LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP112223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18333.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.270 27 31 38 rVB 89618 113369 1.44% 0.113%
2 3.687 98 102 113 rBV 450906 622403 7.88% 0.621%
3  3.934 139 144 149 rVB2 22885 36467 0.46% 0.036%
4 4.028 157 160 164 rBV2 20791 27386 ©0.35% 0.027%
5 4.969 317 320 327 rvB8 7839 14178 0.18% 0.014%
6 5.575 421 423 427 rVB4 9366 9616 0.12% 0.010%
7 6.758 618 624 625 rBV6 5063 8011 ©0.10% ©.008%
8 7.028 663 670 678 rVB 375088 576053 7.29% 0.575%
9 7.205 691 700 708 rBV 1425572 2151076 27.24% 2.147%
10 7.399 725 733 743 rBV 1284244 1996081 25.27% 1.992%
11 7.499 745 750 757 rVB8 9229 17292 0.22% 0.017%
12 7.869 806 813 821 rBV 1368631 2094520 26.52% 2.090%
13 8.116 850 855 857 rBV6 4634 9298 0.12% 0.009%
14 8.575 924 933 945 rBV 1011161 1594322 20.19% 1.591%
15 9.028 1002 1010 1021 rBV 1514613 2420728 30.65% 2.416%
16 9.469 1076 1085 1093 rBv2 92264 171162 2.17% 0.171%
17 9.752 1124 1133 1144 rBV 867555 1385823 17.55% 1.383%
18 9.981 1164 1172 1181 rBV2 41443 88741 1.12% 0.089%
19 10.287 1215 1224 1235 rBV 1735726 2807739 35.55% 2.802%
20 10.669 1282 1289 1299 rVB 1728281 2870206 36.34% 2.864%
21 10.804 1302 1312 1321 rBV 1724139 2848129 36.06% 2.842%
22 11.169 1366 1374 1378 rBVS5S 7424 16923 0.21% 0.017%
23 11.451 1417 1422 1432 rBv4 22096 50700 0.64% 0.051%
24 11.963 1502 1509 1515 rVB2 66763 112625 1.43% 0.112%
25 12.257 1553 1559 1565 rBV 36955 58308 0.74% 0.058%
26 12.698 1627 1634 1638 rBV1e 8970 21175 0.27% 0.021%
27 12.893 1660 1667 1670 rBV9 8403 20698 0.26% 0.021%
28 13.122 1705 1706 1712 rVB6 8751 11554 0.15% 0.012%
29 13.410 1751 1755 1760 rVB4 21769 35231 0.45% 0.035%
30 13.469 1760 1765 1772 rVBS8 7954 15874 0.20% 0.016%
31 13.822 1821 1825 1832 rVB9 7473 18579 0.24% .019%

0

32 13.916 1835 1841 1854 rVV 3245911 4468109 56.57% 4.459%
33 14.193 1880 1888 1897 rBV 3781566 5521333 69.91% 5.510%
34 14.498 1932 1940 1947 rBV 2338353 3406988 43.14%  3.400%
35 14.687 1966 1972 1984 rBV 134795 223386 2.83% ©0.223%

