LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acqg On : 03 Nov 2022 16:01
Operator : CG/JU

Sample : N5276-14

Misc :

ALS Vvial : 11  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-BM110122.M
Title : SVOA CALIBRATION

Signal : TIC: BM@37348.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.269 28 31 35 rBV 69487 92303 0.16% ©.058%
2 4.163 178 183 191 rVB 44041 68533 0.12% 0.043%
3 7.028 664 670 687 rBV 330007 585914 1.03% ©0.367%
4 7.192 691 698 707 rBV 1174122 1860794 3.28% 1.165%
5 7.381 724 730 742 rBV 1106004 1799835 3.18% 1.127%
6 7.851 802 810 820 rBV 1277084 2027197 3.58% 1.269%
7 8.569 925 932 946 rBV 977709 1770707 3.13% 1.109%
8 8.757 959 964 973 rBV5 31801 93827 0.17% 0.059%
9 9.022 1002 1009 1029 rBV 1434424 2536301 4.48% 1.588%
10 9.257 1044 10649 1063 rVB2 74281 194979 0.34% 0.122%
11  9.398 1068 1073 1082 rBV4 61864 113246 0.20% 0.071%
12 9.739 1124 1131 1141 rBV 1095981 1806935 3.19% 1.131%
13 9.875 1150 1154 1159 rW5 36366 72773 0.13%  0.046%
14  9.933 1159 1164 1173 rVB4 36756 90526 0.16% 0.057%
15 10.151 1195 1201 1204 rBV3 49345 96058 0.17% ©0.060%
16 10.280 1216 1223 1233 rBV 1591891 2752597 4.86% 1.724%
17 10.463 1244 1254 1263 rBV 532399 1075601 1.90% 0.674%
18 10.580 1264 1274 1280 rVV 3430477 5439717 9.60%  3.406%
19 10.651 1280 1286 1295 rVB 1940617 3232535 5.71% 2.024%
20 10.804 1306 1312 1319 rBV3 57132 135454 0.24% 0.085%
21 10.922 1327 1332 1336 rBV3 57233 105513 ©.19% 0.066%
22 11.016 1341 1348 1354 rVB 464665 806033 1.42% 0.505%
23 11.139 1364 1369 1378 rVB2 110337 190756 0.34% 0.119%
24 11.280 1388 1393 1396 rBV2 37271 74697 0.13% 0.047%
25 11.333 1397 1402 1408 rVB6 78140 161462 ©0.28% 0.101%
26 11.433 1408 1419 1421 rBV6 95003 269879 0.48% 0.169%
27 11.469 1421 1425 1432 rVV4 148247 367263 ©.65% 0.230%
28 11.527 1432 1435 1440 rVB2 115947 164594 ©0.29% 0.103%
29 11.586 1440 1445 1450 rBv4 28335 65548 0.12% 0.041%
30 11.645 1450 1455 1457 rBV3 119432 178145 0.31% 0.112%
31 11.674 1457 1460 1471 rVB3 177811 456134 0.81% 0.286%
32 11.804 1477 1482 1487 rVB4 53446 92072 0.16% 0.058%
33 11.898 1492 1498 1500 rBv4 59925 106210 0.19% 0.067%
34 11.922 1500 1502 1507 rVB2 75647 92000 ©0.16% ©.058%
35 12.021 1507 1519 1537 rBV 29703604 56660550 100.00% 35.479%

36 12.210 1546 1551 1554 rBV6 66468 129666 0.23% ©0.081%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acqg On : 03 Nov 2022 16:01
Operator : CG/JU

Sample : N5276-14

Misc :

