LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM093024\
Data File : BM@47722.D

Acq On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vial : 12  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_M\Methods\SFAM-EPA-BM@92724 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47722.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.258 42 46 53 rVvB 39330 55377 0.17% 0.062%
2 3.675 114 117 128 rBV 231943 359155 1.08% 0.399%
3 4.928 324 330 339 rBV 470580 642503 1.93% 0.715%
4 6.134 527 535 542 rBV 609937 884679 2.66% 0.984%
5 6.975 671 678 689 rBV 654894 1029734 3.10% 1.145%
6 7.140 700 706 720 rVB 524842 824992 2.48% 0.917%
7 7.346 734 741 751 rBV 621748 984636 2.96% 1.095%
8 7.445 753 758 767 rVB2 34413 57639 0.17% 0.064%
9 7.810 812 820 828 rBV 852430 1349896 4.06% 1.501%
10 8.051 855 861 867 rVB 141220 218497 0.66% 0.243%
11 8.516 932 940 950 rBV 807423 1297875 3.90% 1.443%
12 8.963 1006 1016 1026 rBvV 609007 1014452 3.05% 1.128%
13 9.534 1106 1113 1119 rBvV2 65774 105517 0.32% 0.117%
14 9.687 1131 1139 1147 rBV 469057 789532 2.37% 0.878%
15 9.763 1147 1152 1157 rVWV 32164 58163 0.17% 0.065%
16 9.845 1161 1166 1171 rVV3 26326 44739 0.13% 0.050%
17 9.904 1171 1176 1182 rVB3 22015 38619 0.12% 0.043%
18 10.104 1203 1210 1220 rVB 44751 82460 0.25% 0.092%
19 10.222 1223 1230 1238 rBvV 786150 1320509 3.97% 1.469%
20 10.486 1268 1275 1286 rVB 142827 241328 0.73% 0.268%
21 10.604 1286 1295 1304 rBV 1164222 1966918 5.91% 2.187%
22 10.734 1308 1317 1325 rBV 743547 1302731 3.92% 1.449%
23 10.804 1326 1329 1335 rVB2 28553 49094 0.15% 0.055%
24 10.898 1340 1345 1351 rVB 38172 65811 0.20% 0.073%
25 11.139 1379 1386 1393 rVB5 25520 48360 0.15% 0.054%
26 12.028 1531 1537 1542 rBV4 21641 44271 0.13% 0.049%
27 12.128 1548 1554 1561 rBV 54710 94475 0.28% 0.105%
28 12.692 1644 1650 1658 rBV4 23070 46787 0.14% 0.052%
29 13.851 1841 1847 1854 rVB 1503251 2043179 6.14% 2.272%
30 14.080 1879 1886 1889 rBV6 18413 34297 0.10% 0.038%
31 14.139 1889 1896 1903 rVB 1670867 2504707 7.53% 2.785%
32 14.357 1927 1933 1940 rBV 2379795 3104769 9.33% 3.453%
33 14.445 1940 1948 1955 rBV 1726225 2493492 7.50% 2.773%
34 14.592 1969 1973 1975 rBV 85968 105793 0.32% 0.118%
35 14.633 1975 1980 1994 rVB 618097 931334 2.80% 1.036%
36 14.757 1996 2001 2006 rBV 84466 138327 0.42% 0.154%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM093024\
Data File : BM@47722.D

Acq On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vial : 12  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_M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION

37 14.810 2007 2010 2015 rVB3 29764 40186 0.12% 0.045%
38 14.898 2021 2025 2032 rBVS5 19865 41227 0.12% 0.046%
39 14.986 2032 2040 2049 rBV3 91160 230466 0.69% 0.256%
40 15.069 2049 2054 2062 rVB 567644 849351 2.55% ©0.945%
41 15.204 2073 2077 2085 rVW2 86181 136483 0.41% ©0.152%
42 15.280 2085 2090 2100 rVB3 106220 207432 0.62% 0.231%
43 15.433 2107 2116 2124 rBV 2224602 3174176  9.54%  3.530%
44 15.545 2129 2135 2150 rBV2 657142 1068397 3.21% 1.188%
45 15.680 2153 2158 2161 rBv4 25733 47690 0.14% 0.053%
46 15.798 2172 2178 2183 rBV 749117 1021535 3.07% 1.136%
47 15.851 2183 2187 2193 rVB4 47339 73344 0.22% ©.082%
48 16.074 2219 2225 2229 rBV5 31922 58829 0.18% 0.065%
49 16.163 2236 2240 2243 rBV 46787 60152 ©0.18% 0.067%
50 16.263 2252 2257 2263 rVB3 47119 70937 0.21% ©0.079%
51 16.363 2268 2274 2279 rBV7 39798 85661 ©.26% ©.095%
52 16.510 2293 2299 2305 rBVS8 36867 71605 ©.22% ©.080%
53 16.568 2305 2309 2316 rVB6 24506 41620 ©0.13% 0.046%
54 16.745 2335 2339 2345 rVBS8 16251 34322 0.10% ©.038%
55 16.845 2345 2356 2370 rBV 19850226 33260377 100.00% 36.989%
56 16.951 2371 2374 2378 rVWW2 83614 138233  0.42% 0.154%
57 16.998 2378 2382 2390 rVB6 57168 118086 0.36% ©0.131%
58 17.186 2407 2414 2421 rBV 2100960 3040847 9.14%  3.382%
59 17.280 2424 2430 2436 rVV 2457328 3404621 10.24% 3.786%
60 17.327 2436 2438 2447 rVB3 90006 114077 0.34% 0.127%
61 17.474 2458 2463 2470 rBV7 61782 122394 0.37% 0.136%
62 17.545 2470 2475 2478 rVV5 31562 57695 0.17% ©0.064%
63 17.574 2478 2480 2488 rVB7 31947 56798 0.17% ©0.063%
64 17.686 2495 2499 2502 rBV2 36559 47272 0.14% 0.053%
65 17.762 2507 2512 2515 rVV 117356 163169 0.49% 0.181%
66 17.798 2515 2518 2525 rVB3 115617 154607 0.46% ©0.172%
67 18.074 2560 2565 2573 rBV 305721 445411 1.34% 0.495%
68 18.380 2614 2617 2626 rVB6 33701 66732 0.20% 0.074%
69 18.462 2627 2631 2635 rVV4 30198 38153 0.11% 0.042%
70 19.004 2721 2723 2731 rVB8 31675 57001 0.17% ©0.063%
71 19.133 2741 2745 2752 rVB3 31573 48135 0.14% 0.054%
72 19.204 2753 2757 2761 rBV2 31876 45827 0.14% 0.051%
73 19.351 2778 2782 2786 rBvV4 71402 100853 0.30% ©0.112%
74 19.562 2812 2818 2826 rBV 2903638 3982725 11.97%  4.429%
75 21.080 3072 3076 3082 rBV3 199989 303518 ©0.91% ©.338%

76 21.403 3125 3131 3139 rBV 2091733 3062863  9.21%  3.406%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM093024\
Data File : BM@47722.D

Acq On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS vial : 12 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_M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION

77 24.203 3598 3607 3618 rBV 1606515 3898775 11.72% 4.336%
78 24.409 3633 3642 3657 rVB 1342947 3504293 10.54% 3.897%

Sum of corrected areas: 89920522
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@93024\
Data File : BM@47722.D

Acqg On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM047722.D\data.ms
1.5e+07
le+07
5000000
7.810 8516 10.
51.3.2583.675 4.928 6.134 6.97348495" 1 5.051 8.963 %ﬂ(ﬁfé%&@mmg 122288 12.69;
“““““‘,“ T
Time-> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10 50 11.00 11.50 12.00 12.50
Abundance TIC: BM047722.D\data.ms
16.845
1.5e+07
le+07
5000000
19.562
14.357 -280 21.403
1a54 148305 15.433 13488
0 4.080 A5 R GEEEHIHETIS 014862 19.00KBG35 21.080
R B e I A i e e e e e e e e e e e I B e e e e e e e B R ma
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM047722.D\data.ms
Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@93024\
Data File : BM@47722.D