36 14.922 2006 2012 2018 rBV2 57468 93225 1.18% 0.093%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP112223.MA.M
Title : SVOA CALIBRATION
37 15.157 2049 2052 2057 rVB7 7370 8652 0.11% 0.009%
38 15.316 2071 2079 2085 rBV2 33003 55529 0.70% 0.055%
39 15.492 2102 2109 2118 rBV 4619506 6722026 85.11% 6.709%
40 15.604 2122 2128 2139 rBV 147610 257980 3.27% 0.257%
41 15.728 2146 2149 2156 rVB4 21558 33494 0.42% 0.033%
42 15.916 2178 2181 2183 rBv4 7906 9992 0.13% 0.010%
43 16.063 2202 2206 2211 rVB7 7589 12399 0.16% 0.012%
44 16.163 2218 2223 2230 rBvV7 7043 14987 ©0.19% 0.015%
45 16.581 2290 2294 2298 rBV6 11015 18519 0.23% 0.018%
46 16.657 2303 2307 2311 rVV7 12181 16611 0.21% 0.017%
47 16.763 2320 2325 2330 rVB8 8861 14776  0.19% 0.015%
48 16.928 2351 2353 2358 rVB6 7627 8631 0.11% 0.009%
49 17.057 2368 2375 2380 rBvVi1e 13557 30674 0.39% 0.031%
50 17.134 2383 2388 2392 rBV6 15701 24029 0.30% 0.024%
51 17.251 2401 2408 2414 rBV 2317426 3267320 41.37% 3.261%
52 17.345 2418 2424 2435 rVV 4468159 6445121 81.60% 6.432%
53 17.445 2439 2441 2444 rVB4 11747 10982 0.14% 0.011%
54 17.551 2454 2459 2463 rBV 237666 290951 3.68% 0.290%
55 17.604 2463 2468 2473 rVV 560485 637383 8.07% 0.636%
56 17.834 2504 2507 2512 rVB7 9662 13240 0.17% 0.013%
57 17.933 2518 2524 2527 rBV8 8600 16029 0.20% 0.016%
58 18.145 2555 2560 2571 rBV6 67715 142777 1.81% 0.142%
59 18.475 2610 2616 2623 rVB4 24756 41381 0.52% 0.041%
60 18.639 2641 2644 2649 rVB6 11178 13108 0.17% 0.013%
61 18.839 2673 2678 2681 rBV 344282 386208 4.89% 0.385%
62 18.881 2681 2685 2695 rVB 760997 874011 11.07% 0.872%
63 19.069 2715 2717 2721 rVB5 19084 21989 0.28% 0.022%
64 19.163 2729 2733 2737 rVB 59776 76131 0.96% 0.076%
65 19.233 2741 2745 2749 rBV2 51844 70119 0.89% 0.070%
66 19.386 2767 2771 2778 rBV4 78903 112937 1.43% 0.113%
67 19.445 2779 2781 2786 rVB6 20287 28672 0.36% 0.029%
68 19.586 2799 2805 2811 rBV 5458901 6928124 87.72% 6.914%
69 19.657 2811 2817 2823 rVB 327261 487328 6.17% 0.486%
70 19.839 2844 2848 2854 rVB 146626 173038 2.19% 0.173%
71 19.933 2859 2864 2867 rBV 3778057 3875565 49.07% 3.868%
72 19.969 2867 2870 2879 rVB 6793592 7898170 100.00% 7.882%
73 20.586 2971 2975 2979 rBV 233172 258559 3.27% 0.258%
74 20.898 3024 3028 3031 rBV 1282594 1421689 18.00% @ 1.419%
75 20.933 3031 3034 3047 rVB 2986959 3138818 39.74% 3.133%

76 21.351 3100 3105 3113 rBV 2635006 3218192 40.75%  3.212%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP112223.MA.M
Title : SVOA CALIBRATION

77 21.422 3114 3117 3122 rVB2 137635 188511 2.39% 0.188%
78 21.810 3179 3183 3185 rBV 422599 522379 6.61% 0.521%
79 21.845 3185 3189 3201 rVB 1003827 1349148 17.08% 1.346%
80 22.022 3215 3219 3230 rVB 275682 443039 5.61% 0.442%
81 22.504 3298 3301 3306 rVB 148840 208215 2.64% 0.208%
82 22.698 3329 3334 3342 rVB 331696 659213 8.35% 0.658%
83 22.869 3359 3363 3366 rBV2 229550 376155 4.76%  0.375%
84 22.910 3366 3370 3383 rVB 576223 1043075 13.21% 1.041%
85 23.492 3464 3469 3480 rVB2 283540 724058 9.17% 0.723%
86 23.621 3484 3491 3501 rBV2 4002454 7814089 98.94% 7.799%

87 23.780 3511 3518 3532 rVB 1870397 3857944 48.85%  3.850%

Sum of corrected areas: 100199275
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 24 Nov 2023 18:26
: MA/JU
. 05264-09

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
BPO18333.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BP018333.D\data.ms

10.28710166804

11 169.451

499 || 8.116 }\ 9469 9.981

3.687 7.02
3.270

349928 4.969 5575 6.758 ||
LI ‘

L R B \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
350 400 450 500 5. 50 6.00 650 700 750 8.00 850 9.00

950 10.00 1050 1100 11.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP018333.D\data.ms

19.969

19.586

14.193 19.9

13.916

14.498

18.881

1.9612.257 12.69908 12834469 3.802

17,804 189%{:9 1%@5 A
11.96%. 4.687 9pp1s; J%B%meammessm 428 n 961456 195391 I DUEBHH