ALS Vvial : 11  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-BM110122.M
Title : SVOA CALIBRATION
37 12.639 1621 1624 1635 rVB8 25243 61291 0.11% ©0.038%
38 13.227 1719 1724 1730 rBv8 23053 63390 0.11% 0.040%
39 13.333 1736 1742 1748 rBV 385389 537303 0.95% 0.336%
40 13.386 1748 1751 1760 rVB4 33342 64740 0.11% 0.041%
41 13.739 1808 1811 1816 rVB2 62529 79489 0.14% 0.050%
42 13.804 1818 1822 1827 rBV2 37106 57120 0.10% 0.036%
43 13.904 1833 1839 1845 rBV 3553545 4838008 8.54% 3.029%
44 14.180 1880 1886 1893 rVV 4326095 5975613 10.55% 3.742%
45 14.245 1894 1897 1902 rVV 100873 137036 0.24% 0.086%
46 14.304 1903 1907 1913 rVB6 33472 66641 0.12% 0.042%
47 14.415 1922 1926 1930 rVB4 59998 82513 ©.15% 0.052%
48 14.486 1932 1938 1946 rBV 3131050 4515595 7.97%  2.828%
49 14.715 1971 1977 1988 rBV3 340332 633838 1.12% 0.397%
50 14.915 2007 2011 2017 rVB3 37481 62703 0.11% 0.039%
51 15.351 2075 2085 2089 rBvV2 102635 192183 0.34% 0.120%
52 15.480 2100 2107 2120 rVB 5546032 7831746 13.82% 4.904%
53 15.604 2122 2128 2133 rBV 1815309 2398961 4.23% 1.502%
54 17.227 2398 2404 2411 rVB 3791299 5171290 9.13%  3.238%
55 17.327 2415 2421 2430 rBV 6457034 8593685 15.17% 5.381%
56 17.709 2482 2486 2490 rBV 46627 76580 0.14% 0.048%
57 17.892 2513 2517 2524 rVB 227183 293850 ©.52% 0.184%
58 18.121 2551 2556 2567 rBV 615610 886134 1.56% 0.555%
59 18.333 2589 2592 2598 rBV 48198 72772 0.13% 0.046%
60 19.068 2713 2717 2723 rVB 201229 247903 0.44% 0.155%
61 19.180 2733 2736 2742 rVB2 75764 117261 0.21% 0.073%
62 19.250 2744 2748 2751 rBv2 112241 171864 0.30% 0.108%
63 19.397 2769 2773 2782 rBV 398276 574654 1.01% 0.360%
64 19.615 2804 2810 2816 rBV 7604403 9872868 17.42% 6.182%
65 19.668 2816 2819 2827 rVB 246165 341895 0.60% 0.214%
66 20.603 2976 2978 2982 rVB 123621 112220 0.20% 0.070%
67 21.115 3062 3065 3074 rVB2 306857 399242 0.70% 0.250%
68 21.397 3108 3113 3122 rBV 4467677 5675001 10.02%  3.553%
69 22.615 3317 3320 3328 rVB2 300978 467518 0.83% 0.293%
70 23.597 3480 3487 3502 rVB 4553449 8584615 15.15% 5.375%
71 23.744 3506 3512 3522 rVB2 2391644 4678340 8.26% 2.929%

Sum of corrected areas: 159702216
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

: 03 Nov 2022 16:01
: CG/JU
: N5276-14

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
BM@37348.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
. SVOA CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

1le+07

5000000

o

3.269

TIC: BM037348.D\data.ms

10.580

9381 7.851 8. 539759 0292%3989 73 1o 28 %%é\isl

4.163 7.0

Time-->

\\\\‘\\\\‘\\\\‘\\\\‘\’\\‘\\\\‘\\\\‘ \\’\\\‘y_r\\‘\\\\‘\\\\‘\\
350 4.00 450 5.00 900

550 6.00 650 7.00 750 8.00 8. 50 9.50 10.00 10.50 11.00 11.50

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM037348.D\data.ms

2.021

19.615
17.327

17.227

15.480

13.904 150, 456

131;@.23%&33?

