 m/z 41.05 18.08%
43.0
85"0 ‘ 251.0 293.0
ol b e e e S
m/z--> 50 100 150 200 250 300 350
Abundance #312481: Di-2-nonyl phthalate T T
149.0 14.50 15.00
m/z 71.10 15.24%
B JVMMJ
43.0
‘ | 85.0 293.0
O\H\LJ\WWHWM\”\\‘\M\\ T —— ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF031022.M Fri Mar 18 14:57:50 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Phthalic acid, heptyl undec... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.868 5.01 ng 166828 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 80
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
3 Phthalic acid, heptyl 6-methylhe... 376 C23H3604 1000377-96-1 78
4 Phthalic acid, heptyl 2-methylbu... 334 C20H3004 1010322-81-5 78
5 Phthalic acid, heptyl 4-octyl ester 376 C23H3604 1000314-84-1 72
Abundance Scan 2139 (14.868 min): BF127372.D\data.ms (-2135) (- m/z 149.05 100.00%
149.1
5000
57.1
265.1 14.50 15.00
104.1 :
ob bt 1 2088 U7 3164 371 ., 57,10 23.25%
miz--> 50 100 150 200 250 300 350
Abundance #312492: Phthalic acid, heptyl undecyl ester
149.0
5000 — ———
14.50 15.00
m/z 43.05 16.26%
50 aoao
0\”\‘\“\}“\‘\“\\\\ L e et B
miz--> 50 100 150 200 250 300 350
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
— ——
14.50 15.00
5000 m/z 41.05 12.75%
57.0
oL 1 1040 2650 362.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #284845: Phthalic acid, heptyl 6-methylhept-2-yl ester — ——
149.0 14.50 15.00
m/z 55.05 12.74%
- MMWM
57.0
PN G D AN NN B ot
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF031022.M Fri Mar 18 14:57:50 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Phthalic acid, nonyl pentad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.898 6.84 ng 227769  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, nonyl pentadecyl ... 502 C32H5404 1000308-92-7 86
2 Phthalic acid, 2,4-dimethylpent-... 390 C24H3804 1000356-84-8 78
3 Phthalic acid, 2,2-dimethylpent-... 390 C24H3804 1000415-53-2 72
4 Phthalic acid, 3-methylphenyl no... 382 C24H3004 1000314-86-3 72
5 Phthalic acid, 3-fluorophenyl he... 484 C30H41F04 1000356-66-4 72
Abundance Scan 2144 (14.898 min): BF127372.D\data.ms (-2141) (| m/z 149.00 100.00%
149.0
5000
43.0
97.1 203.1 ‘ 14.50 15.00
ob— \“‘ LIS L) 207125107 3411382 0 43 65 20.95%
m/z--> 50 100 150 200 250 300 350
Abundance #338436: Phthalic acid, nonyl pentadecyl ester
149.0
5000 — ——
14.50 15.00
43.0 - m/z 57.10 13.78%
04 ‘YM “M\ “}Fﬁ‘.\o““\ LI e \2‘1\1.\0\ T \‘ ‘.\ T \\?’\7?\0
miz--> 50 100 150 200 250 300 350
Abundance #295762: Phthalic acid, 2,4-dimethylpent-3-yl nonyl ester
149.0
— —
14.50 15.00
5000 m/z 71.10 12.40%
57.0 98.0 275.0
0 L N
m/z--> 50 100 150 200 250 300 350
Abundance #295760: Phthalic acid, 2,2-dimethylpent-3-yl nonyl ester — —
149.0 14.50 15.00
m/z 55.10 11.76%
5000
57.0
275.
S . i oo - Y-
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF031022.M Fri Mar 18 14:57:51 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 1,2-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.998 36.71 ng 1222860  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, is... 418 C26H4204 001330-96-7 80
2 Phthalic acid, isobutyl 6-methyl... 334 C20H3004 1000377-95-7 80
3 Phthalic acid, hexyl octyl ester 362 C22H3404 1000424-04-5 72
4 1,2-Benzenedicarboxylic acid, di... 474 C30H5004 003648-20-2 72
5 Phthalic acid, hexyl hex-3-yl ester 334 C20H3004 1000356-95-7 64
Abundance Scan 2161 (14.998 min): BF127372.D\data.ms (-2157) (| m/z 149.05 100.00%