Time-->

, L B A L B e e e e e e e e e e e e e T B e e e e e e e e A
12.00 1250 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

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP018333.D\data.ms

23.621

21 351
3.780

20. 21.845

120022 22. 33

98
22, 910
23.4
2 422

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SFAM-EPA-BP112223.MA.M Mon Nov 27 ©7:21:53 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.604 3.90 ng/ul 637383  Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioctanoin 344 C19H3605 001429-66-9 38
2 Octanoic acid, 1-(hydroxymethyl)... 344 C19H3605 060514-48-9 38
3 2-Fluoro-4-methoxypyridine 127 C6H6FNO 175965-83-0 35
4 2-Hydroxy-4-hydroxylaminopyrimidine 127 C4H5N302 020555-88-8 27
5 6-Azathymine 127 C4HS5N302 000932-53-6 27
Abundance Scan 2468 (17.604 min): BP018333.D\data.ms (-2463) (- | m/z 43.00 100.00%
43.0
1271
5000
‘ " 229.1 17.50 18.00
Ok Ll 1L S50 827.0 412.847515358 1y 157 10 70.93%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #253324: 1,3-Dioctanoin
127.0
5000
570 187.0 1750 1800
m/z 57.05 33.92%
0‘\\\\““\%f‘\\l‘!\\%\‘1I\WJ\W\ZEE?WO\\?IZ\G\\O‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #253380: Octanoic acid, 1-(hydroxymethyl)-1,2-ethanediy
127.0
57.0 17.50 18.00
5000 m/z 159.00  22.24%
187.0
ob bbbl assosse
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13467: 2-Fluoro-4-methoxypyridine — —
127.0 17.50 18.00
m/z 158.00  15.21%
5000
e%.
O‘H‘wwmﬁhu“_‘H,H“_‘H‘H‘w“u‘u‘w“u‘u‘w‘
miz--> 0 50 100 150 200 250 300 350 400 450 500 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
Quant Title : SVOA 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 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.830  2.36 ng/ul 386208 Phenanthrene-die 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual

»4,6-Tribromophenyl decanoate 482 C16H21Br302 1000233-09-1 47
ylitol, 1-O-decanoyl- 306 C15H3006 1000155-78-0 45
ecanoic acid, 2,3-dihydroxyprop... 246 C13H2604 002277-23-8 40
umaric acid, butyl 3-heptyl ester 270 C15H2604 1000348-68-0 38
»2-Cyclohexanedicarboxylic acid... 340 C20H3604 1000339-45-2 38

uih wNnPE
B TOXN

Abundance Scan 2678 (18.839 min): BP018333.D\data.ms (-2673) (- m/z 43.00 100.00%
43.0
155.1

;F%§§§:::::=:=_

5000
‘ t 18.50 19.00
2571 . :
o_m“wi JH‘ Lol 2201 3411 42984900848 /o ios 10 82.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #334395: 2,4,6-Tribromophenyl decanoate
155.0
5000 — —
43.0 18.50 19.00

m/z 159.00  34.38%

WJM 250.0 330.0 4050 484.0

/

0‘\\\l\[\‘\f“\‘f\\1‘\1\\‘\f\\‘\\1f‘\\1\‘\\\\‘\\\\‘\\\1‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #206486: Xylitol, 1-O-decanoyl-
155.0
43.0 — —
18.50 19.00
5000 m/z 57.00  22.90%
215.0
ol 289.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
P

Abundance #130492: Decanoic acid, 2,3-dihydroxypropyl ester ==
155.0 18.50 19.00

m/z 71.10 22.68%

74.0
5000
215.0

5P}ﬂwm.H ||

o=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

N

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
Quant Title : SVOA 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 unknown-03 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.881 5.35 ng/ul 874011 Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dicaprin 400 C23H4405 017598-93-5 43
2 Decanoic anhydride 326 C20H3803 002082-76-0 38
3 6-Amino-1,3-dimethyluracil 155 C6HIN302 006642-31-5 35
4 Decanoic anhydride 326 C20H3803 002082-76-0 35
5 2,6-Difluoro-3-methylbenzoic aci... 354 C21H32F202 1000338-58-3 32

Abundance Scan 2685 (18.881 min): BP018333.D\data.ms (-2681) (- m/z 43.00 100.00%