Acqg On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.928 9.52 ng/ul 642503 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
Abundance Scan 330 (4.928 min): BM047722.D\data.ms (-324) (-) m/z 43.10 100.00%
43.1
5000
101.1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ 4.60 4.80 5.00 5.20
Ol 202078 myz 59.10 51.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B L B R R
4.60 4.80 5.00 5.20
m/z 101.10  17.75%
15.0 ‘ 101.0
o‘kawhWM‘u‘u‘_‘HWH‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
4.60 4.80 5.00 5.20
5000 m/z 58.10 16.84%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl- P
m/z 41.05 8.32%
I L L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@93024\
Data File : BM@47722.D

Acqg On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Hexylene glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.134 13.11 ng/ul 884679 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 90
2 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 90
3 Hexylene glycol 118 C6H1402 000107-41-5 90
4 Hexylene glycol 118 C6H1402 000107-41-5 59
5 Hexylene glycol 118 C6H1402 000107-41-5 47

Abundance Scan 535 (6.134 min): BM047722.D\data.ms (-527) (-) m/z 59.10 100.00%

59.1
43.0
5000
85.0 P
\‘ “\ - 103.1 5.80 6.00 6.20 6.40
O e e e e e e e e m/z 43.05 68.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10020: Hexylene glycol
59.0
43.0
5000 L L R R R
5.80 6.00 6.20 6.40
m/z 56.10 26.84%
“ 850 1030
om‘uwm_m_m_mi‘mww“wwmwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
59.0
430 T T T T T T T[T T [TTTT]

5.80 6.00 6.20 6.40
5000 m/z 41.05 21.83%

\HHHHH‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘HHHHHH
m/z-->
Abundance #10018: Hexylene glycol

m/z 45.10  20.55%

.

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@93024\
Data File : BM@47722.D

Acqg On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.051 3.24 ng/ul 218497 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 43
2 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 37
3 Tetrahydropyrrolo[2,1-c][1,4]oxa... 141 C7H11NO2 101250-37-7 37
4 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 32
5 (Trimethylsilyl)acetylene 98 C5H1eSi 001066-54-2 27
Abundance Scan 861 (8.051 min): BM047722.D\data.ms (-855) (-) m/z 83.10 100.00%
43.1 83.1
5000 141.1
‘ ‘ ‘ ‘ 7.80 8.00 8.20 8.40
O bl L LIS 2070 s 43,10 98.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1450: 1-Methyl-1H-1,2,4-triazole
83.0
28.0
5000 LR R B R
56.0 7.80 8.00 8.20 8.40
m/z 141.05  39.98%
] Y N N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
42.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\

7.80 8.00 8.20 8.40
5000 m/z 56.10 38.35%

TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ LI ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI
m/z-->
Abundance  #21821: Tetrahydropyrrolo[2,1-c][1,4]oxazin-4-one

m/z 85.10  25.47%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@93024\
Data File : BM@47722.D

Acqg On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.486 2.45 ng/ul 241328 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-Formyl-d-threo-0-methylthreonine 161 C6H11NO4 1000214-69-5 43
2 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 42
3 4-0-Acetyl-2,5-di-0-methyl-3,6-d... 215 C10H17NO4 1010101-80-3 40
4 Ether, hexyl t-butyl 158 C10H220 069775-79-7 40
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 38

Abundance Scan 1275 (10.486 min): BM047722.D\data.ms (-1268) (- m/z 59.10 100.00%

59.1
5000
83.1
.
39 141.1 10.50
116.1
0 ‘H_H“J‘H«“H;‘mw“Hu“”H_Hw“mlﬁ?“’w” 43.10  81.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37207: N-Formyl-d-threo-O-methylthreonine
59.0
5000
10.50
m/z 83.10 31.68%
. 80 160 a9
R R e e R S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
{A T T ‘ T
10.50
5000 56.10 16.81%

TTT ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ T 1T ‘ TTTT ‘ TTTT ‘ TTT
le") MM
Abundance #92902: 4-O-Acetyl-2,5-di-O-methyl-3,6-dideoxy-d-gluco!