.604

_/1115915153 /\ 17. 10852 181333 1919@99 668 20.€

o

Time-->

zsj@ 21012.639

12.00 12.50 13.00 1350 1400 1450 1500 1550 16.00 16.50 17.00 1750 1800 18.50 19.00 1950 20.00

Abundance

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BM037348.D\data.ms

23.597
3.744

21.115 22.615 L

21.397

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acq On : 03 Nov 2022 16:01
Operator : CG/JU

Sample : N5276-14

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.463 6.65 ng/ul 1075600  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
Abundance Scan 1254 (10.463 min): BM037348.D\data.ms (-1244) (- | m/z 57.10 100.00%
57.1
5000 /\P\AJVJ\
e
01.0 .
ol ‘w““\‘w u““uﬂ] 1389 2080 267.0 395 n/; 45.00  97.96%
m/z--> 50 100 150 200 250 300 350
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
m/z 41.00  36.80%
O T \‘“J ‘\““‘U“ \‘h“\%‘\()vo.\()\ ]\-4\.4.‘.0\ LI ‘ L ‘ L ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
——
10.50
5000 m/z 75.00 19.06%
00.0
or2d n‘HL e
m/z--> 50 100 150 200 250 300 350
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)- F
45.0 10.50
m/z 56.05 15.61%
5000
iy
R J
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acq On : 03 Nov 2022 16:01

Operator : CG/JU

Sample : N5276-14

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Phenol, 2-(1-methylethyl)- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
10.580 33.66 ng/ul 5439720  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 94
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 93
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
4 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 87
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 87

Abundance Scan 1274 (10.580 min): BM037348.D\data.ms (-1264) (- | m/z 121.05 100.00%
121.1
5000
77.0 — {L
39.0 ‘ “ 10.50
ol ‘u k “w Llo) | 1648 2079 2821 3850 4 7 136.05  33.99%
miz-> 100 150 200 250 300 350
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
5000 e :
10.50
77.0 m/z 103.00 23.04%
=0 1]
O\\\‘\“‘\“\\\ ‘\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #18892: Phenol, 2-(1-methylethyl)-
121.0
IS— ‘
10.50
5000 m/z 76.95 21.07%
77.0
300 ‘
obipa bl
m/z--> 50 100 150 200 250 300 350
Abundance #18904: Phenol, 2-(1-methylethyl)- = ﬁ¥
121.0 10.50
m/z 91.05 20.30%
5000
39.0 ‘
owmpm‘”“w‘m_m_m_m,mw —1 e
m/z--> 50 100 150 200 250 300 350 10.50

SFAM-EPA-BM110122.M Fri Nov @4 15:58:48 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acq On : 03 Nov 2022 16:01
Operator : CG/JU

Sample : N5276-14

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 p-Cumenol Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
11.016 4.99 ng/ul 806033  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cumenol 136 C9H120 000099-89-8 97
2 p-Cumenol 136 C9H120 000099-89-8 95
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 94
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 93
5 p-Cumenol 136 C9H120 000099-89-8 90

Abundance Scan 1348 (11.016 min): BM037348.D\data.ms (-1341) (- | m/z 121.00 100.00%
121.0
5000 f\
77.0 T 7 T
39.0 ‘ | 11.00
obdopd bl | L 167.0207.0 266.9 3851 ;136,05  28.59%
m/z--> 50 100 150 200 250 300 350
Abundance #18802: p-Cumeno
121.0
5000 T
1100
77.0 m/z 76.95 20.78%
39.0 ‘ ‘
O\\‘\‘\“h‘\“‘\h\\“‘“\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #18801: p-Cumeno
121.0
i ‘
11.00
5000 m/z 91.05 20.12%
77.0
39.0 ‘
ol b bl
m/z--> 50 100 150 200 250 300 350
Abundance #18901: Phenol, 3-(1-methylethyl)- ‘ {\‘ ‘
121.0 11.00
m/z 103.05 13.93%
5000
77.0
39.0 ‘ ‘
A
m/z--> 50 100 150 200 250 300 350 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acq On : 03 Nov 2022 16:01
Operator : CG/JU

Sample : N5276-14

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 unknown-01 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.469 2.27 ng/ul 367263 Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Methylundecanoic acid 200 C12H2402 065781-38-6 35
2 2,2-Dimethylglutaric acid 160 C7H1204 000681-57-2 22
3 Pentanoic acid, 4-methyl-4-nitro... 175 C7H13NO4 016507-02-1 22
4 2-Acetoxytridecane 242 C15H3002 1000245-61-2 18
5 2-Cyclopropylcarbonyloxypentadecane 296 C19H3602 1000245-58-9 14