43.0
155.1
5000
1850 1900
2271
ob tidhl il 2271 ssiosorossassans i oo 1o saaen
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #302413: 1,3-Dicaprin
155.0
5000
215.0 1850 1900
57.0 \ m/z 159.00 30.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232072: Decanoic anhydride
155.0
1850 1900
5000 m/z 98.05 17.28%
43.0
o” ”\IHH|‘M|,242,'°326-°
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32457: 6-Amino-1,3-dimethyluracil
155.0 1850 1900
m/z 158.00 17.22%

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 1850 1900
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP@18333.D

Acqg On : 24 Nov 2023 18:26

Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
: SVOA 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 unknown-04 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.657 3.03 ng/ul 487328  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dodecanoic acid, 2,3-dihydroxypr...

2 Dodeca

3 Dodecanoic acid, 2-hydroxy-1-(hy...

noyl chloride

274 C15H3004
218 C12H23Cl0
274 C15H3004

000142-18-7 28
000112-16-3 16
001678-45-1 10

4 9-Octadecenoic acid (Z)-, hexyl ... 366 C24H4602 020290-84-0 9
5 Dodecanoic acid, ethenyl ester 226 C14H2602 002146-71-6 9
Abundance Scan 2817 (19.657 min): BP018333.D\data.ms (-2811) (- m/z 43.00 100.00%

43.0
5000 183.1
117.0
— .
19.50 20.00
0br J'\ml{“‘ sl \ 2832 3269 4009 4964 18310 47.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165946: Dodecanoic acid, 2,3-dihydroxypropyl ester
43.0 183.0
5000 —— JAAN
19.50 20.00
‘ H 243.0 m/z 117.00 34.69%
0 \H‘“\\’\HHJHH\\T‘H%\l\l\‘\J\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96392: Dodecanoyl chloride
43.0
— -
19.50 20.00
5000 m/z 57.05 34.31%
112.0 183.0
0 "”"“"AAHL\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165952: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)
43.0 183.0 19.50 20.00
m/z 102.95 31.24%
5000
’ l2430
UL, L1 )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

SFAM-EPA-BP112223.MA.M Mon Nov 27 ©07:21:57 2023
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\

. BP@18333.D

: 24 Nov 2023 18:26
: MA/JU

: 05264-09

: 14  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion 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

R.T.
19.933 2
Hit# of 5

5 unknown-05
EstConc Area
4.09 ng/ul 3875570

Tentative ID

Concentration Rank 2

Relative to ISTD R.T.

Chrysene-d12

1 Dodecano
2 Lauric a
3 Fumaric
4 Fumaric
5 Fumaric

ic acid, 2,3-dihydroxypr...
nhydride

acid, 2-decyl isohexyl e...
acid, 2-decyl hexyl ester
acid, cyclobutyl isohexy...

274
382
340
340
254

C15H3004
C24H4603
C20H3604
C20H3604
C14H2204

000142-18-7 32
000645-66-9 27
1000348-58-8 25
1000348-58-9 22
1000345-03-5 22

Abundance Scan 2864 (19.933 min): BP018333.D\data.ms (-2859) (- m/z 43.00 100.00%
43.0
183.2
5000
15.0 ‘ 20.00
285.1 :
o‘u“uﬂk\W‘wéuu‘H‘w‘H‘_3ﬁ%§4ﬂ4§‘_49ﬂ?§4ﬁ' m/z 183.20  68.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165944: Dodecanoic acid, 2,3-dihydroxypropyl ester
57.0 188.0
5000 1
20.00
m/z 159.05 47 .50%
1
0‘\\"\“\“1\ ‘\JJ\“\“H\“\““\\‘\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289521: Lauric anhydride
183.0
o
20.00
5000 m/z 57.85 33.72%
43.0
oS, |, 2o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248568: Fumaric acid, 2-decyl isohexyl ester
183.0 2000
m/z 98.10 31.37%
5000 85.0 J\[\
oﬁuiwwso
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2000

SFAM-EPA-BP112223.MA.M Mon Nov 27 ©07:21:58 2023

Page:

9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
Quant Title : SVOA 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 unknown-06 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.969 49.08 ng/ul 7898170  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H3004 001678-45-1 35
2 Dodecanoic acid, 2,3-dihydroxypr... 274 C15H3004 000142-18-7 14
3 3,5-Di-0O-acetyl-1,4-anhydro-2-0-... 232 C10H1606 1010357-23-2 12
4 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 10
5 4,5,6-Trimethyltetrahydro-1,3-ox... 159 C7H13NOS 085333-98-8 9
Abundance Scan 2870 (19.969 min): BP018333.D\data.ms (-2867) (- m/z 43.00 100.00%
43.0
5000 183.2 /\A
17.0
Lk L asss
Obrohbbddil 1110 2551 3269 414847235351 /) 183 15  46.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165952: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)
43.0 188.0
5000
20 00
’ ‘2430 m/z 159.05 44.,65%
01‘}”11\\\“““\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165946: Dodecanoic acid, 2,3-dihydroxypropyl ester
43.0 183.0
=
20.00
5000 m/z 98.18  25.58%
‘ H 243.0
o\J,ﬂm‘»m\w I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #113075: 3,5-Di-O-acetyl-1,4-anhydro-2-O-methyl-D-ribit ——
43.0 20.00
m/z 158.00 20.52%
141.0
5000
0 "M =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00

SFAM-EPA-BP112223.MA.M Mon Nov 27 ©07:21:59 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
Quant Title : SVOA 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 Myristin, 1,3-diaceto-2- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.898 8.84 ng/ul 1421690  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 91
2 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 91
3 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 72
4 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 64
5 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 52
Abundance Scan 3028 (20.898 min): BP018333.D\data.ms (-3024) (- | m/z 43.00 100.00%
43.0
159.1
5000
‘ { L b7 1 20.50 21.00
0 ‘m‘mnﬂégrxﬂﬂwH\m_mw?’ﬂ?" 1369.8429.1489.1548: /7 159.05  55.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292475: Myristin, 1,3-diaceto-2-
43.0
5000 159.0 —
20.50 2100
L m/z 211.15 52.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292476: Myristin, 2,3-diaceto-1-
43.0
—
20.50 2100
5000 159.0 m/z 98.85 33.61%
0 MH‘WW RS oL —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292474: Myristin, 1,3-diaceto-2-
211.0 2050 2100
43.0 m/z 57.05 32.86%
5000
112.0
i
0 WM“‘M‘J‘MM HH‘ N
mlz--> 50 100 150 200 250 300 350 400 450 500 550 2050 2100

SFAM-EPA-BP112223.MA.M Mon Nov 27 ©07:21:59 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
Quant Title : SVOA 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 unknown-07 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.933  19.51 ng/ul 3138820  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 74
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 49
3 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 45
4 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 38
5 2,3-Dihydroxypropyl 12-methyltri... 386 C21H3806 1000488-66-8 38
Abundance Scan 3034 (20.933 min): BP018333.D\data.ms (-3031) (- ' m/z 43.00 100.00%
43.0
159.1
5000
——
Labob 1 7720
0 m_lw Pl "y 288.13409 4290 5348 4/ 159.05  58.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292475: Myristin, 1,3-diaceto-2-
43.0
5000 159.0 -
21.00
’ L m/z 211.20  38.43%
‘ h 227.0 313.0
O\J\ “W‘J\’n\\‘\‘p\\‘ \H\\‘\?\l\\‘\\\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310300: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl es
159.0
43.0
—
21.00
5000 m/z 98.05 29.05%
239.0
OH\L T .S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292473: Myristin, 2,3-diaceto-1- —
43.0 159.0 21.00
m/z 158.00  22.82%
5000
I
0 m_m_w B = e
mlz--> 50 100 150 200 250 300 350 400 450 500 550 21.00

SFAM-EPA-BP112223.MA.M Mon Nov 27 07:22:00 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
Quant Title : SVOA 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 Hexadecanoic acid, 2-(acety... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.810 3.25 ng/ul 522379  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2-(acetyloxy)... 414 C23H4206 055268-69-4 91
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 90
3 Hexadecanoic acid, 2-hydroxy-1-(... 330 C19H3804 023470-00-0 30
4 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 27
5 Tetradecyl nonanoate 354 C23H4602 072934-14-6 14
Abundance Scan 3183 (21.810 min): BP018333.D\data.ms (-3179) (- | m/z 43.00 100.00%
43.0
159.0
5000 239.2
‘ ‘ L 21.50 22.00
311 1 . :
0y MH\WM M bbb e 4019 479.3582.9 /7 159,00 71.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310304: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy
43.0
5000 — ——
21.50 22.00
159.0 %
’ 230.0 m/z 239.20 43.31
0 \\‘\\“\\\H\‘P\Fﬁ‘fp\I‘ \h\\‘\\\i‘\\\3\“]\0\.\0\‘\\\\‘H\\‘\\\\‘\\H‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #310300: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl es