149.1
5000
43.1
15.00
85 1 293 1
- ”‘”“ Lo, L 207.1247.2 <557 8513 n/z 43.10  18.93%
m/z--> 50 100 150 200 250 300 350
Abundance #312626: 1,2-Benzenedicarboxylic acid, isodecyl octyl es
149.0
5000 L
15.00
m/z 57.10 18.53%
57.0
279.0
0\\\M‘h‘\h‘\m\“\.()\\\ \‘\\\‘\\\\‘\\‘\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #241871: Phthalic acid, isobutyl 6-methylhept-2-yl ester
149.0
——
15.00
5000 m/z 41.10 12.54%
57.0 223.0
0 n \‘ 4 1040 ‘ L
et
m/z--> 50 100 150 200 250 300 350
Abundance #271763: Phthalic acid, hexyl octyl ester —
149.0 15.00
m/z 56.10 10.39%
5000
43.0
ol 1880 L B se UL
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF031022.M Fri Mar 18 14:57:51 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Phthalic acid, heptyl 4-met... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.310 58.69 ng 1955150  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl 4-methylhe... 376 C23H3604 1000377-94-2 72
2 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 72
3 Phthalic acid, hept-3-yl isobuty... 320 C19H2804 1000356-98-6 72
4 Phthalic acid, hexyl heptyl ester 348 C21H3204 1000308-93-8 72
5 Phthalic acid, heptyl hept-3-yl ... 362 C22H3404 1000356-99-1 72
Abundance Scan 2214 (15.310 min): BF127372.D\data.ms (-2207) (-} | m/z 149.00 100.00%
149.0
- J\MM
871 15.00 15.50
104.0 265.1 : : :
o ‘H““‘ bt b 208 e S2LL 897 nyz 57.10 17.05%
m/z--> 50 100 150 200 250 300 350
Abundance #284846: Phthalic acid, heptyl 4-methylhept-3-yl ester
149.0
5000 — e
15.00 15.50
m/z 43.10 14.54%
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #312602: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149.0
— ‘
15.00 15.50
5000 m/z 41.10 10.75%
0 L M. M ik 10\4.0 27\9.0 L
et
m/z--> 50 100 150 200 250 300 350
Abundance #224660: Phthalic acid, hept-3-yl isobutyl ester — ——
149.0 15.00 15.50
m/z 55.10 10.10%
5000
57.0 223.0
[o ) 104'0 | L ‘
A ——r———tt — ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF031022.M Fri Mar 18 14:57:52 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Phthalic acid, butyl undecy... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.363 4.76 ng 158540  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, butyl undecyl ester 376 C23H3604 1000308-91-2 64
2 1,2-Benzenedicarboxylic acid, bi... 250 C14H1804 000605-45-8 64
3 Phthalic acid, 2-methylbutyl non... 362 C22H3404 1000322-81-7 64
4 Phthalic acid, hept-3-yl undecyl... 418 C26H4204 1000356-99-5 59
5 Phthalic acid, cycloheptyl penty... 332 C20H2804 1000322-83-0 59
Abundance Scan 2223 (15.362 min): BF127372.D\data.ms (-2219) (|  m/z 149.05 100.00%
149.1
- WAAAAJ\JXVXJUVLJWR
43.1 U AP
258.1 15.00 15.50
97.1 365.
0bs ““‘H“ Lol i 28712980 SR sz 43.100 21.12%
m/z--> 50 100 150 200 250 300 350
Abundance #284733: Phthalic acid, butyl undecyl ester
149.0
5000 — —
15.00 15.50
57.0 m/z 57.05 20.09%
104.0 223.0
0 \“\ “\H“‘h‘\ “‘M\“‘“\ ““\‘ 1T - LA ’3\2\1\0\ T
miz--> 50 100 150 200 250 300 350
Abundance #135583: 1,2-Benzenedicarboxylic acid, bis(1-methylethy
149.0
— —
15.00 15.50
5000 ITI/Z 55.00 13.83%
43.0 lOS.q | 20?-0 250.0
\\\‘\\‘\\‘H\\\\‘\‘\\\“‘\\\\‘.\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #271833: Phthalic acid, 2-methylbutyl nonyl ester — —
149.0 15.00 15.50
m/z 56.05 13.55%
5000
oo MO o a0
ettt P P
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF031022.M Fri Mar 18 14:57:52 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22

Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Benzo[e]pyrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.404 17.34 ng 577620  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 97
3 Perylene 252 C20H12 000198-55-0 91
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2230 (15.404 min): BF127372.D\data.ms (-2226) (-} | m/z 252.10 100.00%
25p.1
149.1
5000
43.1
| 2D | | 1080 2031 357 15.50
ob—— bl L L 2P0 W 295s 990 m/z 149.05  52.20%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 250.05  28.39%
125.0
O\\$9.?\?§.9‘ \“\‘H\ T \\\‘-\ L e LA
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
——
15.50
5000 ITI/Z 253.10 19.13%
126.0
ol 50.0 87.0 | 163.0200.0 |
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene —
252.0 15.50
m/z 43.10 15.20%
5000
125.0
017.0 83.0 “\“ 163.0200.0 , |
T L o B e e e e e e AR e B ——
m/z--> 50 100 150 200 250 300 350 15.50

8270-BF031022.M Fri Mar 18 14:57:53 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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, 2-ethylbutyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.745 14.82 ng 493625  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-ethylbutyl nony... 376 C23H3604 1000356-89-4 80
2 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 72
3 1,2-Benzenedicarboxylic acid, di... 474 C30H5004 003648-20-2 72
4 Phthalic acid, decyl nonyl ester 432 C27H4404 1000308-89-8 72
5 Phthalic acid, dodecyl octyl ester 446 C28H4604 1010308-91-7 64

Abundance Scan 2288 (15.745 min): BF127372.D\data.ms (-2283) (- m/z 149.00 100.00%
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43.1
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15.50 16.00

5.1 203.1

- ““‘”“ St b 2181 TEP 8692 n/z 43.10 20.48%
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Abundance #284765: Phthalic acid, 2-ethylbutyl nonyl ester
149.0
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o

7
15.50 16.00
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. \‘ I \\87.0 . | 251.0 29\3'0
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miz--> 50 100 150 200 250 300 350
Abundance #329072: Phthalic acid, dodecyl nonyl ester
149.0

—
15.50 16.00
5000 m/z 55.10  11.20%

39 830 | 293.0335.0
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Abundance #332903: 1,2-Benzenedicarboxylic acid, diundecyl ester 7
149.0 15.50 16.00

m/z 41.00 10.69%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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, 2,4-dimethyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.768 12.11 ng 403579  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2,4-dimethylpent-... 418 C26H4204 1000356-85-0 86
2 Phthalic acid, 2,4-dimethylpent-... 446 C28H4604 1000356-85-2 72
3 Phthalic acid, 2,2-dimethylpent-... 418 C26H4204 1000415-53-4 72
4 Phthalic acid, hex-3-yl undecyl ... 404 C25H4004 1000356-96-2 72
5 Phthalic acid, dodecyl hept-3-yl... 432 C27H4404 1000356-99-6 64

Abundance Scan 2292 (15.768 min): BF127372.D\data.ms (-2290) (- m/z 149.05 100.00%

149.1
5000
43.1

Apn,
15.50 16.00

5.1 207.1 321.2
- ““‘““ Fu b S0 2TLL ST 8854 sz 43.10 20.77%

m/z--> 50 100 150 200 250 300 350 400
Abundance #312624: Phthalic acid, 2,4-dimethylpent-3-yl undecyl est
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5000 . e
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O T \‘“h\ ‘\‘ \h\ ““\ T T T \‘\ T ’ T T ‘ LU ‘L\ \‘ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #324585: Phthalic acid, 2,4-dimethylpent-3-yl tridecyl est
149.0
—r— —
15.50 16.00
5000 m/z 41.10 11.80%

o

57.0
E Y O W .. .
m/z--> 50 100 150 200 250 300 350 400

Abundance #312623: Phthalic acid, 2,2-dimethylpent-3-yl undecyl est 7
149.0 15.50 16.00

m/z 71.10 11.36%

5000
57.0
99.0 303.0
L \ \ 403.

O bl e e b e —
miz--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 18 1,2-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.157 31.60 ng 1052720  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 474 C30H5004 003648-20-2 83
2 Didecyl phthalate 446 C28H4604 000084-77-5 80
3 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 80
4 Phthalic acid, hept-2-yl undecyl... 418 C26H4204 1000356-97-8 80
5 Phthalic acid, 8-chlorooctyl und... 466 C27H43Cl04 1000356-86-6 72

Abundance Scan 2358 (16.157 min): BF127372.D\data.ms (-2352) (- m/z 149.05 100.00%
149.1

o

5000
431 1600 1650
85.0 293.1 < : .
0\\AMM\WN\M\‘\\ o 218:1256.155° 8612 m/z 43.10  16.97%
miz--> 50 100 150 200 250 300 350
Abundance #332903: 1,2-Benzenedicarboxylic acid, diundecyl ester
149.0
5000 T