Abundance Scan 1425 (11.469 min): BM037348.D\data.ms (-1421) (1 m/z 41.00 100.00%
41.0
87.0
5000
H 29.0 1150
| 177.0207. 282.( :
ol u“““ﬂ“‘u‘ u‘ L (- “2,07‘0‘ | | m/z 60.00  86.95%
miz--> 50 100 150 200 250
Abundance #75727: 3-Methylundecanoic acid
87.0
5000 LN
57.0 11.50
m/z 55.10  86.84%
27-0‘ 1430 2000
O T T “\ ‘\H“ T ‘H“ \h‘\ ‘\ H ‘ ‘\ T T T i.\ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #36485: 2,2-Dimethylglutaric acid
69.0
——
11.50
m/z 69.10  85.41%
5000 115.0
39,
m/z--> 50 100 150 200 250
Abundance #50282: Pentanoic acid, 4-methyl-4-nitro-, methyl ester —
69.0 11.50
m/z 43.05 83.52%
5000
39,0 129.0
m/z--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acq On : 03 Nov 2022 16:01
Operator : CG/JU

Sample : N5276-14

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.675 2.82 ng/ul 456134  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 90
2 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 90
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 58
4 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 58
5 4-Hydroxy-2-methylacetophenone 150 C9H1e02 000875-59-2 53

Abundance Scan 1460 (11.674 min): BM037348.D\data.ms (-1457) (- | m/z 107.00 100.00%
107.0
5000
150.1
— —
65.? ‘ ‘ 11.50 12.00
ob bl by Ay 2070 2820 340+ s 935,05 98.50%
miz--> 50 100 150 200 250 300
Abundance #27543: Phenol, 2-(1,1-dimethylethyl)-
107.0
5000 e L
150.0 11.50 12.00
39.0 m/z 150.05 34.73%
0 \‘\h\ ‘L‘ }Lh\““‘\“d\ T “ LN B B B
miz--> 50 100 150 200 250 300
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)-
135.0
—— —
11.50 12.00
5000 m/z 91.00 27.98%
91.0
39.0 ‘ ‘
o 0 1 A S —
m/z--> 50 100 150 200 250 300
Abundance #27480: Phenol, m-tert-butyl- —— —
135.0 11.50 12.00
m/z 115.00 17.04%
5000
410 9.
okl b 14 L
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acq On : 03 Nov 2022 16:01
Operator : CG/JU

Sample : N5276-14

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 Phenol, p-tert-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.022 350.56 ng/ul 56660600  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 95
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 95
3 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 95
4 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 94
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 93
Abundance Scan 1519 (12.021 min): BM037348.D\data.ms (-1507) (- | m/z 135.00 100.00%
135.0
5000
95 — - :
41.1 ‘ ‘ 12.00
ol dpd b Ll | Vo769 28113249 ;107 65 51.17%
miz--> 50 100 150 200 250 300
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 — = :
12.00
m/z 150.00 26.06%
41.0 95‘- ‘
O\\\‘\“‘”\“‘\“\\“”\“\\\“\\\\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #27480: Phenol, m-tert-butyl-
135.0
T T
12.00
5000 m/z 95.05 17.19%
41.0 95.
O N
miz--> 50 100 150 200 250 300
Abundance #27474: Phenol, p-tert-butyl- —
135.0 12.00
m/z 136.00  13.347%
5000
41.0 95# ‘
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acq On : 03 Nov 2022 16:01
Operator : CG/JU

Sample : N5276-14

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Phenol, 2,4-bis(1-methyleth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.333 2.38 ng/ul 537303  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 97
2 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 93
3 Propofol 178 C12H180 002078-54-8 93
4 Propofol 178 C12H180 002078-54-8 90
5 Propofol 178 C12H180 002078-54-8 90

Abundance Scan 1742 (13.333 min): BM037348.D\data.ms (-1736) (- m/z 163.05 100.00%