159.0
43.0

— —
21.50 22.00
5000 m/z 98.05  37.77%
239.0
e
o‘«m'wm RTINS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #236864: Hexadecanoic acid, 2-hydroxy-1-(hydroxymeth = ——
43.0 21.50 22.00
m/z 57.05 34.55%
5000 239.0
’ 134.0
0 “J\hMAm““'FQ?O i =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

SFAM-EPA-BP112223.MA.M Mon Nov 27 07:22:01 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP@18333.D

Acqg On : 24 Nov 2023 18:26

Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
: SVOA 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 2,3-Dihydroxypropyl 12-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.845 8.38 ng/ul 13491560 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dihydroxypropyl 12-methyltri... 386 C21H3806 1000488-66-8 53
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 52
3 Hexadecanoic acid, 2-(acetyloxy)... 414 C23H4206 055268-69-4 43
4 3-((12-Acetoxyoctadecanoyl)oxy)p... 500 C27H4808 330198-91-9 16
5 2,3,4-Trifluorobenzoic acid, 3-t... 358 C20H29F302 1000280-61-8 16

Abundance Scan 3189 (21.845 min): BP018333.D\data.ms (-3185) (- m/z 43.00 100.00%
43.0
159.0
5000
239.2
= —r—
| H 1{ M) | 3112 ‘ 21.50 22.00
ol ALAORR Ly ST12 4019 489.1545¢ /) 159,00 68.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292482: 2,3-Dihydroxypropyl 12-methyltridecanoate, 2A
43.0 159.0
5000 — —
21.50 22.00
m/z 98.05 29.13%
L‘D 283.0
0 \'T‘T‘H\ J\m\"g‘ ‘u“‘ \“\‘\2‘1\‘\8\\-9‘ T \‘l\ T r”\\\ \:‘3\7\1\.\0‘ T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310300: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl es
159.0
43.0
= ——
21.50 22.00
5000 m/z 239.20  26.10%
239.0
0 “‘ "iHﬂ\h JL‘ \‘“m e \?’ﬁ?\o\ e RERAREEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 N\
Abundance #310304: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy — T
43.0 21.50 22.00
m/z 57.10 21.13%
5000
159.0
’ ‘ 239.0
oo | soo s L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

SFAM-EPA-BP112223.MA.M Mon Nov 27 07:22:02 2023
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z:
BPO18333.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP112423\

: 24 Nov 2023 18:26
: MA/JU
. 05264-09

: 14  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
: SVOA CALIBRATION

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 11 Hexasiloxane, tetradecamethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22022 2.75 ng/ul 443038 Chryseme-diz 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14HA2055i6  00167-52-8 74

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 74
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 59
4 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile 018772-36-6 45
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 43

Abundance Scan 3219 (22.022 min): BP018333.D\data.ms (-3215) (- m/z 73.00 100.00%
73.0
147.0 221.1
5000 355.1
4291 —— :
J VTSI 2%
Ot M e m/z 147.08  76.67%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
9 14702210
5000 - ‘
355.0 22.00
443.0 m/z 221.10 72.89%
0\\\‘\J“\\\\‘\\\‘\‘\\\\h‘d\\\\T\l\\\‘\\‘\‘\‘L\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
T T
355.0 22.00
5000 m/z 355.05  39.70%
m/z--> 50 100 150200 250 300 350400450 500 550 600 650
Abundance #323442: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilox —— ‘
73.0 22.00
m/z 281.00 38.54%
147.0
267.0
5000 355.0 4290
R -
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 22.00

SFAM-EPA-BP112223.MA.M Mon Nov 27 07:22:03 2023
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\

Data File : BP@18333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M

: SVOA CALIBRATION

¢ 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 Cyclononasiloxane, octadeca... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.698 3.42 ng/ul 659213  Perylene-di2 23.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 87
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 78
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 45

4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 30
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27