T
16.00 16.50
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\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #324472: Didecyl phthalate
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T
16.00 16.50
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Abundance #312602: 1,2-Benzenedicarboxylic acid, decyl octyl ester T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 19 Phthalic acid, isobutyl oct... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.745 8.63 ng 287347  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, isobutyl octadecy... 474 C30H5004 1000309-06-1 72
2 Phthalic acid, decyl undecyl ester 460 C29H4804 1000308-91-9 64
3 Phthalic acid, 2,2-dimethylpent-... 418 C26H4204 1000415-53-4 64
4 Phthalic acid, 6-ethyl-3-octyl b... 362 C22H3404 1000315-17-4 59
5 Didecyl phthalate 446 C28H4604 000084-77-5 59
Abundance Scan 2458 (16.745 min): BF127372.D\data.ms (-2454) (-} | m/z 149.00 100.00%
149.0
57.1
1650 1700
321.2
oh “ “‘ (2030 112001 2720 °5LC . m/z 57.10  20.49%
mlz--> 100 150 200 250 300 350 400
Abundance #332863. Phthalic acid, isobutyl octadecy! ester
149.0
5000
1650 1700
57.0 2230 m/z 43.05 19.16%
||, 1040 " 267.0 419,
O \M\ ‘\ ‘h\‘m‘\h\“h\ T 1T \‘\ T “\ \‘\\‘\\.\\‘\\\\‘\\\\‘\\.\
m/z--> 50 100 150 200 250 300 350 400
Abundance #329071: Phthalic acid, decyl undecyl ester
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—— —
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5000 ITI/Z 41.00 10.71%
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HH 104.0 307.0
L N
m/z--> 50 100 150 200 250 300 350 400
Abundance #312623: Phthalic acid, 2,2-dimethylpent-3-yl undecyl est e —
149.0 16.50 17.00
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5000
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ol it L 4030 S
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 20 Phthalic acid, hept-3-yl tr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.304 13.27 ng 442206  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, hept-3-yl tridecy... 446 C28H4604 1000356-99-7 80
2 Phthalic acid, dodecyl hept-3-yl... 432 C27H4404 1000356-99-6 80
3 Phthalic acid, 2-ethylhexyl unde... 432 C27H4404 1000308-97-4 78
4 Phthalic acid, hex-3-yl undecyl ... 404 C25H4004 1000356-96-2 78
5 Didodecyl phthalate 502 C32H5404 002432-90-8 74
Abundance Scan 2553 (17.304 min): BF127372.D\data.ms (-2547) (- m/z 149.00 100.00%
149.0
5000 J\\
43.0 - N
17.00 17.50
85.0 321.3 .
ol | ““‘ fan .| 1881 2360 2821°C17367. .. 43.05  16.10%
miz--> 50 100 150 200 250 300 350
Abundance #324495: Phthalic acid, hept-3-yl tridecyl ester
149.0
5000 — ——
17.00 17.50
m/z 57.05 15.42%
57.0
O \M‘h‘\ { \‘28“.0\\ T l \‘\ L I \‘26\5\(\)\ T \3\4?\0
miz--> 50 100 150 200 250 300 350
Abundance #319037: Phthalic acid, dodecyl hept-3-yl ester
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— ——
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ob o 280 UL 2850 U
m/z--> 50 100 150 200 250 300 350
Abundance  #319059: Phthalic acid, 2-ethylhexyl undecyl ester . ]
149.0 17.00 17.50
m/z 41.10 9.68%
o WN\N\/\V“WM
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ool 12080 | 11930 2790 1T B
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127372.D

Acqg On : 17 Mar 2022 13:22
Operator : CG\JU

Sample : N1894-01 2X

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 ... 11.927 33.5 ng 1418360 4 11.398 847693 20.0
Octadecanoic acid 12.716 56.2 ng 2382500 4 11.398 847693 20.0
Phthalic acid, ... 13.798 9.2 ng 347282 5 14.045 757547 20.0
unknown13.857 13.857 4.8 ng 181254 5 14.045 757547 20.0
Phthalic acid, ... 14.292 5.3 ng 202746 5 14.045 757547 20.0
Phthalic acid, ... 14.380 17.3 ng 655981 5 14.045 757547 20.0
Phthalic acid, ... 14.416 12.9 ng 489130 5 14.045 757547 20.0
Phthalic acid, ... 14.727 6.9 ng 260417 5 14.045 757547 20.0
Phthalic acid, ... 14.798 5.3 ng 176397 6 15.533 666261 20.0
Phthalic acid, ... 14.868 5.0 ng 166828 6 15.533 666261 20.0
Phthalic acid, ... 14.898 6.8 ng 227769 6 15.533 666261 20.0
1,2-Benzenedica... 14.998 36.7 ng 1222860 6 15.533 666261 20.0
Phthalic acid, ... 15.310 58.7 ng 1955150 6 15.533 666261 20.0
Phthalic acid, ... 15.363 4.8 ng 158540 6 15.533 666261 20.0
Benzo[e]pyrene 15.404 17.3 ng 577620 6 15.533 666261 20.0
Phthalic acid, ... 15.745 14.8 ng 493625 6 15.533 666261 20.0
Phthalic acid, ... 15.768 12.1 ng 403579 6 15.533 666261 20.0
1,2-Benzenedica... 16.157 31.6 ng 1052720 6 15.533 666261 20.0
Phthalic acid, ... 16.745 8.6 ng 287347 6 15.533 666261 20.0
Phthalic acid, ... 17.304 13.3 ng 442206 6 15.533 666261 20.0

8270-BF031022.M Fri Mar 18 14:57:56 2022

Pag 24