163.1
5000
‘ ———alp

I
3. 121.0 ‘ 13.00 13.50
ol wﬂpw§$?ﬂ$wwku L2070 2820 395! n/; 178.10  24.70%
miz--> 50 100 150 200 250 300 350
Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
163.0
5000 T T ‘ T /\\/\/\\

\
13.00 13.50
m/z 121.00  15.19%

121.0
43.
O\\\‘\““\‘\a;l\"(\p‘”\h\“\‘\“\1‘\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)-
163.0
13.00 13.50
5000 ITI/Z 164.05 12.30%
43.0 121.0 ‘
RN B N
m/z--> 50 100 150 200 250 300 350
Abundance #52794: Propofol _— ‘ ¢«4vfk5
163.0 13.00 13.50
m/z 107.00 11.08%
5000
121.0
27.0 74.0 H
o e I N N — at =
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acq On : 03 Nov 2022 16:01

Operator : CG/JU

Sample : N5276-14

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 n-Hexadecanoic acid Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
18.121 3.43 ng/ul 886134  Phenanthrene-di0 17.227
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 95

Abundance Scan 2556 (18 121 min): BM037348.D\data.ms (-2551) (-

5000
129.0
2132 = =
39 ‘ | 171.1 ‘ 256.3 18.00 18.50
(- i g LV L L8260y 4305 88.58%

m/z--> 100 150 200 250 300
Abundance #143510:n-Hexadecanok:add

5000 129.0 U ‘ ‘
18.00 18.50
1710 213.0 256.0 m/z 60.00 87.87%
0 \“ T H‘P‘““ id \ ‘\ \ T “ \“\ b ‘L\ L

\
m/z--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid

256.0
18.00 18.50
5000 m/z 55.05 71.37%
129.0
213.0
171.0 ‘
o H\u\_w,\w Ll b b
10

m/z 73.00 100.00%

%

%

—

m/z--> 0 150 200 250 300
Abundance #143509: n-Hexadecanoic acid ‘ ‘ ‘

43. 18.00 18.50

m/z 57.05 68.40%
5000 256.0
129.0
3.0
213.0
‘ ‘ 171.0
ob—HL 1 P

m/z--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acq On : 03 Nov 2022 16:01
Operator : CG/JU

Sample : N5276-14

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.398 2.03 ng/ul 574654  Chrysene-d12 21.397
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 99
4 Octadecanoic acid 284 (C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 96
Abundance Scan 2773 (19.397 min): BM037348.D\data.ms (-2769) (- | m/z 73.00 100.00%
73.0
5000 129.1 i}
1851 241.2 — —
h ‘i ‘ \ 19.00 19.50
oL, ‘w \ “H\m L2850 3690 4290 ./, 43.e5  92.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 — e
129.0 19.00 19.50
185.0 284.0 m/z 60.00 84.29%
27
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
— A=
19.00 19.50
129.0
5000/ 28.0 284.0 m/z 57.85 75.92%
185.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid “ T
43.0 19.00 19.50
m/z 55.00 71.16%
5000 129.0
185.0 284.0
oL L, }\xﬁox e
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37348.D

Acqg On : 03 Nov 2022 16:01
Operator : CG/JU

Sample : N5276-14

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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|
Ethanol, 2-(2-b... 10.463 6.7 ng/ul 1075600 2 10.651 3232540 20.0
Phenol, 2-(1-me... 10.580 33.7 ng/ul 5439720 2 10.651 3232540 20.0
p-Cumenol 11.016 5.0 ng/ul 806033 2 10.651 3232540 20.0
unknown-01 11.469 2.3 ng/ul 367263 2 10.651 3232540 20.0
Phenol, 2-(1,1-... 11.675 2.8 ng/ul 456134 2 10.651 3232540 20.0
Phenol, p-tert-... 12.022 350.6 ng/ul 56660600 2 10.651 3232540 20.0
Phenol, 2,4-bis... 13.333 2.4 ng/ul 537303 3 14.486 4515600 20.0
n-Hexadecanoic ... 18.121 3.4 ng/ul 886134 4 17.227 5171290 20.0
Octadecanoic acid 19.398 2.0 ng/ul 574654 5 21.397 5675000 20.0
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