Abundance Scan 3334 (22.698 min): BP018333.D\data.ms (-3329) (- m/z 73.00 100.00%
147.0 :
5000 355.1
429.1 — ——
‘ [ L 503.1 22.50 23.00
o‘HwHH_HwHmum_“m‘Hﬂ_w‘mmH‘mluwww‘ m/z 221.05 84.48%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
9 14702210
5000 — —
355.0 22.50 23.00
443.0 m/z 147.00 80.05%
0\\\‘\J“\\\\‘\\\‘\‘\\\\h‘d\\\\T\l\\\‘\\‘\‘\‘L\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
— —
355.0 22.50 23.00
5000 m/z 281.080  48.23%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- — —
221.0 22.50 23.00
m/z 355.05 42.44%
73.0
5000 147.0
341.0
R A VI ol
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 22.50 23.00

SFAM-EPA-BP112223.MA.M Mon Nov 27 07:22:04 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
Quant Title : SVOA 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 unknown-08 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.910 5.41 ng/ul 1043080  Perylene-di12 23.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dihydroxypropyl 12-methyltri... 386 C21H3806 1000488-66-8 72
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 49
3 Octadecanoic acid, 2,3-bis(acety... 442 C25H4606 033599-07-4 45
4 Octadecanoic acid, 2-(acetyloxy)... 442 C25H4606 055401-62-2 37
5 2,3,4-Trifluorobenzoic acid, 3-t... 372 C21H31F302 1000280-61-9 27
Abundance Scan 3370 (22.910 min): BP018333.D\data.ms (-3366) (- m/z 43.00 100.00%
43.0
159.1
5000
—=
ol T
0brrd, ‘l\u&u A bl b o 4010 47615359 /7 159 05 71.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292482: 2,3-Dihydroxypropyl 12-methyltridecanoate, 2A
43.0 159.0
5000 LN
23.00
m/z 98.05 28.49%
LD B l 283.0
0 \'T‘T‘H\ h'\"g‘J\J\”\u\“ \“\ \2‘ T-rrt ‘H\\\ T \“\\\ \:‘3\71\0‘ T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310300: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl es
159.0
43.0
=
23.00
5000 m/z 57.05  20.40%
239.0
\‘ iH L L 355.0
O‘JWHH‘_NH i R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322953: Octadecanoic acid, 2,3-bis(acetyloxy)propyl es —T
43.0 23.00
159.0 m/z 158.00  20.38%
5000
267.0
0 b L L smg L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

SFAM-EPA-BP112223.MA.M Mon Nov 27 07:22:05 2023 Page: 17



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
BPO18333.D

: 24 Nov 2023 18:26
: MA/JU
: 05264-09

: 14  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M

: SVOA CALIBRATION

¢ 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 unknown-09 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.492 3.75 ng/ul 724058 Perylene-di2 23.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86

2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
3 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 ©18772-36-6 42
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 32
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 32

Abundance Scan 3469 (23.492 min): BP018333.D\data.ms (-3464) (- m/z 147.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018333.D

Acqg On : 24 Nov 2023 18:26
Operator : MA/JU

Sample : 05264-09

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
Quant Title : SVOA 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|
unknown-01 17.604 3.9 ng/ul 637383 4 17.251 3267320 20.0
unknown-02 18.839 2.4 ng/ul 386208 4 17.251 3267320 20.0
unknown-03 18.881 5.3 ng/ul 874011 4 17.251 3267320 20.0
unknown-04 19.657 3.0 ng/ul 487328 5 21.351 3218190 20.0
unknown-05 19.933 24.1 ng/ul 3875570 5 21.351 3218190 20.0
unknown-06 19.969 49.1 ng/ul 7898170 5 21.351 3218190 20.0
Myristin, 1,3-d... 20.898 8.8 ng/ul 1421690 5 21.351 3218190 20.0
unknown-07 20.933 19.5 ng/ul 3138820 5 21.351 3218190 20.0
Hexadecanoic ac... 21.810 3.3 ng/ul 522379 5 21.351 3218190 20.0
2,3-Dihydroxypr... 21.845 8.4 ng/ul 1349150 5 21.351 3218190 20.0
Hexasiloxane, t... 22.022 2.8 ng/ul 443039 5 21.351 3218190 20.0
Cyclononasiloxa... 22.698 3.4 ng/ul 659213 6 23.780 3857940 20.0
unknown-08 22.910 5.4 ng/ul 1043080 6 23.780 3857940 20.0
unknown-09 23.492 3.8 ng/ul 724058 6 23.780 3857940 20.0
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