m/z 58.10 16.52%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@93024\
Data File : BM@47722.D

Acqg On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.357  24.90 ng/ul 3104770  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 64
2 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 64
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 59
Abundance Scan 1933 (14.357 min): BM047722.D\data.ms (-1927) (- m/z 57.10 100.00%
57.1
5000
112.2 N j !
H “ 87'0 | 14.00 14.50
Ol b W 1481 AB71 0 nmyz 71.05  76.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 N ‘
112.0 14.00 14.50
m/z 43.05 38.58%
o B0 assosso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71.0
‘\ \‘\
14.00 14.50
5000 430 m/z 41.65  29.89%
\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #22080: Nonane, 3-methyl- ‘ I /\Tff~
m/z 70.10 20.48%
\\\‘\‘\1\\‘“{\\““\\‘M\“U\\\‘\\l\‘\\\\\\\\\\\\\\\\\\\\ ‘\/\_\/\T‘
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@93024\
Data File : BM@47722.D

Acqg On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.798 8.19 ng/ul 1021540  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 90
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 53

Abundance Scan 2178 (15.798 min): BM047722.D\data.ms (-2172) (-  m/z 105.10 100.00%

106.1
182.1
5000
51.1
— : :
15.50 16. OO
152.1
y ‘ 218.2 281.( o
0 e e b e S e 2ok m/z 77.85  68.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000
15 50 16 00
51.0 m/z 182.10  52.78%
‘ il I 15\20 Il
O e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
182.0 15 50 16 00
5000 ’ m VA 51.10 26.54%

\H‘HH‘\H\’\H\‘HH‘\\H‘\\H‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘H
Abundance #56922: Benzophenone

m/z 50.10 8.33%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@93024\
Data File : BM@47722.D

Acqg On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 7 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.074 2.93 ng/ul 445411  Phenanthrene-dl0 17.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 n-Hexadecanoic acid
2 n-Hexadecanoic acid
3 n-Hexadecanoic acid
4 Tetradecanoic acid

5 n-Hexadecanoic acid

256 C16H3202
256 C16H3202
256 C16H3202
228 (C14H2802
256 C16H3202

000057-10-3 99
000057-10-3 99
000057-10-3 94
000544-63-8 91
000057-10-3 90

Abundance Scan 2565 (18.074 min): BM047722.D\data.ms (-2560) (- m/z 73.10 100.00%
43.0 73.1
5000
129.0
213.2 T 1
ol LT e
10 S ‘uﬂ Al m/z 43.05 95.60%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R 1
18.00
0y
97.0 1710 2130 256.0 m/z 60.10  84.36%
oL— “MH‘H h‘ H“ \Jw\ ‘\u‘\‘n‘\ ‘ . “ “‘ | ““\‘ . ““ —
m/z--> 50 100 150 200 250
Abundance
43.0 73.0 256.0
T \
18.00
5000 m/z 55.10 71.82%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T
m/z-->
Abundance #143509: n-Hexadecanoic acid I I
m/z 57.05 70.73%
. ““ W‘M‘u HM‘ MHH \\H ‘m‘ _— “‘\‘ N “‘ e LLL
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM093024\
Data File : BM@47722.D

Acq On : 30 Sep 2024 18:34
Operator : RC/JU

Sample : P4018-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.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|
2-Pentanone, 4-... 4.928 9.5 ng/ul 6425063 1 7.810 1349900 20.0
Hexylene glycol 6.134 13.1 ng/ul 884679 1 7.810 1349900 20.0
unknown-01 8.051 3.2 ng/ul 218497 1 7.810 1349900 20.0
unknown-02 10.486 2.5 ng/ul 241328 2 10.604 1966920 20.0
(DEL) Alkane: S... 14.357 24.9 ng/ul 3104770 3 14.445 2493490 20.0
Benzophenone 15.798 8.2 ng/ul 1021540 3 14.445 2493490 20.0
n-Hexadecanoic ... 18.074 2.9 ng/ul 445411 4 17.180 3040850 20.0
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